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ABSTRACT

Application of computer science and algorithms are now
become an integral part of the drug discovery research. In the
current work, well known Monte Carlo (MC) algorithm was
used to develop quantitative structure-activity relationship
(QSAR) models with molecular descriptors derived from
simplified molecular-input line-entry system (SMILES)
representation of beta-site APP cleaving enzymel (BACEL)
inhibitors. A set of BACEL inhibitors was obtained from the
binding database and subsequently divided into training, test,
calibration and external sets. The QSAR models were
developed from the training set compounds while other sets
used to assess the quality of developed models. With- and
without-influence of cyclic rings on inhibitory activity were
considered to develop the QSAR models. Best QSAR models
were selected based on statistical parameters of final models.
High correlation and low standard error values of training,
test, calibration and external sets undoubtedly suggested that
the selected models were robust and efficient enough to
predict the inhibitory activity of the molecules. On evaluation
of statistical parameters it was revealed that cyclic rings of
molecular scaffold significantly contributed to the inhibition
of BACEL. The molecular fragments were found to be crucial
to increase or decrease the inhibitory activity of the molecules
which indicated that models have mechanistic interpretation.
Therefore, important molecular fragments explained by the
QSAR models can be used to design new and novel BACE1
inhibitors for therapeutic application in Alzheimer’s disease.
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1. INTRODUCTION

Alzheimer's disease (AD) is severe and a progressive
neurodegenerative disease categorized by two
histopathological hallmarks, namely B-amyloid plaques and
neurofibrillary tangles [1-4]. AD is common cause of senile
dementia, accounts for 60—70% of all dementias and clinically
characterized by impairment of memory, disorientation,
difficulty in speaking or writing, loss of reasoning skills, and
delusions among other symptoms [5]. Direct reason of the AD
progression is still doubtful but some studies reported that
both genetic and environmental factors are play major role for
the AD [6] development. About 44 million people worldwide
are suffering from AD or related dementia in 2017. As per
reports, AD most prominently found in Western Europe and
least prevalent in Sub-Saharan Africa. World Health
Organization (WHO) data explained that there is about 5.7
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million people living in United States of America in 2018
with AD. More than 4 million people have some form of
dementia and AD in India, and it will be double in India by
2030 (The Indian Express, September 21, 2016). With
development of AD, there is high risk of several age related
diseases including hypertension, dyslipidemia, metabolic
syndrome and diabetes. There is no approved chemical agents
to treat such devastating disease rather management of the
symptoms.

The extracellular accumulation of amyloid plaques collected
of the B-amyloid (AP) peptide characterizes the main reason
of AD [7]. The AP formed due to sequential breakdown of B-
amyloid precursor protein (APP) by two aspartyl protease,
beta-site APP cleaving enzymel (BACE1) followed by vy
secretase [8]. Stop or decrease of AB production by inhibition
of BACEL enzyme is an ideal approach to control the AD.
Researchers from worldwide already proved that BACE1
inhibitors hold great potential as a potential strategy in
decreasing AP brain concentrations which lead to stop the
progression of AD [9, 10]. It has been established by the
experimental approach that BACE1l enzyme could be
clinically feasible with few mechanistic side effects [11-13].
Hence, control production of AB through by the inhibition of
BACE1 may represent modifying treatment for AD.

In order to develop promising chemical agents for the proper
treatment of AD, the present research was deliberated the
Monte Carlo (MC) algorithm based quantitative structure
activity relationship (QSAR) study to explore critical
chemical functionalities and design new lead chemical agents
for therapeutic application of AD. The QSAR can be
expressed as the statistically validated and mathematical
relationship between biological activity and chemical
structures in terms of molecular descriptors. Numerical values
of chemical or physical properties of the small molecules are
called molecular descriptors and used in QSAR model
development. Statistically robust QSAR models can give
instincts into the decisive structural information of the small
molecules which contribute to biological activity [14]. Major
division of the molecular descriptors are physico-chemical,
topological and electronic, geometric and structural, and
simple indicator parameter. Moreover, descriptors are also be
characterized on the basis dimensionality such as 0D, 1D, 2D
or 3D [15]. Obtaining molecular descriptors based on
geometry are usually tough and need high computational costs
and long computational calculation time. Then 0D, 1D and 2D
are termed as the conformation-independent descriptors based
on the constitutional and topological molecular features of
small molecules have been established as a substitute method
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[16, 17]. In most cases the descriptors based on molecular
graph are used to develop QSAR models [18-20]. But
molecules in simplified molecular input-line entry system
(SMILES) representation can also be used [21-23] for
molecular descriptor generation followed by development of
QSAR models. Without any information 3D structure of the
molecules the SMILES notation can derived descriptors based
on both on the molecular structure and the property under
analysis[14]. Therefore, QSAR models can be progressed
with SMILES based molecular descriptors [24-26]. Several
research groups from industry and academia have already
been successfully used SMILES based descriptors to develop
robust QSAR models [27-33].

2. MATERIALS AND METHODS
2.1 Dataset

A set of more than thousand reported BACEL inhibitors were
downloaded from Binding DB (http://www.bindingdb.org/)
with inhibition constant (K;) activity in nM range. Initially
duplicate and without activity molecules were identified and
removed. Remaining compounds were considered to verify
the Lipinski’s rule of five [34] and Viber’s [35] rules and only
considered molecules those satisfied the above two rules.
Finally, 411 molecules were found to be satisfied above
criteria and considered for for the study. To QSAR model
development the experimental inhibitory activity (K;) of
dataset were converted into logarithm value [pK; =
log((1/Ki)x10")]. Molecules in the entire dataset were
randomly divided into training, calibration, test and external
sets. Each of the set has specific role during the model
development. Compounds present in the training set were
considered to develop the model and calibration and test sets
used to assess the predictive quality of selected models.
Compounds of the external set were unseen during model
generation that is no information of validation set was
involved for model development. External set finally was
used to calculate final estimation of the model. Molecules of
all fours sets (training, test, calibration and external) are given
in Supplementary file (Table S1 and S2) in SMILES
representation with pK;.

2.2 Optimal descriptors

The SMILES representation of the dataset was used to
calculate the molecular descriptor. The SMILES format of
chemical structures is one of the widely accepted and helpful
molecular file format to calculate the optimal molecular
descriptors which are mathematical functions of so-called
correlation weights (CW) that is “Descriptors of Correlation
Weights” (DCW). The Monte Carlo algorithm was adopted to
derive the DCW from the set of BACEL inhibitors. In the
current work, DCW was calculated using two approaches viz.
without and with considering the influence of cyclic rings to
the pK;. For calculation of DCW following expression was
used and influence of cyclic rings on inhibitory activity not
considered.

DCW, (SMILES, T,N,,) =Y CW(S,) + BY CW(SS,) + 7> CW(SSS,)+x-CW (NOSP)
+y-CW (HALO) +z-CW (BOND) +t-CW (PAIR)

()

Where, T indicates threshold and defines as coefficient for
classifying various molecular features extracted from
SMILES into two classes such as active, in which CW is
involved in the modelling process and rare, where CW is not
involved in the modelling process. Ngpocn Signifies the number
of epochs in Monte Carlo optimization which gives the best
statistical results of the calibration set. S, denotes the one

International Journal of Computer Applications (0975 — 8887)
Volume 182 — No. 11, August 2018

symbol separately of the SMILES representation while, the
SSy and SSSy are represented for combination of two or three
respectively. NOSP, HALO, BOND and PAIR explain the
descriptors based on presence or absence of different
elements. NOSP explain the nitrogen, oxygen, sulphur and
phosphorus; HALO represents halogen atoms such as
fluorine, chlorine, bromine and iodine; BOND offers double
(=), triple (#) or stereochemical bonds (@ or @@); and PAIR
refers the probable grouping of pair atoms and/or SMILES
attributes (for example double, triple, and stereochemical
bonds) that takes place in the structure together. The a, B, v, X,
y and t are discrete coefficient with values 0 and 1. Detail
calculation of the above descriptors with example can be
found in some where else. [31].

The optimal descriptors with influence of cyclic rings can be
calculated using following equation (2).

DCW, (SMILES, T, N, ,,,) = a3 CW(S,) + B3 CW(SS,) + 73 CW (SSS,)+x -CW (NOSP)
+y-CW (HALO) + z-CW (BOND) +t-CW (PAIR) + CW (C3)+CW (C4)
+CW (C5)+CW (C6)+CW(C7)

)

Where, C3, C4, C5, C6 and C7 are denoted by three-, four-,
five-, six- and seven-membered cyclic rings. Details
explanation of such descriptors are can be found somewhere
else[36].

The well known and widely used MC algorithm was adopted
to calculate the CW which must give the best statistical results
for the test set. In order to get preferable threshold (T*) and
number of epochs (N*), range of T and Ngpocn Were selected
from 1 to 10 and 1 to 20 respectively. The statistical results
were analysed and the best (N*, T*) selected for final model
development. The selected best statistics of calibration set
makes possible to obtain the endpoint value using numerical
values of correlation weights from the training set as follows:

Endpoint =C, +C, x DCW(SMILES, T, N,,,...)
@)

The endpoint represents the biological activity and, Cy and C;
are constant.

2.3 Validation

Validation of any in-silico model is essential step to assess the
quality of the model. In this research the QSAR models were
validated with the help of a) internal validation using training
set compounds; b) external validation using test compounds;
and c) Y-scrambling or randomization of data. Several studies
[26, 27, 29, 30, 33] already used these validation
methodologies on SMILES notation optimal descriptor based
QSAR models. The cross-validated correlation coefficient
(Q? was also derived from the predicted activity of training
compounds. Model can be explained robust with Q? >0.5[37].
Further to verify the significant predictive capability of the
training set molecules, the modified r* (r*,o0)) [38, 39] that
is r’, was calculated which the measure of the degree of
deviation of the predicted activity from the observed ones. In
order to check the chance correlation, Y-scrambling given by
Ojha and Roy [40] was also performed in which ten probes of
calculation were carried out. In one probe of calculation, X
and Y represent the vectors of experiment and the vector of
prediction. First of all, exchange of random N1 and random
N2 from row X (Y is not modified) were performed thousand
times. Further, from above probes the Rxy, was calculated
and represented asR%. The °R%, was finally calculated
according to the equation (3).
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Cp2 2 2 \U2
R?, =Rx(R*—R?)
3

Where R? and R?, were utilized from the non-randomized and
randomized model respectively. For acceptance of QSAR
model the threshold value of °R°, should be greater than 0.5.

3. RESULTS AND DISCUSSION

The SMILES format of 411 BACEL inhibitors were used to
calculate the molecular descriptor followed by QSAR model
development using MC algorithm based CORAL software
(http://www.insilico.eu/coral/). The pK; was considered as
dependent variable and molecular descriptors as independent
variables. In this manuscript, two approaches were
implemented to calculate the descriptors such as descriptor
generation with- and without-considering the influence of
cyclic rings of the molecular systems. During the model
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development 3 compounds were found to be outlier.
Subsequently these three molecules were discarded from the
dataset for further study.

3.1 Selection of optimal T and Nepoch

Optimal T and Nepocn were identified with help of the “Search
for preferable model” option of the CORAL. The threshold
values in the range of 1 to 10 and the number of epochs
ranging from 1 to 30 were used. The statistical parameters,
epoch numbers and corresponding threshold values are given
in Tables 1 and 2 in case without- and with-considering the
influence of cyclic rings on inhibitory activity respectively.
On detailed analysis of the correlation coefficient of training,
calibration and test sets, optimal T and Ngpoen (T* and N*epocn)
were found to be (6, 7) and (6, 6) in case of without- and with-
considering the influence of cyclic rings on inhibitory activity
respectively.

Table 1: Statistical parameters of training, calibration and test sets to search T* and N*p.c, for without influence of cyclic
rings on inhibitory activity

Epoch no. Ry’ Sir RS Se R Sts RinZay T
2 0.622 0.689 0.607 0.864 0.610 0.779 0.574 5
3 0.667 0.647 0.673 0.807 0.620 0.765 0.595 6
4 0.665 0.649 0.674 0.802 0.617 0.768 0.602 9
5 0.700 0.614 0.714 0.756 0.601 0.783 0.587 7
6 0.716 0.597 0.728 0.742 0.585 0.797 0.576 7
7 0.719 0.594 0.729 0.738 0.566 0.817 0.552 7
8 0.723 0.590 0.745 0.728 0.569 0.814 0.555 7
9 0.727 0.586 0.751 0.713 0.536 0.845 0.521 7
10 0725 0.587 0.756 0.719 0.527 0.822 0.547 7
11 0.731 0.581 0.754 0.719 0.554 0.830 0.533 7
12 0.730 0.583 0.745 0.710 0.543 0.840 0.516 8
13 0.734 0.578 0.750 0.712 0.537 0.849 0.508 8
14 0.737 0.575 0.761 0.710 0.552 0.831 0.538 7
15 0.729 0.58 0.776 0.701 0.517 0.866 0.492 7
16 0.737 0.575 0.769 0.705 0.534 0.848 0.514 7
17 0.735 0.577 0.779 0.703 0.517 0.863 0.494 7
18 0.735 0.577 0.774 0.702 0.515 0.866 0.494 8
19 0.736 0.575 0.769 0.704 0.527 0.856 0.506 7
20 0.740 0572 0.780 0.700 0.499 0.885 0.463 7
21 0.738 0.573 0.772 0.704 0.519 0.865 0.488 9
22 0.735 0.577 0.769 0.702 0.513 0.872 0.486 8
23 0.747 0.564 0.771 0.704 0.525 0.858 0.505 7
24 0.739 0.572 0.781 0.700 0.513 0.871 0.483 7
25 0.737 0.575 0.777 0.687 0.507 0.880 0.464 8
26 0.745 0.566 0.787 0.691 0.520 0.863 0.490 8
27 0.742 0.569 0.774 0.690 0.497 0.889 0.463 8
28 0.740 0.571 0.775 0.695 0.794 0.888 0.464 8
29 0.740 0.571 0.777 0.696 0.501 0.883 0.466 8
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0.704

0.514

0.872

0.479

9

Ry2: Correlation coefficient of training set; s,: standard error of training set; R%;: Correlation coefficient of calibration set; s;:
standard error of calibration set; R, Correlation coefficient of test set; s, standard error of test set; R,2,: Modified

correlation coefficient; T: Threshold

Table 2: Statistical parameters of training, calibration and test sets to search T* and N*., for with influence of cyclic rings
on inhibitory activity

Epoch no. Ry’ Sir RS S R Sts Rim’av T
2 0.670 0.644 0.653 0.821 0.590 0.794 0.573 3
3 0.664 0.650 0.662 0.809 0.615 0.770 0.596 6
4 0.688 0.626 0.696 0.780 0.597 0.787 0.587 6
5 0.688 0.626 0.699 0.779 0.596 0.787 0.593 9
6 0.721 0.592 0.732 0.729 0.584 0.799 0.569 6
7 0.707 0.606 0.740 0.738 0.558 0.825 0.537 9
8 0.718 0.595 0.738 0.732 0.555 0.282 0.543 9
9 0.713 0.600 0.748 0.730 0.548 0.836 0.519 9
10 0.729 0.583 0.761 0.712 0.553 0.830 0.531 7
11 0.725 0.588 0.765 0.704 0.534 0.849 0.509 7
12 0.734 0.578 0.763 0.708 0.531 0.851 0.508 7
13 0.736 0.576 0.765 0.705 0.545 0.837 0.531 7
14 0.737 0.575 0.764 0.707 0.533 0.849 0.511 7
15 0.739 0.573 0.762 0.700 0.537 0.847 0.510 8
16 0.736 0.576 0.759 0.704 0.526 0.85 0.502 8
17 0.731 0.581 0.769 0.709 0.523 0.860 0.491 7
18 0.738 0.573 0.781 0.694 0.501 0.881 0.474 7
19 0.740 0.571 0.460 0.715 0.514 0.869 0.488 7
20 0.740 0.572 0.780 0.700 0.499 0.885 0.463 7
21 0.737 0.574 0.777 0.695 0.505 0.877 0.481 9
22 0.738 0.574 0.781 0.699 0.536 0.849 0.508 7
23 0.735 0.577 0.769 0.701 0.513 0.869 0.484 7
24 0.751 0.559 0.760 0.698 0.516 0.875 0.461 6
25 0.743 0.568 0.776 0.696 0.503 0.881 0.478 7
26 0.744 0.567 0.782 0.692 0.518 0.864 0.487 7
27 0.742 0.569 0.774 0.690 0.497 0.889 0.463 8
28 0.739 0.573 0.781 0.688 0.505 0.876 0.479 7
29 0.745 0.566 0.774 0.693 0.518 0.866 0.479 6
30 0.738 0.573 0.785 0.692 0.500 0.882 0.471 7

Ry2: Correlation coefficient of training set; s, standard error of training set; R%;: Correlation coefficient of calibration set; s;:
standard error of calibration set; R,: Correlation coefficient of test set; s, standard error of test set; RyZ,: Modified

correlation coefficient; T: Threshold

3.2 Without considering influence of
various cyclic rings

Influence of cyclic ring on the inhibitory activity was not
considered and the DCW derived. Subsequently the QSAR
model was developed. The best model was selected based on
best MC optimization runs.

pK, = 0.727(0.008) +0.024(:+0.00007) x DCW (7, 6)

Training set:

(4)

n = 204; R? = 0.711; s = 0.729; F = 498;
Q° = 0.706; R,y = 0.584; °R%, =

0.709

43



n=64; R? = 0.729; s = 0.742; F = 167;
Rn’ =0.612; “R%, = 0.720

n=70; R?=0.590; s = 0.792, F = 98; R,
=0.573; °R%, = 0.577

n = 70; R? =0.775; s = 0.575, F = 234;
Ry2 = 0.600

The statistical value of the model developed without
considering impact of cyclic rings on the inhibitory activity
clearly suggested that model was statically robust in nature
and capable enough to predict the inhibitory activity of the
external set of molecules.

Calibration set:

Test set:

External set:
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Figure 1: Observed and predicted inhibitory activity as
per model developed without considering cyclic rings

The experimental and predicted inhibitory activity according
the model are portrayed in the Figure 1 and Table S1
(Supplementary file). To check the closeness between
experimental and predicted activity the radar plot was
developed and given in Figure 2. The radar plot clearly
exhibited the closeness between the experimental and
predicted activity.

93837 _ 353433%2 20 ~ 23, 2 .
% 5567550 “ss.  Calibration set
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Figure 2: Radar plot showing fitness of observed and predicted inhibitory activity of training, test, calibration and external
sets per model developed without considering cyclic rings

The detailed exploration of DCW from the best model
developed without considering any influence of cyclic rings
on the inhibitory activity explained that components “+ + +
+B2- -B3==", “+ + + +ClI- -B2=="and “+ + + +S-- -B2=="
were found to be positive impact, while ++++F---B2==", “+

impact on the inhibitory activity. The “BOND10000000”,
“BOND10100000” and “BOND11100000” components were
also showed negative influence towards the inhibition of
BACEL. The components “HALO00000000”,
“HALOO01000000”, “HALOO01100000” and

“HALO11000000” decrease the pK; but “HALO00100000”
showed no significance on pK;. On other hand impact of
nitrogen, oxygen and sulphur together (“NOSP11100000”)
showed negative impact towards the pK;.

3.3 With considering influence of various
cyclic rings

The best QSAR model with the influence of cycling rings on
inhibitory activity was developed and given below. The best
model was selected based on best Monte Carlo optimization
runs.
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pK; = 0.645(+0.008) +0.025(+0.0001) x DCW (6, 6)
(5)

n =204; R>=0.717; s = 0.597; F = 511;
Q® = 0.712; R,* = 0.581; “R%)=
0.715

n=64; R2=0.723; s = 0.734; F = 162;
Rn’ = 0.598; “R%, = 0.712

Test set: n=70; R? = 0.539; s = 0.843; F = 79;
Ra’ = 0.512; “R%, = 0.535

n = 70; R?=0.660; s = 0.621; F = 52; R,
=0.532

Training set:

Calibration set:

External set:

The best model was developed with considering the impact of
cyclic rings on inhibitory activity with threshold and Nepoe, Of
6 and 6 respectively. Values of statistical parameters were
recorded and it observed that correlation coefficient of all
training, calibration, test and external sets found to be 0.714,
0.723, 0.539 and 0.660 respectively. The Ry’ and °R%, were
also found to be more than 0.5 for all sets. The cross-validated
correlation coefficient (Q?) of training set was also found to
be 0.712. Therefore, above statistical outcome undoubtedly
explained that selected model robust in nature and efficient to
predict the biological activity of molecules outside the
training set. Experimental and predicted activity as per above

Training set

s EXperimental

Predicted
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model are given in Figure 3 and Table S2 (Supplementary
file). Radar plot between the experimental and predicted
activity also plotted and given in Figure 4. Radar plot clearly
explained the closeness between experimental and predicted
activity which substantiated the predictive capability of the
model.

7

Predicted inhibitory activity (pK;)

“o._ Training set

) L e Test set
L & "o Calibration set
# A | “u _ External set
e i
0
-1 0 1 2 3 4 5 6 7

Experimental inhibitory activity (pK;)

Figure 3: Observed and predicted inhibitory activity as
per model developed with considering cyclic rings

3 pT 3231
Calibration set

Figure 4: Radar plot showing fitness of observed and predicted inhibitory activity of training, test, calibration and external
sets per model developed with considering cyclic rings

To explore the mechanistic interpretation of the model DCW
were analysed. The molecular fragments including “+ + + +F-

“+ + + +S- - -B3= =" were found to be crucial for the
inhibition of the BACE1 enzyme. Conversly, “+ + + +F- - -
B2==", “+ + + +F- - -S= ==", “+ + + +CL- -S= = =" and “+
+ + +0- - -B2= =" were given negative impact for the
inhibitory activity. In case of bonding parameters the
“BOND10000000” was found critical for pK; but remaining
two parmeters “BOND10100000” and “BOND11100000” not
significant to increase or decrease the pK; Presence or
absence of halogen atoms were also explored and found that

“HALO10000000” (presence of fluorine) and
“HALO11000000” (presence of both fluorine and clrorine)
give negative influnece for the inhibition of BACEL.

The influence of cyclic rings of the molecular systems for the
inhibition was explored. The statistical parameters of models
developed without (Equation 4) and with (Equation 5)
considering the cyclic rings were analyses. It was observed
improved statistical parameters for the model developed with
influence of cyclic ring on the pK;. Above observation clearly
suggested that cyclic rings in the BACE1 inhibitors were
crucial for potential inhibition.
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4. CONCLUSION

A large dataset of BACEL inhibiotors was considered to
develop the QSAR models with SMILES based molecular
descriptors. The descriptors were calculated using the MC
algoritm based CORAL software tool. Two approches such as
without and with considering the impact of cyclic rings on the
inhibitory activity were considered to develop QSAR model.
Both models were assessed using the differentent statitical
parameters including R% s, Q% Ry’ R, etc. All statistical
parameters clearly suggested that both models were
statitically robust in nature. Predictive cabalibity was
adjudged using the external set molcules by predicting the
inhibitory activity. High correlation value between
experimental and predicted activity of external set explained
that models were capable enough to predict the pK; of
molecules outside the training set. Statistical parameters
obtained from the both models also explained that cyclic rings
were crucial of the BACEL inhihibitors for the potential
inhibition of BACE1 enzyme. Different molecular fragments
were found to be important either increase or decrease the
inhibitory activity which explain that both have mechanistic
interpretation. Therefore, important molecular fragmanets
explained by both models can play crucial role to identify new
potential BACEL inhibitors for the therapeutic application in
Alzheimer’s disease.
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7. APPENDIX
Application of Monte Carlo Algorithm to Explore Simplified Molecular-Input Line-Entry
System based Molecular Descriptors of BACEL inhibitors for Therapeutic Application in

Alzheimer’s Disease

Supplementary data

Table S1: SMILES, experimental and predicted inhibitory activity of training, test, calibration and external sets used in QSAR

model without considering cycling rings

Set

SMILES

Pk;

10bs

Pred

Training set

Trl

O=C1OC(HD([IHDCHDIHNCHD[HD CHD(HDN(HDC=O)C(HD(HDIC@I(THD(N(
[HDCEO)[C@@I(HNNLHDC(HN(CHN[HDHDC(HD(HDHDC(=ON(HDIC@@I(
HI(CHDAHDCHDCHDAHDHDCHD(HDIHDIC@@I(HD(OHD C(HD(HDIC@I(
HI)(

2.662

3.003

Tr2

O=C1OC([HD(HDC(HD[HDCHD=C(HN CHDHDN([HD C(=O)C(HD(HDIC@I(HD)
(N([HDC=O)[C@@](THD(NLHDCHI(C(HDHDIHDC(HD(HDIHDC(=O)N(HDIC@
@I(HDCHDIHDCHN(CAHDIHDIHDCHD(HDIHDIC@@I(HD)(OIHD C(HD(IHDIC
@I([H]

3.547

3.009

Tr3

O=C2N([HDIC@I(IHD(C=ON(HDIC@@I(HN(CHNHD C(HN(CHDHDIHD C(HIX(
(HhHDIC@@I(HD(OHN)C(HD(HDIC@I(HN(C(=ON(HDIC@I(THD(C(=O)N(HDC(L
H)((HDC=1C([H])=C([HD)C(HD)=C([HD) C=1[H) C(HN(CHDHDIHDC(HD(HDIHDC(
H]((H]

2.966

3.165

Tr4

O=C(OC([HI)(THDNIN=C(C([HD=CLC(H)(HDIHDCHN(HDIHDN(HDIC@I(H)(C(=
O)N(HDIC@@]([HD(C(HN(IHDCHD(CHD(IHDIHDC(HD(HDHDIC@@I(HD(O[H])
C(HD([HDIC@I(HD(CEOIN(HDIC@IHD(C(=ON(HD C(HD(HD C=2C([H)=C(H])C
(HD=C((
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O=C(OC([HI)(THDNIN=C(C([HD=CLC(H)(HDIHDCHN(HDIHDN(HDIC@I(H(C(=
O)N([HDIC@@]([HN(C(HN(HDCHD(CHD(HDIHDCHN(HDIHDIC@@I(HD(O[H])
C(HD([HDIC@I([HN(CEOIN(HDIC@I(HD(CEOIN(HD CHD(HD) CHD(C(HD([HDI
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[HDC3=NN=C(03)[C@@](C([HI)(IHDIHI)(C(IHI)(IHDC=4C([HD)=C([H))C(HD)=C([H])C=
AHDINIHDHDIHDN(C(HD([HDIHDSI(=0)(=O)C(HN(HDHD C(HD(HDH]
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HDIHDC(HD([HDIHDIC@@I(HD(OHNC(HD(HDIC@I(HDN(C(=O)N(IHDIC@I(HI)(C(
=ON([HDCHD(CHDIHDIHDCHD[HDHD CHDCHD(HDHD CHDHDHDC(
HI(
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O=C(N(C(HD([HDIHDIC@@IL(HNC(HD(HNC(HD(HDCHD(HDCAHI(HDCL(HDI
H)C(HD([HDC(HD([HDIC@@](IH])(NAC(=NC=3C([H])=C([H])C(OC=2C([H])=C([H])C(
[HD=C(H)C=2[H])=C([HNC=3CA([HDHDN(HDIHDIC@IS(HNC(HD(HNC(HD(HDC(
(HD(H
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O=C(N(HDIC@](HD([C@@]([HN)(OCHDC(HN(HDIC@I([HN(C(=O)N([HD)[C@I(HD)(C(
=O)N([H)C(HD([H])C1=C(H)C(HD=C(HDC(HD=CLHD)CHD([HDHN C(HD(HDH
DEHDAHDCARDCHDAHDHDCRD(HDIHDIC@@I(IHDN([HD)C(=0)OC(C(HD(
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((HDIHDCHDAHDHDCAHDIHDCHDCAHDIHDIHDC(HD[HDIHDIC@@I(THD(N(
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O=C(N([HD[C@](HD([C@@]([H])(OHNC(HN(HDIC@I(HN(C(=O)N(HDIC@I([HI)(C(
=ON(HDC(HN(HDCL=C(HNC(HD=C((HNC(HD=CLHNC(HN(HDHNC(HD(HD[H
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((HDHDCHD(HDHDCHDHDCHDCHD(HDIHDC(HD(HDIHDIC@@]([H)(N(L
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=O)N([HDC(HD([HD)C1=C(H)C(HD=C(HNC(HD=C1HN)C(HD(C(HD([HDIHN)C(H])
((HEDIHDCHDAHDHDCAHDIHDCHDCAHDIHDIHDC(HD([HDHDIC@@T(THD/(N(
H])C
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3.016

Trl5

0=C(C=1C([H])=C([HDC(H)=C(C=1[HNC(=O)N([HD[C@@]([HD)(C(HD(HN) C(HD)(C([
HD((HDHDC(HD(HDIHDIC@@I(HD(OHDC(HD(HDIC@I(HD(C(=ON((HD[C@I(H
DCEONHDC(HDCHDAHDIHDCHDAHDIHDCAHD(CAHDIHDIHDC(H(IHDIH]
)C(H

2.103

2.320

Trl6

O=C1OC([HN([IHDC(HD=C(HNC(HD(HDN(HDC(=O)C(HD(HDIC@I(HD(N(H)C(=
O)[CQR@I([HNNIHNCHNCHN[HDHNCIHD(HDIHDC(=O)N(HDIC@@](HD(C([
HD((HDCHD(CHDAHDHDC(HD(HDIHDIC@@I(HD(OIHDC(HD(HDIC@I(THD(C(
=O)N([H

3.059

2.985

Trl7

O=C(N(HDIC@I(HD([C@@](H)(OHDC(HN(HDIC@I(HN(C(=O)N([HDIC@I(H])(C(
=OIN([HDC(HD([HDC1=C(H)C(HD=C(HNC(HD=C1[HN)CHD(C(HD(HDIHDC(H])
((HDHDCHDIHDHDCAHDIHDCHD(CAHNIHDHDC(HD([HDHDIC@@T(THD(N(
H])C

4.097

3.772

Trl8

0=C(C=1C([H])=C(C([H])=C(C=1[HN)C(=O)N([HDIC@@]([HN)(C(HN(HDC(HN(C(HN(
HDIHDC(HD([HDHDIC@@T(HD(OIHDC(HD(HDIC@I(HN(C(=OIN(IHDIC@]([H])(C(
=O)N([HDCHD(CHDIHDIHDCHD[HDHD CHDCHD[HDHD CHD(HDHDC(
HD(

2.502

3.244

Trl9

0=C(C=1C([H])=C(C([H])=C(C=1[HN)C(=O)N([HDIC@@]([HN)(C(HN)([HDC(HN(C(HN(
HDIHDC(HD(HDIHDIC@@I(HD(OHDC(HD(HDIC@I(HD(C(=OIN(THDIC@](HD(C(
=O)N([HDCHD(CHD[HDIHDCHD[HDHD CHNCHD[HDHD CHD(HDHDC(
HD(

3.569

4.073

Tr20

O=C2N(C(=N[C@]4(C=1C([FD=C(HDC(H])=C([FNC=1[HD[C@@]2(HNC(HD(HDN(C
3=NIC(=C(/[FDC(=N3)OCHN(HDIHD CHD(HDIHD CA(HDIHDN(HDIHDC(HI(HDL
H]

4.071

3.913
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Tr21

O=C2N(C(=N[C@]4(C=1C([FD=C(HDC(HD)=C((HDC=1[HDIC@@]2([HN)C(HD([HDN(
C3=N/C(=C(/[CIN)C(=N3)OC([HN([HNHD C(HN([HDHN) CA(HDIHDN(HDIHNC(HD([H]
)[H]

4.032

3.673

Tr22

O=C2N(C(=N[C@]4(C=1C([FD=C(HDC(H])=C(HDC=1[FDIC@@]2([HNC(HD([HDN(/C

3=NIC(=C(/[F])C(E=NI)OC(HDN[HNIHNC(HD(HNDIHDCA(HDIHDN(HDIHDCHD(HDL
H]

3.495

3.673

Tr23

0=C2N(C(=N[C@]4(C=1C([H])=C([HDC(HD)=C([H])C=1[HDIC@@]2([H) C(HD(HDN(
C3=N/C(=C(/[F)C(ENI)C([HD)(HDIHDCHD(HDIHD CACHDHDN(HDHD C(HD(HDI
H]

2.812

3.157

Tr24

O=C2N(C(=N[C@]4(C=1C([H])=C([HD)C(H)=C([H])C=1[HDIC@@]2([HN)C(HD(HDN(
C3=N/C(=C(/[F)CENI)C(HD)(HDCHD(HDIHDCHDIHDIHD CAHDIHDN(HDIHDC
((HD(HDIH]

3.215

3.181

Tr25

O=C2N(C(=N[C@]4(C=1C([FD=C(HDC([FD=C([F])C=1[HDIC@@]2([H])C(HD)(HDN(/C

3=NIC(=C(/[F])C(=N3)OC(HN[HNIHNC(HD(HNIHDCAHDIHDN(HDIHDCAHN)(HDL
H]

4114

4.250

Tr26

0=C2N(C(=N[C@]5(C=1C([H])=C([HNC(H)=C([HD)C=1[HD[C@@]2([HNC([HD(HIN(
C3=N/C(=C(/[CI)CENI)[C@@IA(HNC(HD(HD CAHDIHDC(HD(HDIHDCS((HDIHDN
((HDIHDC(HD(HDIH]

3.027

2.953

Tr27

O=C2N(C(=N[C@]5(C=1C([H])=C([HDC(HD)=C([H])C=1[HDIC@@]2([H)C(HD(HDN(
C3=N/C(=C(/[CI)C(=N3)[C@@J4([H])C(HD([HD)CA(HNIHD C(HD(HNC(HD(HDIHDC
S((HDIHDN(HDIHDC(HD(HDIH]

2.745

2.977

Tr28

O=C2N(C(=N[C@]4(C=1C([H])=C([HDC(FD=C(IHDC=1[HDIC@@]2([HDC(H)(HDN(

C3=N/C(=C/[F))C(ENI)C(H(HDIHDCHD(HDIHD CAHDIHDN(HDIHD C(HD(HDL
H]

3.194

3.493

Tr29

O=C2N(C(=N[C@]4(C=1C([H])=C([FDC(HD=C(HDC=1[FDIC@@]2(H)C(HD(HDN(C
3=NIC(OC([HN([HDIHD)=C([FNC(=N3)OC(HD([HDHN) CAHDIHDN(HDIHDC(HD(HD)
[H]

4.252

3.992

Tr30

O=C2N(C(=N[C@]4(C=1C([H])=C([HDC([FI)=C((HDC=1[FD[C@@]2([HNC([HI)([HDN(/C
3=N/C(OC([HN([HDIHD)=C([FNC(E=N3)OC(HD([HDHD CAHDIHDN(HDIHD C(HD(HD)
[H]

4.745

3.992

Tr31

O0=C2N(C(=N[C@]4(C=1C([H])=C([HDC(FD=C(IHDC=1[HDIC@@]2([HDC(HD(HDN(
C3=N/C(OC(HD(HNIHD=C([FN)C(=NI)C(HI)(HDCHI)(HDIHD CA(HDIHDN(HDH])
C(HD(IHDIH]

4.215

3.836

Tr32

O=C2N(C(=N[C@]5(C=1C([FD=C(HDC(HD)=C([FNC=1[HD[C@@]2(H)C(HD(HDN(C
3=N/C(OC([HN)([HDIHD)=C([FNC(E=EN3)[C@IA(HD C(HD(HD CA(HDIHD CS(HDHDN(H
DIHDC(HD(HDIH]

4.252

4.244

Tr33

O=C2N(C(=N[C@]5(C=1C([H])=C([FDC(HD=C(HDC=1[FDIC@@]2([H)C(IHD(HDN(C
3=N/C(=C(/[F])C(=N3)[C@]4(HDC(HD(HDCA(HDHN CHN(HDHDCS(HNIHDN([H]
)IHDC(HD([HDIR]

3.585

3.686

Tr34

O=C2N(C(=N[C@]5(C=1C([FD=C(HDC([FD=C(HDC=1[HD[C@@]2([HNC([HI)([HDN(/C
3=N/C(OC([HN)([HDIH])=C([FNC(=N3)[C@]4(H) C(HD(HDCA(HDIHD CS(HDHDN(H
DIHDCHN(HDIH]

4.569

4.244

Tr35

O=C2N(C(=N[C@]5(C=1C([FD=C(HDC([FD=C(HDC=1[HD[C@@]2([H)C(IHN(HDN(C
3=N/C(OC([HN)([HDHD)=C([CINC(=N3)[C@]4(HDC(HI)((HDCA[HDHN)CE(HDIHDN(
HDIHDC(HD(HDIH]

4.167

4.166
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Tr36

[FIC=1C([H])=C([FNC(=C(HNC=1[HD[C@@]24N=C(N(C(=O)[C@]2([HN)C(HD(HDN(/C
3=N/C(=C(/[F])C(=N3)OC(HN(HNIHNC(FN[FDCIHN(HDIHDCAHNIHDC(HD(HDL
HDN(HD[H]

3.959

3.865

Tr37

O=C2N(C(=N[C@]4(C=1C([FD=C(HDC(H)=C(HDC=1[HD[C@@]2([H))C(HN([HDN(
C3=N/C(=C(/[F)C(=N3)OC([HI)(HDIHDC(HD(HDIHD CAHDHDNHDHD C(HD(HD)
[H]

4.222

3.577

Tr38

O=C2N(C(=N[C@]4(C=1C([FD=C([CIHC(F)=C(HNC=1[HDI[C@@]2([H)C(IHD(HDN(
C3=N/C(=C(/[F)C(=N3)OC([H])((HDIHDC(HN((HDIHD)CAHNHDN[HDH) C(HD(H])
[H]

4.036

4171

Tr39

O=C2N(C(=N[C@]4(C=1C([CI))=C([HDC([FD=C(H)C=1[HD[C@@]2([HNC([HI)([HDN(
C3=N/C(=C(/[F)C(=N3)OC([H)([HDHDC(HD(HDIHD CAHDIHDNHDHD C(HD(H])
[H]

4.347

3.835

Tr40

O=C2N(C(=N[C@]5(C=1C([H])=C([HDC(FD=C(IHDC=1[HDIC@@]2([HDC(H(HDN(
C3=N/C(OC(HDN(HDIHD=C([FN)C(=N3)[C@IA(IHNC(HN(HDCAHDIHD CS(HDIHDN(
HDHDC(HD([HDIH]

4.319

3.908

Tr4l

O=[S](=O)(C((HN(HDIC@I(HNIN(HNC(=O)OC(CHNHDHN(C(HN(HDIHNC(HN(
HDIHDCEO)C(HNHDN(HDIC@I([HD([C@IHN(OIHNC(HN([HDIC@I(THN(C(=O)N(
[HDIC@I(HD(C(=OIN(IHDC(HI(HDC1=C([HD)C(H)=C(H) C(IHD=C1[HD)C(HD)(C(H
D(H

1.947

2.199

Tr42

O=C(N(HDIC@@](HN(C(=ON([HD[C@I(HN([C@I(HN(OHN)C(HD(HDIC@I(HN(C(
=O)N([HDIC@I([HI)(C(=O)N([HDC(HD(HD) C1=C([H))C([HD=C(HN)C([H])=C1[HDC([H]
JCHDHDHDCAHDIHDHDCHDIHDHD CHDHD CHDCHDHDIHD CHD(
HDI

3.301

2.715

Tr43

O=C(OC(C([HN(HDIHD(C(HDAHDHDCHN(HDHDN(HDIC@@I(HD(C(=O)N([HDI
ca](HD(C@I[HNOMHNCHNHDIC@I([HN(C=ON(HDIC@I(HD(C(=ON(HD)C(
H])((HDC1=C([HN)C(HD)=C(H)C((HD=C1[HDC(HN(CHN(HDIHD CHD([HDHDC(H
D(HD

1.236

2.247

Tr44

O=C(N(HDIC@I(HN(CEO)C(HI)(HDIC@I(IH)(C(=O)O[HN)C(HD([HN)C1=C(H)C([H
D=C(HDC(HD=C1HDC(HDIHDC(HD([HDC(=0)OHDIC@R@](H)(N(HDNC(=0)[C@
@I(HD(C(HD(HDIC@(HD(OHDIC@@I([HD(N(HDC(=0)[C@@I(THD(N(HD)C(=O)
C@@J([HD(N(H]

5.495

5.079

Tr45

O=C(N(HDIC@I(HD(C(=ON(HDIC@I(HD([C@I(HD(OHNC(HD(HDIC@I(HD(C(=
ON([HDIC@](HN(CEOIN(HD C(IHD(HDC1=C([HDC([HD)=C([HN)C(H)=C1[H)C([H])
(C(HDAHDIHDEHDAHDHDCHDAHDIHDCHD RN CHDCHD[HD HD C(HD(H
DIH

4.229

2.805

Tr46

O=[SIEO)(C(HD(HDIC@@I([HN)(C(=O)N([HD[C@I(HN(C@I(HN)(CIHDC(HN(HDIC
@I(IHD(C(=OIN([HDIC@I(HIN(C(=OIN(THDC(HN(IHD)C1=C(H) C([HD=C([HDC([H])=C
1HDCHDCEHDAHDIHDCHD[HDIHD CHDHDIHD C(HDHD CHD(C(HD(HDI
H])C

4.027

3.219

Tr47

N#C/C1=C(\[F)C([H])=C([H])C(=C1[H])C=2[S]/C(=C(/[H])C=2[H])[C@@]35N=C(N(C(=O
)C@IB(HDC(HNIHDNECA=CAHDC(HD)=C(FDC(HD)=CAHD) CS(HDHDC(HD(HDI
HDN([HDIH]

2.879

2.953

Tr48

O=[S]3(=0)N(C=2C([H])=C(C([H])=CL/C(=C(/[HNN(C1=2)C([H])([HNCI(HN[HNC(HN(
HDC(HD(HDIHDC(=ON(HDIC@I[HD(CHDHDN(HDIC@]([HD(C(=O)N([HD)C([H])
((HDCHDEHDIHDHDEIHN(HDIHDIC@@I(HD(OHNC(HD(HNIHDC(HD(HDC
4=C(

4.137

4.524
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Tr49

O=[SI3(=0)N(C=2C([H])=C(C([H])=CL/C(=C(H)N(C1=2)C([H])([HD[C@]34C(H](H])

CA(HDHNC(HDHNC(HD(HNIHDC(=OIN(IHDIC@I(HI)(C(HI)(HDN(HDIC@](HD)
(CEON(HDCIHD(HDCAHN(C(HN(HDHDC(HD/(HDIHDIC@@I(THD(OHNC(HD(
H]DIH]

4.143

4.337

Tr50

O=C(N(HDIC@](HD(C@@]([HN)(CHDC(HI(HDIC@I(HN(C(=OIN(IHDC(HN)(H])C

(HDCEHDHDIHDCAHDIHDIHDC(HDIHDCHD(IHDC(=0)OHN) C(HD(HDC1=C([

H])C([HD)=C([HD)C(H)=C1[HNC((HD(HDIC@I(HN(N(H)C(=O)C([HN([HN)C(HN(C(H
D(H

1.770

1.714

Tr51

O=C(N(HDIC@](HD([C@@]([HN)(C[HDC(HI)(HDIC@I(HN)(C(=O)N([H)C(HN)([H])C

(HDEHDHDIHDCHDHDIHDCAHDIHDCAHD(HDOC(=0)C(HD(HNIHDC(HD(
H])C1=C([H)C([HD=C(HNC((HD=C1[HN)C(HN([HDIC@I([HN(N([HDC(=O)C(H)(H])C
(H]

1.569

2.044

Tr52

O=C(N([HD[C@@]([HN(C=1C([H])=C(HNC(H)=C([HDC=1[HNC(HN([HD[H)C2=C([H
DCEC(HDC(=C2[HYN(CHN(HDIHDISI(EO)(=O)C(HD(HDH) C(=O)N(HDIC@](H]
J([C@IHN(OHNCHNHDNHD CHN(C(HDHDHDCHDHDIHD C(HI)((HDC3=
C(H])C

2.372

1.883

Tr53

O=C(N([HDI[C@](HN(C1=C([HDC(HN=C([HD)C([HD=CL[HDC(HN(HDIHDC2=C([H])C
(EC(HDCEC2HDN(C(HDHDIHDISIEO)EO)C(HI(HDIHDC(=O)N(THDIC@I(HN(
C@I([HD(OMHNCHN(HDN(HDCHD(HNC3=C(HN)C(OC(HD(HDIHD)=C(IHNC(H])
=C3[HDC(

2.210

1.770

Tr54

O=C(N([HDC(HD(H])C=IN=C(OC=1C([HD(HDHN) C(HI)((HNIHN) C2=C([H])C(=C([H])

C(=C2[HYN(C(HD([HDHDISI(=O)(=O)C(HN(HDHD C(=ON(HDIC@I(HD(C@I(HD)

(OIHNC(HD(HDN(HDCHD(HND C3=C(HNC(OC(HN)(IHDIH)=C(IHDC([H)=C3H])C(
(HD(H]

2.258

2.988

Tr55

0=C30/C2=COOC([H])(THDC(HD)=C(C(HDIHDCHDHD CHD=C(CHD[HDIHDC(
HD)((HDIHDC(HD(IHDIHD C=10C([H])=C([H])C=1C([H])=C2C([H])=C3[H]

0.208

0.512

Tr56

0=C30C=2C(OC([H)(HDIC@@T(IHN)(OIHNC(OHN(C(HD(HDIHDC(HD(HDIHD=C1
OC([H])=C([H])C1=C(OC(HDN(HDIH)C=2C([H])=C3[H]

0.260

0.613

Tr57

0=C30C=2C(OC([H)(HNIH])=CLOC([H)=C([H])C1=C(OC(H)(THNC(H)=C(C([HI)(H
DEHDIHDCARD=CCHNIHDHDCHDIHDIHD CHD(HDHD) C=2C([H])=C3[H]

0.863

0.740

Tr58

O=C(N([H)CENC(HD([HD) C1=C(HDC(ICIN=C(C([C=CLHDN(H)C(=O)C(HN)([H])
N2C([HD(HDC(HD(HDC2([HDHDN(IHDIH])C=3C(=N[S]C=3C([HD)([H])[H])C4=C([H])
C(HD=C(OC(HD([HDIHDC(H])=CA4[H]

4.398

4.400

Tr59

O=C(N([H)C(=NC(HD([HD) C=1C(HD=C([H)C(H)=C2C=1C([H])=C([H])C([H])=C2[H])
N([HD[H])C=3C(=NOC=3C([H)([HNH])C4=C([H])C([H])=C(OC(HD([HDHD)C([H])=CA4[
H]

1.770

1.286

Tr60

O=C(N([H)C(ENC(HD([HD) C1=C([HDC(=C(HDC(CIN=CLHNC(H)=C(HD C(HD(H])
C(HD([HDOIHDN(HDIHDC=2C(=NOC=2C([H])([HD[H])C3=C([H]) C([HD=C(OC(HD(H
DIHDC([H])=C3[H]

2.854

2.816

Tr6l

O=C(N([H)C(=NC(HD([HD)C1=C(HDC([CIN=C(C([CI=CIHDN((HDIHDN(HD)H])C=2
C(=NOC=2C([H])([HDIHDC3=C(H)C(HD=C(OC(HN(HNIHDC(HD=C3[H]

2.921

2.713

Tr62

O=C(N([H)C(=NC([HD([HN)C1=C([HNC(=C(HDC([CIN=C1[HN)C(HN)=C(HN)C(HD(H])
C(HDIHDCHDHDIHDN(HDIR]) C=2C(=NOC=2C([H])([HD[H])C3=C([H])C(H)=C(O
C(HD([HDIHDC(HN)=C3[H]

2.071

2.293

Tr63

O=C(N([H)C(ENC(HD([HD) C1=C(HDC(=C(C([CIN=CIHDN(IHDC(=O)C(HD(HDN([H]
)C([HI)([H])C2=C([HN) C(HD=C(HNC(IHD=C2[H])C(HN)([HD)[HN(H])[H])C=3C(=N[S]

4.000

3.296
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C=3C([HN(HDHD)CA=C(HDC(H)=C(OC([HI)(IHDIHDC([H])=CA4[H]

Tr64

O=C(N([H)C(ENC(HD([HD) C1=C(HDC([CH=C(HNC([CM=C1[H)N(HD[H])C=2C(=N
N([HD)C=2C([HD(HNIH)C3=C([H])C([HD)=C(OC(HN)([HNHD)C([H])=C3[H]

2.678

2.179

Tr65

O=C(N([H)CENC(HD([HD) C1=C(HDC([CIH=C(HNC([CM=CL[H)N(H)[H])C=2C(=N
OC=2C([HN([HDHN)C3=C(HNC(HD=C(FNC(HD=C3[H]

1.658

2.395

Tr66

O=C(N([H)C(ENC(HD([HD) C1=C(HDC([C=C(HNC(CM=CL[HDN(H)[H])C2=C(O/N
=C2/C(HD(HNIHDC3=C([H))C(HD)=C(OC(HD(HDIHN)C(HD)=C3[H]

2.066

1.147

Tre7

O=C(N([H)CENC(HD([HD) C1=C([H]) C=2C(C([H])=C1[H])=C(H) C(H])=C([H])C=2[H])
N([HD)[HD)C=3C(=N[S]C=3C([H)(HDH])CA=C([HDNC([H])=C(OC([HI)((HNIHDC([H])=C
4[H]

2.060

2.445

Tr68

O=C(N([H])C(=NC([HD([HDC=1C([H])=C([HDC([H])=C2C=1C([H])=C([H])C([H])=C2[H])
N([HDIH])C=3C(=NOC=3C([HD([HD[H])C4=C([HNC(H])=C([FDC([H])=CA[H]

1.745

1.448

Tr69

O=C(N([HDC(E=NC(H(HDC1=C(HNC(=C(C([CM=CLHNN(HNC(=O)C(IHD(HDN([H]
)C(HDHNCHD(HDIHDCHDAHDIHDN([HDIHD C=2C(=N[S]C=2C([HD(HD[H])C3=
C(HDC(HD=C(OC(HN(HDIHNC(HD=C3[H]

3.699

3.530

Tr70

0=C2C=1C(O[H])=C([H])C(O[H])=C([H])C=10/C(=C2/O[H])C3=C([HI)C([H])=C(O[HI)C(
O[HD)=C3[H]

0.854

0.488

Tr71

[H]C=2C(O[H])=C1OC=6C(OC1=C3C=20C=4/C3=C(/O[H])C([H])=C(O[H])C=40/C5=C(\[
H])C(O[H])=C([H])C(O[H])=C5[H])=C(O[H])C([H])=C(O[H])C=60C=7C([H])=C(O[H])C([
HI)=C(O[H])C=7[H]

1.886

2.278

Tr72

0=C(/C1=C(\HDC(=C(H)C(=C1HDC(=O)N2[C@](HD(C(IHI)(IHDC(HD(IHDC2(HDL
HDC(HD(HDOCHD([HDIHDCHD([HDHDN(HDIC@I(H)(C@I(HD)(C[HDIC@]3([
HDN(HDC(HD(HDCIHD(HDN(C3(MHDIHDISIEO)(=O) [C@@]4(IHDC(HI)(THDCA([H]
)IHDC(

4.155

4.463

Tr73

[FIC=1C([H])=C(C([HD)=C([FNC=1[HDCH(HDIC@I(HD(N([H])C(=0)C2=C([H])C(=C
(IHDC(=C2[H])C(=O)N3[C@](HN(C(HD(HNC(HD(HD C3(HDIHD CHD([IHDOC(HI)(
(HDHDC(HD(HDHDIC@I([HD)(CIHDIC@IA(HDN(HDCHD(THDCHD(HDN(CA([H]
)IHDL

4.699

4.487

Tr74

[FIC=1C([H])=C(C([H])=C([FNC=1[HDCHI)(HDIC@I(THN(N([H)C(=0)C2=C([H])C(=C
(IHDC(=C2[H])C(=O)N3[C@](HN(C(HD(HNC(HD(HDC3(HDIHD CHD(IHDOC(HI)(
[HDHDCIHD(HDHDIC@I([HN)(OCIHDIC@TAHDN(HDC(HD(THDCHD(THDN(CA([H]
)IHDL

5.000

4.481

Tr75

O=C3N(C([HI)(IHDC(HI)(HDC=4C([H])=C(OC=2C([H])=C([H])C=1N=C(N(C([H])([H])C
=1C=2[H][C@@](IHN(C(HDHNC(HDHDCHN(CAHDIHDIHDCHDIHDIHDN(H
DIHDC(HD=C((HDC=A[HD[C@IS(HNC(HD(HNC(HD(HNOC(HD(HDCS(HDIH]

3.658

3.747

Tr76

O=C3N(C([HI)(THDC(HI(THDC=5C([H])=C(O/C2=CA[H])C([H])=CIN=C(N(C([H])([HDC
1=C2[H])[C@@I(IH(C(HD(HDC3(HDIHDIC@@TA(HDCHD(IHDCHDIHDCHNDT
HDC(HD(HDCAHDIHDN(HDHD) C(H)=C(H)C=S[H)I[C@@]6([H)C(IHD(HDC([H]
)(HDOC([

3.770

3.475

Tr77

O=C(N(HDIC@@]([HN)(C1=C(H)C(HD=C(HNC(HD=CLHNC(HD(HN)H])C2=C([H])
C(=C([HDC(=C2[HNN(C(HD([HDHDISI(=O0)(=O)C(HN(HNIH)C(=O)N(HDIC@]([HI)X
C(HD(IHDC(HD([HDIC@@I(HD(OC(HN(HNIHNC(=O)N(HDIC@I(THD(C(=O)N([H])
C(HD([H]

2.886

3.348

Tr78

O=C(N(HDIC@@]([H])(C=1C([H)=C(HDC(H)=C(H)C=1[HNC(HD(HD[HDC=2C([H
D=C(C(HD=C(C=2[HPN(CHD(HNIHDISIEO)(=O)C(IHD(HNIHDC(=O)N((HD[C@]([H

3.699

4519
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N(C@@(HD(OHDC(HD(HDIC@@](THD(OC([HN([H)C3=C([HD)C(HD=C([HD)C(H])
=C3[H])C(=0

Tr79

O=C(N(HDIC@@]([HN)(C1=C(H)C(HN=C(HNC(HD=CLHNCHN(HDH])C=2C([H])
=C(C([H])=C(C=2[HDN(C([H)(IHDIHDISI(=O)(=O)C(HN(IHDIHDC(=O)N([HD[C@]I([H])
((Ce@](HN(OHDC(HD([HDIC@@I(HNOCHDIHNC(HD(HNOC(HN(HDIHDC(=
O)N([HDIC

4.509

4.434

Tr80

O=C(N(HDIC@@]([HN)(C1=C(H)C(HD=C(HNC(HD=CLHNC(HD([HNH])C2=C([H])
C(=C([HD)C(=C2[H)N(C(HD([HDHDISI(=O)(=O)C(HN(HNIHN)C(=O)N(HDIC@]([HI)X(
[C@@](HN(O[HN)C(HND(HDIC@@I(THN(OC(HD(HNC(HD(HDC(HI)(HDIHDC(=0)
N([HDI[C@]

4.523

3.413

Tr8l

O=C(N(HDIC@I(HN(CEON(HDIC@I(HN(C(=O)O[HDC(HI)(IHDC1=C([HN)C([H])=C
(HDC(HD=C1HDCHD([HDCHD(H)C(=O)O[HDIC@@I(HD(N(HDC(=0)[C@@]([
HD(CHD(HDIC@I([HD(C[HDIC@@I(HD(N(HDC(=O)[C@@]([HI)(N(HDC(=0)[C@
@I((HD(N(HDC(=0

5.495

5.409

Tr82

O=C(OC(C(HN(HNIHNCHN(HNDIHDCHN(HDIHDN(HDIC@I(HD(C(=O)N([HDIC
@I(HD(IC@IIHD(OHNCHD(HDIC@I([HI)(C(=O)N(HDC@I(IHN(C(=O)N([HDC([H]
)(HNC1=C(HNC([H])=C(HNC(H)=CLHNCHD(HNHD CHN(HNIHNC(HN(HDC(
H])(C

0.649

2.241

Tr83

O=C3N([HD[C@I(IHN(C(=O)N([HDIC@I([HN(C@I(HN(OHNCIHD(HDN(HDC(HD(
H])C1=C([H)C(=C(HNC(HD=CLHDN(C(HD(HDIHDCHD(HDIHDC(HI)(HDC2=C([
H])C([HD)=C([HD)C(H)=C2[H)C(HD(HDIC@@I3(H)C(HN(H)CA=C([HDC([H)=C([
H])C([H]

1.522

1.019

Tr84

O=C3N([HDIC@I(HD(C=OIN(THDIC@I(HI(IC@I(THD(OIHDCHD(HDN(HD C(HD(
H])C1=C([H)C(=C(HNC(HD=CLHDN(C(HD(HDIHDCHD(HDHDC(HI(HDC2=C([
HC([HD)=C([HD)C(HD)=C2[HNC(IHD(IHDNIC(HI)(THD C4=C([HD) C(H)=C([FI)C([H])=
CA4[H]

2.087

2.135

Tr85

O=C3N([HDIC@I(HN(C=OIN(THDIC@I(HI(IC@I(THD(OIHDCHD(HDN(HD C(HD(

H])C1=C([H])C(=C(H)C(HD=CLHDN(C(HD(HDIHDC(HD(IHDIHD C(H)(IHD C2=C([
H])C([HD)=C([HD)C(HD)=C2[H)C(IHD(HDNIC(H)(IHDCA=C([HN)C(HD)=C(C([H])=C4[

H])C([F]

1.305

2.861

Tr86

O=C3N([HD[C@I(C(=O)N([HDIC@I(HN(C@I[HN(OCIHN)CIHN[HDN(HDC(HI)(HDC

1=C([HDCE=C(HDC(HD=CLHDN(C(HD[IHDIHDCHD(HDIHD C(HD(HDC2=C([H])C
((HD=C(HNC(HD=C2[H)(C(HD(HDNIC(H)(IHDCA=C([HN)C(HD)=C([HD)C([H])=CA4[

H])C([H]

1.170

1.871

Tr87

O=C3N([HDIC@I(IHI(C(=OIN(HDIC@I(HI)([C@I(HD(OIHDC(HI(HDN(HNC(HD(
H])C1=C([H])C(=C(H)C(HD=CLHDN(C(HD(HDHDCHD(HDIHDC(HN(HDC2=C([
H])C([HD)=C([HD)C(H)=C2[HNC(IHD(HDNIC(H)(IHDC(HIX[HDO/C4=CA[HD)C([H])=
C(HD)

1.454

2.093

Tr88

O=C3N([HDIC@I(IHI(C(=OIN(HDIC@I(HI)([C@I(HD(OIHDC(HI(HDN(HNC(HD(
H])C1=C([H])C(=C(H)C(HD=CLHDN(C(HD(HDIHDCHD(IHDIHDCIHD(HDC2=C([
H])C([HD)=C([HD)C(HD)=C2[HDC(H])([HDN3/C4=C[H])C([BrN)=C([H])C([Br])=CA[H]

1.456

1.744

Tr89

O=C3N([HDIC@I(HDN(CE=OIN(MHDIC@I(HI(IC@I(HD(OHDC(IHD(HDN(HD C(HD(
H])C1=C([H])C(=C(H)C((HD=CLHDN(C((HD(HDIHDC(HD(HDIHDC(HI)(IHDC2=C([
HDC([HD)=C([HD)C(HD)=C2[H)C(IHD(HDN3[H]

0.721

1.318

Tro0

O=C3N([HDIC@I(IHI(C(=ON(HDIC@I(HI)([C@I(IHD(OIHDC(HI(HDN(HNC(HD(
H])C1=C([H)C(=C(HNC(HD=CLHDN(C(HD(HDHDCAHD(HDIHDC(HN(HDC2=C([
H])C([H])=C([H])C([HD)=C2[H])C(HD ((HDNIC(H)((HD C(HI)(THDCHT)(THDC(HI)(H

0.398

1.774
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DIH]

Trol

O=CIN(C(=N[C@@]1(C=2C([H])=C([H)C(H)=C([H])C=2[H])C3=C([H])C(=C([H])C([H]
)=C3[H])C=4/N=C(/[H)C([H])=NC=4[H)N(HDIHDC(HD(HDIH]

2.509

2.696

Tro2

O=CIN(C(=N[C@]1(C=2C([H])=C([H)C([HD)=C([H])C=2[H])C3=C([H)C(=C([HDC([H])=
C3[H]CA=C([HN)C(OC(HN(HD HD)=C([HD)C(H)=CAHDN(HDIHDC(HD(HDIH]

3.097

1.964

Tro3

O=CIN(C(=N[C@]1(C=2C([H])=C([H])C([H])=C([H])C=2[H])C3=C([H])C(=C([H])C([H])=
C3[H]CA=C([HIN=C([HDC([CI)=CAHDN(HDIHDC(HD(HDIH]

3.046

2.239

Tro94

O=CIN(C(=N[C@]L(C=2C([H])=C([HDC(HD)=C([H])C=2[H])C3=C([HDC(=C([HDC([H])=
C3[H]CA=C([HIN=C([HDC([H])=CAHDN([HDH])C(HD([HDH]

2.959

1.844

Tro95

O=CIN(C(=N[C@@]1(C=2C([H])=C([H)C(H)=C([H])C=2[H])C3=C([H])C([CIN)=C([H])
C([HD=C3[HDN([HDIHDC(HD(HDIH]

2.523

2.636

Tro6

O=CIN(C(=N[C@@]1(C=2C([H])=C([H)C(H)=C([H])C=2[H])C3=C([H])C(=C([H])C([H]
)=C3[H]CA=C([H)N=C([HDC(H)=CAHDN(HDIHNC(HD((HD[H]

1.770

2.444

Tr97

O=CIN(C(=N[C@@]1(/C2=C(\[H])C(=C([H])C([H])=C2[H])C3=C([H)N=C([H])C([F])=C3
[(HDIC@@]4(HNC(HN[HDCAHDIHDN[HDIHDC(HD(HDIH]

2.796

2.257

Tro8

O=CIN(C(=N[C@]1(/C2=C([HDC([H])=C([HDC([H])=C2[H])C3=C([H))C(=C([HD)C([H])=
C3[H])C4=C([H])C([HD)=C(HN)C([H])=CA[HDN(HD)[HD C(HD(HDH]

1.481

1.532

Tro99

O=CIN(C(=N[C@]L(C=2C([H])=C([HD)C(HD)=C([H])C=2[H])C3=C([HDC(=C([HDC([H])=
C3[H]C4=C([H]))C(HD)=C(OC(HN(IHDIHD C(HD)=CAH)N(HD HD C(HD(HDIH]

1.420

1.964

Tr100

O=C3N([HDIC@I(IHN(CE=OIN(HDIC@I(HI(IC@T(HD(OIHDC(HI(HDN(HDC(HD(
H])C1=C([H])C(=C(H)C(HD=CLHDN(C(HD(HDIHDCHD(IHDIHDC(HD(HDC2=C([
HC([HD)=C([HD)C(HD)=C2[HNC(HD(HDNIC(HD(HDC4=C(HN)C(H)=C(HD)C(H])=
CA4[H]

2.547

1.847

Tr101

O=CIN(C(=N[C@@]1(/C2=C(\[H])C([H])=C([H])C(HD=C2[H])C3=C([H])C(C#N)=C([H])
C(HD=C3HDN(HDHDC(HD(HDIH]

2432

2432

Tr102

O=CIN(C(=N[C@]L(C=2C([H])=C([HD)C(HD)=C([H])C=2[H])C3=C([HDC(=C([HDC([H])=
C3[H])C4=NC([H])=C([HDC(H])=CAHDN(HDIHD C(HD([HDIH]

1.721

2.336

Tr103

O=C(N([C@@]1(HNCHN[HDC(HDHNCHDHNC(HD(HDCL(HDIHDC(HN)(HDL
HDC(HD(HDCHDHDIC@I(HD)(N4C(=N/C3=C([H])C([H])=C(O/C2=C([H])C([H])=C
((HDC(HD=C2[H])C([HD)=C3CA([HD[HIN(IHD[HDC5=C([HN)C([H])=C([H])C([H])=C5[H
]

2.785

2.466

Tr104

O=C(N([C@@]1(HNCHN[HNC(HDIHNC(HDHNC(HD(HNCL(HDIHDC(HN(H])
C2=C([H)N([HIN=C2[H])C(H)(H) C(HD(HDIC@]I(HD(NSC(=NC=4C([H])=C([H])C(
0O/C3=C(\[H])C([H])=C([H])C([H])=C3[H])=C([HN)C=4C5([HD[HDN(HD[HD[C@@]6([H])
C(HD(HD

3.638

2.778

Tr105

O=C(N([C@@]1(HNCHNHDC(HDHNC(HDHNC(HD(HNCL(HDIHDCHN)([H])
C2=C([H)NUN=C2/[HC(HI)(HDHDCAHN(HDCHN(HDIC@I([H)(NSC(=NC=4C([H
D=C(HNC(O/C3=CAHDC(HD=C(HDC(H])=C3[H])=C([H])C=4C5(HNHDN(HDIHDL
C@@]s(H

3.959

3.505

Tr106

O=C(N([C@@]1([HNCHN[HNC(HDHNC(HDHNC(HD(HNCL(HDIHDCHN([H])
C(HD([HDC=2N=C([S]C=2[H])C(HD(HDHD C(HD(HNC(HD(HDIC@I(THD(NSC(=N

C=4C([H])=C([H)C(O/C3=C(H])C(IHD=C([HNC([HD)=C3[H])=C([H])C=4CS(HNIHDN([
HDIHDIC

2.975

3.331
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O=C(N([C@@]1(HNCHNHDC(HD[HNCHDHNC(HD(HDCL(HDIHDIC@@]([H]
Tr107 )(C=2N=C([SIC=2[HDC([H)((HDHDCHN(HDIHDCHD[HDCHD([HDIC@I(HD(NS

C(=NC=4C([H])=C([H])C(O/C3=C[H])C([H])=C([HN)C([H])=C3[H])=C([H])C=4C5([H])[H
DN(HDIH

2.983 3.211

O=C(N([C@@]1(HNCHNHDC(HDIHNCHDHNC(HDHDCL(HDIHDC(HND(IH])
C=2N=C([S]C=2[H])C(HD([HDH) CHD([HD C(HD(HDIC@]I(HD(NSC(=NC=4C([H])=
C([HNC(O/C3=C(HNC(H)=C(H)C(H])=C3[H])=C([H)C=4C5([HNHDN(HD[H])[C@
@]6(H])C(

Tr108 3.102 3.307

O=C(OC([HI)(IHDIC@I(IH)(N3C(=N/C2=C(\[H])C([H])=C(O/C1=C(HN)C(H)=C([H])C(
Tr109 [HD=C1[H]))C([H])=C2C3(HNHDN(HNIHDIC@IA(IHDCHN(IHDOCHN(HDC(HN(H
DCA(HDIHDN([C@@]5(HDC(HD(HDCIHDIHDCIHD(HDCHN(IHDCS(HDHDC(

H]((H]

2.983 3.368

O=C(OC([HN(HNIC@I(HI)(N3C(=N/C2=C(\[H])C([H]))=C(O/C1=CO[H])C([H])=C([H])C(
Tr110 [H])=C1[H])C([H])=C2C3([H])[H])N([H])[H])C4=C([H])C([H])=C([H])C([H])=CA[H])N([C 2.106 2.462
@@]S([HDCHDHDCHDAHDCAHDAHNDCAHDAHNDCS(HNIHD C(HD(HDIH]

N#CC=1C([H])=C(C([H])=C([H])C=1[H])C=2[S]C([H])=C(C=2[H])[C@]3(N=C(N(C(=0)C3

T HDHD CAHI) HDHDNHD D CAHDHDIH]

2.678 2.720

N#CC=1C([H])=C(C([H])=C([H])C=1[H])C=2[S)/C(=C(/[H])C=2[H)[C@]3(N=C(N(C(=0)

T2 C3HHDCHDHDHDNCHDIHD CTHDTHDH]

3.056 3.187

O=C3N(C(=N[C@](C=1C([H])=C([S]C=1[H])C2=C([H)C(C#CC([H])(IHD[HD=C([HDN=C

s 2[HDEC3([HDHDCAHDHDHDN(HDIHDC(HDIHDIH]

3.328 3.218

O=CAN(C(=N[C@@](/C1=CA[H])C([H])=C([H])C(=C1[H])C2=C([H])N=C([H])C([H])=C2[

T H))(C3=C(HI)CHD)=CHT)CAHD)=CIHICATHNHDNHDIHD CHD (HDH]

0.357 0.967

O=C3N(C(=N[C@](C=2[S]C(C=1C([H])=C(CHCC([H])([HDH)C([H)=NC=1[H])=C([H])C

TS | =21e(Ca(HIIHDCAHDHDHDNAHDHDCAH HDIH]

4.770 5.025

O0=C(0[C@]2([HDIC@@](HN(OC1=C(C(O[H])=C(HNC(O[H])=C1[H])C2([HNIH]C=3C(

T8 | [))=C(O[H])C(OIH])=C(O[HI)C=3[H])C=4C([H])=C(O[H])C(O[H])=C(O[H])C=4[H]

2.678 2.775

O=C(N(HDC(HDIHDC(HDHDCHDAHDEHDAHDCAHNIHD CAHNIHD C(HD(IH]
)C(HDIHDCHDHDCHDHDN(IHDC=2C=1C([H])=C([H])C([H])=C([H])C=1N=C3C

=2C([HI(HDCAHDIHDCHNHDC(HDH]) C=40C=5C(C(=0)C=4[H])=C(OC([H])([H
DIHDC

Tr117 2.208 2.492

O=C(N(HDC(HDHDS(HDHDCHDAHDCHDAHDCAHDIHDCAHDIHDC(HD(H]
)C(HD([HDCHD([HDCHD(HDN((HDC2=C1C([HD=C(HNC([HD=C([H)C1=NC3=C2

C(HDIHDCHD[HDCHND(H])C3([H)H])C=40C=5C(C(=0)C=4[H])=C(O[H])C([H])=

C(OC([H

Tr118 2.071 1.969

O=C(N(HDC(HDIHDS(HDHDCHDAHDCHDAHDCAHNIHDCAHDIHDC(HD(H]
)C(HDIHDCHDHDCHD(HDN(TH) C=2C=1C([H])=C([H])C([H)=C([H])C=1N=C3C

=2C([HI)(HDCHDIHDCHI(HDCI(HDH])C=40C=5C(C(=0)C=4[H])=C([H])C(OC([
H]((H]

Tr119 2.056 2.492

O=C2N(/C(=N\[H])N([HD[C@]A(C=1C([F])=C([HDC([FD=C(HNC=1[HD[C@@]2(HDC([
Tr120 H)(IHDN(/C3=N/C(OC([HD([HDHD)=C([FDC(=N3)CHN(HDIHD CA(HDIHD C(HD(IHD 4.328 3.980
[H]

O=C2N(/C(=N\[H]N([HDI[C@J4(C=1C([F])=C([HD)C(HD)=C([CI))C=1[HD[C@@]2([H])C([
Tri2l H])((HDN(/C3=N/C(OC([HN([HDHD)=C([FNC(=N3)C(HN(HNIH) CA(IHDHDC(HN(H]) 3.886 3.901
[H]
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Trl22

O=C(N([H])C3=C([H])C([H])=C20C([C@4([C@@]1(N=C(OCL([H)[HDN([HD[H])C2=C3
[HDC(HD(HDOCA(HDIHD(CHD(HD HN CHD(HD[HD)C=5/N=C(/[H)C([CI)=C([H])
C=5[H]

3.418

2.935

Trl23

O=C(N([H])C3=C([HDC([H])=C20C([HN)([HD[C@]4([C@@]1(N=C(OCL([HD)[HDN(H])[
H])C2=C3[H])C([HD)(IHDCA(HDIH])C=5/N=C(/[H])C([CI)=C([H])C=5[F]

2.620

2.473

Trl24

O=C(N([H])C3=C([HDC([H])=C20C([HN)([HD[C@]4([C@@]1(N=C(OCL([H])[HIN(HDL
H])C2=C3[H])C([H)(IHDCA(HDIH])C=5/N=C(/[H)C([CI)=C([H])C=5[H]

2.423

2.659

Tr125

[H]/C4=C(/C([H])=C1C(OC([C@]3([C@@]12N=C(OC2([HD[H)N(HN[HDC([HI)((HDOC3
((HDHDCHDHDIHDC(HD(HDIHD=CA[H])C5=C([H)N=C([H]) C(OC(HD(HD[H])=
C5[H]

2.593

2.642

Trl26

[Hl/C4=C(IC([H])=C1C(O[C@](HD([C@I3([C@]12N=C(OC2([HD)[HDN(HDIHN)C(HN(
HDOC3((HNIHNCHN(HDC(HD(HDIHD=CA[H)CS=C([HNN=C([HDNC(C#CC(HN(HDL
H])=C5[H]

2971

2.719

Tr127

[H]/C5=C(/C([H])=C1C(O[C@@]4([C@I3([C@@]12N=C(OC2([HN)[H)N([HD)HDC(HN(
HDOC3([HDHD CHD(HD C(HD(HD CA(IHDIH])=CS[H])C6=C([H])N=C([H])C(C#CC(]
HD(HDH])=C6[H]

2.921

4.190

Tr128

[HI/C4=C(/IC([H])=C1C(OC([C@I3([C@@]12N=C(OC2([HNHDN(IHDHNC(HI)(H])OC3

((HDHDCHDAHDHDCHD(HDIHD=CA[H]) C5=C([HNN=C([H])C(C#CC([H])(HD[H]
)=C5[H]

3.044

3.452

Tr129

[CINC=5C([H])=C(/C3=C(\[H])C([H])=C20C([C@]4([C@@]1(N=C(OCL([HN[HDN(HDH]
)C2=C3[H)C([H)((HDOCA(HDIHN(CHD(HDHDCHN(HDIHDC(HD)=C([FDC=5[H]

2.726

2.107

Tr130

O=C(N([H])C3=C([HNC([H])=C20C([H])([HDIC@RIA([C@@]LN=C(OCL([HNHDN(HDI
H])C2=C3[H])C([H])(IHDCA([HD)H])CE5=NC([H])=C([Br])C([H])=N5

2.206

2.762

Tr131

O=C(N([H])C3=C([HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([HN[HDN([H])[H])C2=C3
[HDCHDHDOCA(HDIHD(CHD(HDHDCHN(HDIHDCS=NC([HD)=C([CI))C([H])=C
SC(HD(HDIH]

3.190

3.356

Tr132

O=C(N([H])C3=C([HDC([H])=C20C([H])([HD[C@]4([C@@]1(N=C(OCL([H])[HIN(HDL
H])C2=C3[H])C([H)(THDCA([HDH])C=5/N=C(/[H])C(C#N)=C([H])C=5[H]

2.466

2.762

Tr133

O=C(N([H])C3=C([HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([HDH)N([H])[H])C2=C3
[HDCHDIHDOCA(HDIHD(CHDIHDIHDC(HN(HDIHD C=5/N=C(/[H])C(C#N)=C([H]
)C=5[H]

3.143

3.038

Tr134

[HI/CS=C(/C([H])=C1C(O[C@](HN([C@I3([C@]12N=C(OC2([HNHIN(HDHDC(HI(L
H)OC3([HDHD C(HD(HD)CA=C([HDC(H])=C([H)C([H])=CA[H])=C5[H])C6=C([H])N=
C([H)N=C6[H]

3.036

2.635

Tr135

[Hl/Cs=C(IC([H])=C1C(O[C@](HD([C@I3([C@]12N=C(OC2([HN)[HN(IHDHDC(HN(
H)OC3([HDHD) C(HD(HD) C4=C([HDC([H)=C(IHD C([H])=CA[H])=C5[H])C6=C([H])N=
C(HDC(CHCC(HD(HDIHD)=C6[H]

3.148

3.566

Tr136

O=C(N([H])C3=C([H])C([HD)=C20C([C@]4([C@@]1(N=C(OCL([HDIH)N(H])[H])C2=C3
[HDC(HD(HDOCA(HDHD(C(HD(HDHD C(HD(HDIHN) C=5/N=C(/[HDC([Br1)=C([H])
C=5[H]

3.991

2.575

Tr137

O=C(N([H])C3=C([H])C([H])=C20C([C@]4([C@@]1(N=C(OCL([HNH)N([H])[H])C2=C3
(HDCHDIHDCAHDHD(CHDIHDIHD CHD([HDIHD CS=NC([H])=C([CI])C([H])=C3[
H]

3.423

3.097




International Journal of Computer Applications (0975 — 8887)
Volume 182 — No. 11, August 2018

Trl138

O=C(N([H])C3=C([HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([HN[HDN([H])[H])C2=C3
(HDCHDHDCAHDIHD(CAHDIHDIHDCHN)(HDIH)CE=NC([H])=C([F)C([H])=C5[
H]

3.039

2.990

Tr139

O=C(N([H])C3=C([HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([HN[HDN([H])[H])C2=C3
[HDCHDIHDOCA(HDIHD(CAHD(HDIHDC(HD(IHDIHD)C=5/N=C(/[H)C(=NC=5[H])O
C(HD(IHDIH]

3.101

3.578

Tr140

O=C(/C1=N/C([H])=C([CINC(H)=CL[HDN(H)C2=C([H])C(=C([FDC(HD=C2[H])[C@]3
(N([HD)CEN[HDN([SI(=0)(=O)C3([HDIHDC(HN)(IHDIHD C(HND(HDH]

5.023

4.057

Tr141

O=C(/C1=N/C([H])=C(C([HD=CL[HDCFD(FNIFDN(HDC2=C([H])C(=C([FDC(H])=C2[
HDIC@I3(N([H))C(=N[HDN([S](=0)(=0)C3([HN[HDC(HN)(IHDIHDC(HN(HDIH]

4.899

4.970

Tr142

O=C(/C1=N/C([H])=CUN=CL/[H])C(HD([HDHDN([HD C2=C([H])C(=C([F))C([H])=C2[H]
)C@I3(N(H)C(=NHDN([SI(=0)(=0)C3([HNHNC(HD(HDIHD C(HD(HDH]

4.000

4.478

Trl43

O=C(/C1=N/C([H])=C(/N=CL/[H])OC(HD)([HD)[HDN([H]))C2=C([H]) C(=C([F))C([F])=C2[H
DIC@IB(N([HDC(=ENIHDN(IS](=0)(=0)C3(HNHD CHN(HDIHD C(HD([HDIH]

4.979

5.258

Tr144

O=[SI3(=0)NU/C(=N\H)N([HDIC@](C=1[S]C([H])=C(C=1[H])C2=C([H])C([H])=C([F])C(
C#N)=C2[H)(C3(HDHD CHD(HDIHD C(HD((HDIH]

3.337

3.145

Tr145

O=[SI3(=0)NU/C(=N\H)N([HDIC@](C=1[S)/C(=C(/[H])C=1[CIN)C2=C([H)N=C([H])C(C#
CC(HN(HDHD=C2[HN(C3((HDHNC(HD(HDIHDC(HD(HDH]

4.622

4.388

Trl46

0=C(/C1=N/C([H])=C(UN=CL/[H])OC([HN(HDIHDN(H)C2=C([HN)C(=C([F)C([H])=C2[
HDIC@I3(N([HDC(=NIHDN([S](=0)(=0)C3([HNIHDCHD(HDIHD C(HN(HDIH]

4.785

4.922

Tr147

[FIC=1C([H])=C(C([HD)=C([FNC=1[HDCHN(HDIC@I([HD(N([H])C(=0)C2=C([H])C(=C
(HDC(=C2[HNC(HDHDIHDCEOINCHDHD CHDHD C(HD(HDIHD C(HD(HN)C
(HDIHDCHDIHDIHDIC@I(HD(OIHDIC@I3(HDN(HNC(HD(HNDC(HD(HDN(C3([
HDI

2.509

3.437

Tr148

[FIC=1C([H])=C(C([HD)=C([FNC=1[HDCHN(HDIC@I(HD(N([H])C(=0)C2=C([H])C(=C
(IHDC(=C2[HNCHDIHDHDNCEOINCHDHD CHDHD CHD(HDIHD C(HD(HD)C
(HDIHDCHDIHDIHDIC@I(HD(OIHDIC@I3(HDN(HNC(HD(HNDC(HD(HDN(C3([
HDI

2.921

2.993

Tr149

[FIC=1C([H])=C(C([H])=C([FDC=1[HDC(HN(HDIC@]([HD(N([H])C(=0)C2=C([H])C(=C
(IHDC(=C2[HNC(HDHDIHDCEOINCHD[HD CHD(HDCHD(HDHD C(HD(HDC
(HDIHNCHDIHDIHDIC@I(HD(OIHDIC@I3(HDN(HNC(HD(HNC(HD(HDN(C3([

HDI

2.398

3.017

Tr150

[FIC=1C([H])=C(C([H])=C([FNC=1[HDC(H)((HDIC@I(IHI)(N(H])C(=0)C2=C([H])C(=C
(IHDC(=C2[HNC(HDIHDIHDCEOINCHD[HD CHD(HD CHD(HDHD C(HD(HDC
(HDIHNCHDHDIHDIC@I(HD(OIHDIC@I3(HDN(HNC(HD(HNDC(HD(HDN(C3([
HDI

2.013

3.262

Tr151

O=C(N(HDIC@](HD([C@@]([HN)(CHDC(HI)(HDIC@I(HN(C(=O)N([HDIC@I(HI)(C(
=ON((HDCHDIHDCHDCHD[HDHD CHDHDIHD CHDCHDIHDIHDC(HD(
HDIHDCHDIHDIHDCHD[HD CHDCHDHDHD C(HD(HDIHDIC@@](HD)(N(H
]

5.097

4.395

Tr152

O=C(N(HDC(HD(HNC1=C([HN)C(HN)=C([HN)C(H)=C1[HD[C@I(IHD(OC(HD(HDIH]
)C(HD([HDIC@I([HN(O[HDIC@@](IHD(N([H])C(=0)C2=C([H])C(=C([H])C(=C2[H])C(=
ON([HDIC@@]([HN)(C3=C([HN)C(H)=C(H) C(HD=C3[HDCHN(HDIHDN(C(H])([H]
)ISI(=0)(=0)

1.854

2.670
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Trl53

O=C(N(HDC(HDHNCHDCHDIHNIHDC(HDHDIHDIC@T(HD(OC(HD(HDIHD
C(HD([HDIC@I(HN(O[HDIC@@I(THD(N(HN)C(=0)C1=C([H])C(=C([H])C(=C1[H])C(=

O)N([HDIC@@]([H])(C2=C([HN)C([H)=C(H)C(HD=C2[HNC(HN([HDIHDN(C(HI)([H]
)SIEO)(=

2.398

2.657

Tr154

O=C(N(HDIC@I(HN(CEON(HNC(IHD(HDC1=C([HDC(HD)=C(HDC(HD)=C1H)C(L

HD(CHDHDHDCARD(HDIHDIC@I([HD(OCHN(HDIHDC(HD(HDIC@I(HD)(O[H]
)C@@(IHD(N([H])C(=0)C2=C([H])C(=C([H])C(=C2[H])C(=O)N([H)[C@@]([H])(C3=C(
(HDC(HD=

4.046

2.867

Tr155

O=C(N([HDIC@I(HN(C(=ON(HNC(HD(HNC1=C([HNC(HD)=C([HN)C(HD)=C1[HD)C([

HI(CHDHDHDCARD(HDIHDIC@I([HD(OC(HN(HDIHDC(HD(HDIC@I(HD)(O[H]
)C@@I(IHD(N([H])C(=0)C2=C([H])C(=C([H])C(=C2[H])C(=O)N([HD[C@@]([H])(C3=C(
(HDC(HD=

3.125

2.903

Trl56

O=C(N([HD[C@](HN(C(=ON(HNC(HI)([HNC=1C([HN)=C([HNC([HN=C([H])C=1[H])C(
(HDCHDHDIHDC(HDHDIHDIC@IIHD(OC(HD(HDIHDC(HD/(HDIC@I(H])(O[H
DIC@@I(IHNN(IHNC(=0)C2=C([HN)C(=C([HDC(=C2[H)C(=O)N([HD[C@@]([H])(C3=C
((HDC(HD

3.097

3.714

Tr157

O=C(N([HD[C@]([HN(C(=O)N(HNC([H])((HNC1=C(HNC([H])=C([HNC(H])=C1[H])C([

HI(CHDHDHDCARD(HDIHDIC@I([HD(OCHN(HDIHDC(HD(HDIC@I(HD)(O[H]
)C@@]([HN(N([HDC(=0)C2=C([HNC(=C([HN)C(=C2[H])C(=O)N([HDI[C@@]([H])(C3=C(
(HDC(HD)=

3.222

3.149

Trl58

O=C(N([HDC1=C([HNC(H)=C([FNC(H)=C1HD[C@I(IHND(OC(HN(HNIHNC(HN(HD)
[CeI(HD(OHDIC@@I(HD(N(THDC(=0)C2=C([H)C(=C([HNC(=C2[H])C(=O)N([HDIC
@@](HN(C3=C(HNC(HD=C(HDC(HD)=C3HNC(HN(HNIHDN(C(HD(HD[SI(=0)(=
O)C(HI(HD

3.000

2.982

Tr159

O=C(N([H])C1=C([HDC(=C(C(HD)=CLHDN(C(HNIHDIHDC(HD[HDIHD)C(=O)N([H])

C(HDIHDCHDHDCHD([HD OCHD([HD CHD(HDIHDN([H) C2=C([H) C([CT)=C(
[HDC(H])=C2[H]

1.009

1.620

Tr160

O=C(N(HDIC@](HD(CEON(HDIC@I(HD(C@I(HD(OHDC(HD(HDIC@I(HD(C(=
ON([HDIC@]I(HN(CEON(HDIC@I(HN(C(=O)N(HDIC@I(IHD(C(=O)O[HDC(HI)([H]
)C1=C(H)C(HD=C(HNC(HD=C1HNCHD([H) CHD(HD)C(=0)O[HNC(HN(HDIH])
C(HD([H]

4.000

4.508

Tr161

O=C(N(HDIC@](HD(C=ON(HDIC@I(HD(C@I(HD(OHDC(HD(HDIC@I(HDN(C(=
ON([HDIC@]I(HN(CEON(HDIC@I(HN(C(=O)N(HDIC@I(IHD(C(=O)O[HN)C([H)([H]
)C1=C(H)C(HD=C(HNC(HD=C1HN)CHN([H) CHD(H)C(=O)OIHDC(HI(HDIHD
C(HD([H]

3.167

3.308

Tr1l62

O=C(N([H)CENC(HD([HD) C1=C(HDC(IHD)=C(IHDC(IH])=CL[HDN([HD[H])C=2C(=NO
C=2C([H)(HDHNC3=C([HDC(H])=C(OC([HI)(IHDIHDC([H])=C3[H]

1.398

1.742

Tr163

O=C(N([H)CENC(HD (RN C1=C(HDC(CH=CCMC(HD=CLHDN(HD[HDC=2C(=N
OC=2C([HN([HDHN)C3=C(HNC(HD=C([FNC(HD=C3[H]

1.620

2.395

Tri64

O=C(N(HDIC@I(HD(C(=ON(HDIC@I(HD([C@@](HN(OIHN)C(HD(HDIC@I(HN(C(
=O)N([HDIC@I([HN(CEOIN([HNCHD([IHDCHD(CHD(HDHD CHD(HDIHDC(H])
(C(HDAHDIHDCHDAHDHDCHDAHDIHDCHD RN CAHDCHD[HD HD C(HD(H
]

5.602

4.275

Trl65

O=C(N(HDIC@I(HN(C(=ON(HDIC@I(HD([C@@](HN(OIHN)C(HD(HDIC@I(HN(C(
=O)N([HDIC@I([HN(CEON([HNCHD([IHD CHD(CHD([HDHD CHD(HDIHDC(H])
(C(HDAHDIHDEHDAHDHDCHDIHDIHDCHD RN CHDCHD[HD HD C(HD(H
]

3.959

4.299
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Trl66

O=C(N(HDIC@I(HN(C=ON(HDIC@I(HD([C@@I(HN(OIHN)C(HD(HDIC@I(HN(C(
=O)N([HD[C@I([HN(CEON([HDCHN[HD CHN(CHD[HDHDC(HD(HNIHDC(HD)
(CHDHDHDEHDIHDHDCHDIHDIHDCHD RN CHD(CHD[HDHD C(HD(H
]

3.538

4.347

Trl67

O=[S](=0)(C(HD(HDIC@@]([HI)(C(=ON([HDIC@I(HD([C@I([HD(OMHN C(HD(HDIC
@I(HD(C(=OIN(IHDIC@I(HI(C(=OIN(THDC(HI)(THD C1=C(HDC(HD=C(H)C(HD=C
LHDCHDCHDAHDHDCHD[HDHD CHDHDHD C(HDHDC(HD(C(HD(HDI
H])C

1.947

2.361

Trl68

O=C(N(HDIC@](HD(C@]I(HN(OMHNC(HN(HDIC@I(HDN(CEON(HDIC@I(H)(C(=

ON(HDC(HD(HDC1=C(HDC(HD)=C(HDC(H)=CLHNC(HD(C(HDIHDIHDC(HD(
HDIHDCHD[HDIHDCHD[HDCHN(CHD[HDHDCHD(HDIHDIC@@I(HD)(N(H
DE(

1.504

2.224

Trl69

O=C(N([HD[C@@](THN(C=ON(HD[C@]([HN(C@I(HD(OIHNC(HD(HDIC@I(HI)(C(
=O)N([HDIC@I(HN(C(=OIN(HN)C(HND(H)) C1=C(H)C(IHD=C(HNC(H])=C1[H])C([H]
JCHDHDHDCHDHDIHDCAHDHDIHD CAHDHNCHD(CAHDHDHD CHD(
HDI

4.602

2.739

Trl70

O=CIN(/CENHDN(HDIC@]LC(HD(HDCHD(HDIC@@]2([HDC(HD(HD C(HI)(H
DEHDIHDCAHDHDC2(HDHN CHD(HDIC@I4(HN)CHD(HDIC@I(HI)(N(HI)C(
=0)C3=C([HDC(HD=NC([H)=C3[HNC(HN(HD CHD(HNCA(HDIHN CHD/(HDIH]

3.409

3.083

Tri71

O=CIN(/C(=N\[HDN([HDIC@IL(C(HD(HDC(HD(HDIC@@]2([HDC(HNIHDC(HD(H
DEHDIHDCHDHD C2(IHDHDC(HD(HDIC@14(HDCHD(HDIC@I(HD(N(HDIC
@@I3(HNCHD([HDCHD([HDCHD(HD CHD(HD C3(HDIHDC(HDHDC(IHD(H]
)C

3.638

3.244

Trl72

O=CIN(/C(=N\[H]N((HD[C@IL(C(H)(HDC(H)(HDIC@@I2(IHDCHN(HDC(HN/(H
DEHDAIHDCARDIHDC2(HDHDCHD(HDIC@]4(HDC(HD(HDIC@ITHD(N(HDIC
@I3(HDC(HNIHDCHDAIHDCHDHD C3HNIHDC(HD(HDC(HD(HDCA(HDIH]C
(

3.367

3.076

Trl73

O=C(N(HDIC@I(HD(C=ON(HDIC@I(HD([C@@](HN(OIHN)CHD(HDIC@I(HN)(C(
=O)N([HDIC@I([HN(CEOIN[HNCHD([HD CHD(CHD([HDHD C(HD(HDIHDC(HD)
(C(HDAHDIHEDS(HDAHDIHDCHDIHDIHDCHDIHDCHDCHDAIHDIHD CHD(H
]

3.398

3.020

Tri74

O=C(N(HDIC@I(HN(C=ON(HDIC@I(HD([C@@](HN(OIHN)CHD(HDIC@I(HN(C(
=O)N([HDIC@I([HN(CEOIN([HNCHD([HD CHD(CHD[HDHD C(HD(HDIHDC(H)
(C(HDAHDIHDE(HDAHDIHDCHDIHDHDCHDIHDCHD(CHD[HD HD CHD(H
]

1.785

3.092

Trl75

O=C(N(HDIC@I(HN(C(=ON(HDIC@I(HD([C@@)(HN(OIHN)C(HD(HDIC@I(HN(C(
=O)N([HDIC@I([HN(CEOIN[HNCHD([HD CHD(CHD[HDHD C(HD(HDIHDC(H)
(C(HDAHDIHDE(HDAHDIHDCHDIHDHDCHDIHD CHDCHD(HDHD CHD([H
]

3.201

3.044

Trl76

O=C(N(HDIC@I(HN(C(=ON(HDIC@I(HD([C@@)(HN(OIHN)C(HD(HDIC@I(HN(C(
=O)N([HDIC@I([HN(CEOIN([HNCHD([HD CHD(CHD[HDHD C(HD(HDIHDC(HD)
(C(HDAHDHDE(HDAHDHDCHDIHDIHDCHD RN CHDCHD([HDHD CHD([H
]

2.697

2.966

Trl77

O=C(N(HDIC@I(HD(C=ON(HDIC@I(HD([C@@](HN(OIHN)C(HD(HDIC@I(HN(C(
=ON([HDIC@I(HD(CEOIN([HNCHD([HD CHD(CHD[HDHD CHD(HDIHD C(IH])
(C(HDAHDHDEHDAHDHDE[HDIHDHDCHD(IHDCHD(CHDHDHD) CHD([H
]

3.194

2.714
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Trl78

O=[S]EO)(C(HD(HDIC@I(HDN(HDC(=O)[C@I(HN(C(HD(H)NIN=C(C([H])=C1C(
(HDHDHDCHDHDIHDCAHDHDHD CEOIN(HDIC@I(HI([C@@I(THD(OH]) C(I
H)((HDIC@I(IHD(C(=OIN([HDIC@I([HI)(C(=O)N([HDC(HN(IHDCHN(C(HN(HDIH])
C(HI)(

2.717

3.278

Trl79

O=C(N(HDIC@I(HD(C=ON(HDIC@I(HD([C@@I(HD(CIHN)C(HD(HDIC@I(HN(C(
=ON([HDIC@I([HN(CEOIN(HDCHD(IHDCHD(CHDIHDHD CHDHDIHDC(H])
(CHDHDHDEHDIHDHDCHDIHDIHDCHD[HD CHD(CHDHDHD C(HD(H
]

3.495

3.369

Trl80

O=C(N([HDIC@](HD(C(=ON(HDIC@I(HD([C@@](HN(O[HN)C(HD(HDIC@I(HN)(C(
=ON([HDIC@I([HN(CEOIN[HDCHD([IHDCHD(CHD[HDHD CHD(HDIHDC(H])
(C(HDHDHDEHDIHDHDCHDIHDIHDCHD[HD CHD(CHD[HDHD C(HD(H
]

3.770

3.393

Tr181

O=CIN(/CENHDN(HDIC@]LC(HD(HDC(HD(HDIC@@T2([HDC(HD(HN C(HI)(H
DCHDAHDCAHDHNC2(HDIHDCHD(HDIC@@1A4(HNCHN(IHDN(C(=O)C([HI)(H
DIC@B(HNC(HN(HNC(HNHDCAHD([HN C3(HDHN CHD(HNCAHNIHD CHN(

H]

3.432

2.921

Tr182

O=CIN(/C(=N/[HDN(HDIC@]L(C(HD(HDC(HD(HDIC@@T2([HNC(HD(HN C(HI)(H
DEHDIHDCAHDHNC2(HDHN CAHD(HDIC@I3(HN)CHI(THDN(C(=O0)C(HI)([H])
CHDHNCHDAHDCHDAHDIHDCAHDHDCHDIHDC3(HDIHDC(HD(HDIH]

3.495

3.191

Tr183

O=[S](=0)(N3C([H])([HD[C@@]([HD(C(HN[HDIC@]L(N([H])C(=N[HDN(C1=0)C([H])(
HDHDC(HD([HDCHD[HDIC@@12((HNCHD(HDC(HDHD) CAHD(HNC(HD([HDC
2((HPHDCHDIHDCHDHDCIHDIHDC(HDHDSHDHDS(HDHDS(HD(HDL

3.201

3.509

Tr184

O=CIN(/C(=N\[HDN(HDIC@IL(C(HD([HDC(HD([HDIC@@I2([H)) CHD(HD) C(HD)([H
DEHDIHDEHDIHDC2(MHDHDCHD([HDIC@ISHDC(HD(HDIC@I(THD(N(HI)C(
=O)N([H])C3=NC=4C(/N=C3/[H])=C([HDC([H])=C([H])C=4[HD) C(HD(HD) C(HD(HD)C5(
[(HDIH]

3.854

3.900

Trl85

O=CIN(/C(=N\[HDN(HDIC@IL(C(H)(HDC(HD(HDIC@@I2([HNC(HD(IHD C(HN([H
DEHDAHDCAHDAHDC2((HDHDCHD(HDIC@14(HD C(HD(HDIC@I(THD(N(H)C(
=O)N([HD[C@@I3((HDCHN(HDCHN(IHDCHDIHDCHD(HD C3(HNDIHDC(HD(
H])C

2.860

3.874

Trl86

O=CIN(/C(=N/[HDN(HD[C@IL(C(HN([HDC(HD([HDIC@@I2([HDCH)(HDC(HN)(H
DEHDIHDCHDAHDC2((HDHDCHD([HDIC@14(HDC(HD(HDIC@I(THD(N(H)C(
=O)N([H])C3=C(OC(HN(HDHN) C(HD=C(HNC(IHD=C3[HN)C(HN([HN) CHN([HNCA(
H])[H

2.559

3.239

Tr187

O=CIN(/C(=N\[HN(HD[C@IL(C(HN(HDC(HN(HDIC@I2(HDC(HDHNC(HD(H])
C(HD(HDC(HD(HDC2(HDHDC(HD(HDIC@]4(HDC(HD(HDIC@IHD(N(HD)C(=
O)N([HDC3=C([HDC(H])=C([CINC(HD)=CIMHNC(HNHNC(HD(HNCA(HDIHDC(HI)(
[H]

5.000

4115

Tr188

O=CIN(/C(=N\[HN(HD[C@IL(C(H)(HDC(HN(HDIC@@]2([HDC(HN(HDC(HN/(H
DEHDIHDCAHDIHDC2((HDHDC(HD(HDIC@14(HD C(HD(HDIC@ITHD(N(HD)C(
=0)C(HN(HN)C3=C(HDC(HD)=C(IHDC(HN)=C3HNC(HD(HNC(HD(HDCA(HDH])C
(H]

2.233

2.585

Tr189

O=CIN(/C(=N\[H)N([HD[C@@]L(C(H])([HDIC@@]2([HN)C(HD(HN CHD(HDC([HI)(
[HDC(HD(HDC2(IHDIHDC(HD(HD C(HD(HDIC@ @13(IHDC(HD(HD C(HD(HDC(
HDHDC(HD(HDC3(HNIHDC(HD(HD C4=C([HDC(HN)=C(C([HD)=CA[HD) C([HD(HD
N5C(=0

3.569

4.795

Tr190

O=CIN(/C(=N/[HN(HD[C@IL(C(H)(HDC(HN(HDIC@@]2([HDC(HN(HDC(HN/(H

3.770

3.335
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DEHDIHDCRDIHDC2((HDHDC(HD(HDIC@@I3([HN) CHD([HDN(C(=0)C(HD)([H
DEHDIHDEAHDIHDCARDIHDHDCAHNIHDCHDIHD C3(HDIHDC(HD(HDIH]

O=CIN(/C(=N\[HDN(HD[C@IL(C(H)(HDC(HD([HDIC@@I2(IHDCHN(HDC(HN(H
DEHDIHDEHDHDC2((HDHD CHD([HDIC@14(HDC(HD(HDN(C(=0)C(HIX([HD
[C@I(HDCHN(IHDCHDHDCHD(HD C3HNIHDC(HD(HDC(HD(HDCA(HDIH]
)

Tr191 3.013 3.527

O=CIN(/C(=N\[HDN(HDIC@IL(C(H)(HDC(HD(HDIC@@I2(IHDC(HN(HDC(HN(H
Tr192 DEHDHDCARNHDC2(MHDHDCHD(HDIC@]3(IHDC(HI(IHDN(C(=0)OC(C(HI)( 3.538 3.215
(HDHD(C(HDHDIHDCHDIHDHDCAHNIHDCHD RN CI(HDIHDC(HD(HDIH]

O=[S]2(=0)N(/C(=N/H)N([HDIC@]4(/C1=C(\H])C([F)=C([FI)C(H)=C1[F])[C@@]2([H
Tr193 DCIHD(HDNEC3=N/C(=C(F])C(=N3)OC([HD(HNIHDC(HD(HDIHDCA(HNHDC([H] 3.495 3.781
)((HDIH]

O=[SI2(=0)N(/C(=N/H)N([HDIC@]4(/C1=CAHDC([HD=C([FNC(HD=C1[FDIC@]2([H])
Tr194 C(HD([HDN(C3=N/C(=C{/[F)C(=N3)OC([H])((HDHDC(HN(HDIHD CA(HDIHD C(HI)X( 3.523 4.249
[(HDIH]

O=[S]2(=0)N(/C(=N/[H])N([HD[C@]4(/C1=C([H)C([F])=C((HNC(H)=C1[FD[C@@]2([
Tr19s HDC((HD(HDN(C3=N/C(OC(H)([HDIHD=C(HN) C(=C3[HN)C([HD(HNOC(H])((HDIH]) 4.000 3121
CA(HDHDC(HD(HDIH]

O=[SI2(=0)N(/C(=N/[HN([HDI[C@@]4(/C1=COH])C([HD)=C(H)C([HD)=C1[HD[C@]2(L
Tr196 HDC(HD([HDN(C3=N/C(OC(HD(HNIHD)=C([H) C(=C3[HNC([HD)([HDOC(HI)(IHDIH]) 3.569 3.223
CA([HDIHDC(HD(HDIH]

O=[SI2(=0)N(/C(=N/[HN([HD[C@@]4(/C1=COH])C([HD)=C(H)C([HD)=C1[HD[C@]2(L

Tri97 HDC(HD(HDN(C3=N/C(OC(HD(HDIHD)=C([FI)C(=N3)OC(HD(HNIHNCA(HDIHDC(( 3.523 3.553
H)((HDIH]
O=[SI2(=0)N(/C(=N/H)N([HDI[C@@]4(/C1=CO[H])C(H])=C(HDC(H)=C1[HD[C@]2([

Tr198 HC(HD([HDN(C3=N/C(OC(HD(HDHN)=C(H) C(H)=C3[HDCA(HNHD C(HD(HDI 3.066 2.677
H]

O=[SI2(=0)N(/C(=N/H)N([HDIC@@]5(/C1=CA[H])C([H])=C(H)C(H)=C1[HD[C@]2([
Tr199 H)C([HD([HDN(C3=N/C(=C(/[F])C(=N3)OC([HD)([HDIHDIC@@]4(HDC(THD(HNCA(H 3.377 3.145
DIHDCS(HDHDC(HD(HDIH]

O=[SI3(=O)N(/C(=N/HDN([HDIC@]S(C1=CAH])C(=C([H)C([H)=C1[F)N([H])C(=0)C
Tr200 2=NC([H])=C([F1)C([H])=C2[HD[C@]3(IH]) C(TH)([H])N(/C4=N/C(OC([H])([HD[H])=C([F 4.921 4.802
DEENACIHDAHDIHDCSHDIHDCHD(HDIH]

0=C(C=1C([H])=C(C([H])=C(C=1[HN)C(=O)N(HDIC@](HD([C@@]([H])(C[HDC(H])(H
Tr201 DN(HDIC@I(HD(CEOIN(HDC(HDIHDCHD(C(HDAHDIHDC(IHD(HDIHDIC@@I(
H)(OIHDC(HD(HDIHDCHIXIHD C2=C(HN)C(H)=C(H) C((HD=C2[HNC([H])(IHDIH]
IN([C@]

1.781 1.397

0=C(C=1C([H])=C([H])C(HD)=C(C=1[HNC(=O)N(HDIC@](HD([C@@]([H])(O[H])C([H]
JHDN(HDIC@I(HN(CEOIN(HDC(HD(IHDCHI(C(HDAHDIHDC(HD(HDIHDIC@
@I((HDOHNC(HD(HDIHDC(HI(HDC2=C([HN)C(HD)=C(HNC(H)=C2[HDN([C@](
H])(C3=C(

Tr202 1.236 1.211

O=C(C=1C([H])=C([H])C(HN)=C(C=1[HNC(=O)N([HDIC@](HD([C@@](H])(O[H])C([H]
JHDN(HDIC@I(HN(CEOIN(HDC(HD(HDCHI(C(HDAHDIHDC(HD(HDIHDIC@
@I((HDOHNC(HDHDE(HDIHDE(HD(HDHDC(HI(THDC2=C(HNC(HD=C([H])C
(HD=C

Tr203 2.573 2.627
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Tr204

0=C(C=1C([H])=C(C([H])=C(C=1[H])C(=O)N(HDI[C@I(HN)([C@@]([H)(O[HDC(HD(H
DN(HDIC@I(HN(CEOIN(HDC(HD(HD CHD(C(HD(HDIHD C(HD(HDIHDIC@@I(
HD(OIHD)C(HD(HDCHD(HD C(HD(HDIHD C(HD(IHD C2=C([H))C([HD)=C([H)C([H])
=C2[H]

4.183

2.813

Test set

Tsl

O=C2N([HD[C@I([HI)(C(=ON(HDIC@@I(HN(CHN[HNCHN(C(HNHNIHDC(HIX
(HhIHDIC@@I(HD(OMHNC(HD(HDIC@I(HD(C(=O)N(HDIC@]I(HD(C(=O)N(HD)C(
H])((HDC=1C([H])=C([HD)C(HD)=C([HN)C=1[HNC(HN(C(HDHNIHNC(HD(HNIHDC(
H)((HDHDCHD(HDCEOIN(HD CHD([HD CHD([HD CHDHD C(HD(HDC(HD(
HDC(HD)([HDOC(=O)N([HD[C@@]2([HDC(HN(CHD(HDIHD C(HD(HDIH]

3.600

3.189

Ts2

O=C(OC([H)(IHDC=1IN=C(OC=1C([HD)((HDHDCH)(HDHDN(HDIC@RI(HD(C(=O)N
(HhICe@)(HN(C(HN([HNCHNC[HD([HDHDCIHD(HDIHDIC@@I(HN)(O[H])C((
HD(HDIC@]([HD(CEON([HDIC@I(HD(CEOIN(HDC(HD(HD CHD(CHNHDIHD
CHDAIHDHDCHDCHD[HDHD CHDHDIHD C(HDHDIHDC(HD(HDISI=O)(=
O)C(HN(HD[H]

5921

3.940

Ts3

0=C(/C1=C([H])C(=C([H])C(=C1[H])C2=NN=C(O2)[C@@](C([HD(HDIHD(C(HD([HDC
=3C([HD=C([HDC((HD=C([HN)C=3[HD[NI((HD(HDIHDN(C(HD)(HDIHDISI(=O)(=O)C([
HD((HDHDCHD(CAHDIHDIHDC(HD(HDIH]

0.783

2.509

Ts4

O=C(N([HD[C@](HD([C@@]([H])(O[HNC(HN(HDIC@I(HN(C(=O)N(HDIC@I(HI)(C(
=O)N([HDC(HD([H)C1=C(H)C(HD=C(HNC(HD=C1HN)CHD(CHD([HDIHD)C(H])
((HDHDCHD(HDHDCHDHDC(HDCHD ((HDHDC(HD(HDIHDIC@@](THD(N(
H)C(=0)OC(C(IHD(HNIHN(C(HDIHNDIHDC(HD(HDIHDC(HD(HDISI(=O)(=O0)C([H])
((HDIH]

1.947

2.890

Ts5

O=C(OC([HD(HDC(HD=C(HDHDN(HDIC@I(HN(C=ON(HDIC@I(HDN(C(=O)N([H]

C@@I(HNC(HDIHNCHNCHDIHDIHDC(HD(HDIHDIC@@)(HD(OHD) C(HI(T
HDIC@]([HD)(C(=O)N([HDIC@](H(C(=O)N([H])C(HD([H]) C=1C([H)=C([H]) C([H])=C(
(HDC=1[HDCHD(CAHDHDHDCHDIHDIHDCHDIHDIHD CHD(HD) C(=O)N([H])

C(HDIHDCHD=C(HDHD CHNCHD[HDHD CHD(HDIH]

3.575

3.106

Ts6

O=C2N(C(=N[C@]4(C=1C([H])=C([HDC(HD)=C([H])C=1[HDIC@@]2([H])C(HD)([HDN(
C3=N/C(=C(/[F])C(=EN3)OC(HI(HDIHDC(HD(HDIRD CAHDHDN(HDHD C(HD(HD)
[H]

3.921

3.241

Ts7

O=C2N(C(=N[C@]4(C=1C([H])=C([HDC(HD)=C([H])C=1[HDIC@@]2([H) C([HD(HIN(
C3=N/C(OC(HDN(HNC(HD(HNIHD=C([FN)C(=N3)OC(HD(HNIHNCA(HDIHDN(HDH
DC(HDHDIH]

2.863

3.584

Ts8

O=C2N(C(=N[C@]4(C=1C([H])=C([HD)C(H)=C([HN)C=1[HDIC@@]2([HN)C(HD(HDN(
C3=N/C(OC(HDN(HNIHD=C([F)C(=NI)C(HD(HDC(HD(HDIHDCA(HDIHDN(HDIH])
C(HD([HDIH]

3.796

3.500

Ts9

O0=C2N(C(=N[C@]4(C=1C([H])=C([HDC([FD=C((HDC=1[FDIC@@]2([H)C(IHD(HDN(C
3=N/C(OC([HN([HDIHD)=C([FNCENI)CHD[HD CHD(HDHD CA(HDIHDN(HDIHDC(
(HD(HDIH]

4.276

3.932

Ts10

[F1/C1=C(/N=C(/N=C1/OC([H])((HDHDN3C([H])([HDIC@@]2(N=C(N(C(=O)[C@]2([H])
C3(HDIHNC(HD(HDIHDN(HDHD) C4=C(IHDC(HD=C(IFNC(IHD=CA[FDC(FD(FDIFI

3.495

4.088

Tsll

O=C2N(C(=N[C@]4(C=1C([H])=C(CN)C([HD)=C([H])C=1[HDI[C@@]2([HN)C(HD(HIN(
C3=N/C(=C(/[F)C(=EN3)OC([HI)(IHDIHDC(HD(HDIRD CAHDIHDN(HD HD C(HD([H])
[H]

3.854

3.763

Ts12

O=C(OC(C([HN(HDIHD(CHDIHDIHDCHN(HDIHDN(HDIC@T(HI(C(=0)C(HD(H
DN(HDIC@](HD(C@](HN(OMHNC(HN(HNIC@I(HN(C(=O)N(HDIC@I(HDN(C(=O)N

0.649

2.091
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(HDC(HD(HDC1=C(HNCHD=C(HD) C(H)=CLHDC(HN(HDHDCHD(HDIHDC(
HD)((HDCAHD(CHDHDHDCHDHDIHD CHD(HD) C(=O)N([HDH]

Ts13

O=C(OC(C([HN(HDIHD(CHNIHDIHDCHD(HDIHDN(HDIC@T(HI(C(=0)C(HD(H
DN(HDIC@](HD(C@I(HD(OHNC(HD(HDIC@I(HN(C(=O)N(HDIC@I(IHD(C(=O)N
((HDC(HD(HDC1=C(HNCHD=C(HD) C(H)=CLHDC(HN(CHDHDIHDCAHN(HDL
HDC(HD(HDIHDCHDIHD CHDCHD[HDHD CHD(HDHD C(HD(HDC(=O)N([H
DIH]

1.504

2.163

Ts14

NC/C1=C(\[H])C(=C([H])C([H])=C1[H])C2=C([H]D[S)/C(=C2/[H)[C@@]35N=C(N(C(=O)[
C@I3([HNC(HD(IHDN(/CA=N/C([H])=C(C([H])=N4)C([H])((HD[HDC5(HNHN C(HN)(H
DIHDN(HDIH]

4.046

4.058

Ts15

O=[S](=0)(N(C=1C([H])=C(C([H])=C(C=1[H)C(=O)N(HDIC@I(THN(C(HD(HDN(HDIC
@I(HD(CEOIN(HDCIHDIHDCAHDCHDIHDHDC(HD(HDIHDIC@@](HD(OC(H
DAHDIHDCAHDHDIHD CAHN(IHDC2=C(HNC(HD)=C([HDC(IHD=C2[HNC(=O)N(HDL
C@@]([HN)(C3=C(HNC(HN=C(HNC(IHD=C3[HNC(HN(HDIHD) CHDHDIHDC(HD(
HDIH]

3.602

2.291

Ts16

O=C(N(HDIC@](HD(C@@]([HN)(OCHDC(HI)(HDIC@I([HN)(C(=O)N([HN)C(HN)([H])C
((HDCAHDHDHDCAHD(HDIHDCHDIHDC(HDHN) OHD C(HD(HN) C1=C([HDC([
H])=C((HDC(H]D)=C1HDCIHDHDIC@I(HD(N([HN)CEO)C(HD(HDC(HD(C(HD(HD
[HDC(HD(HDIHDC(=0)O[H]

1.721

1.846

Ts17

O=C(N(HDIC@@]([HN)(C1=C([H)C(HN=C(HNC(IHD=CLHNC(HD(HNH])C2=C([H])
C(=C(HNCEC2HNN(C(HDHDIHDISI(FO)=O)C(HN)(HNIH) C(=O)N([HD[C@]([HI)(
[CRI(HD(OHNC(HD(HDN(HD C(HD(HN)C3=C([H]) C4=C(C([H])=C3[H)C([H])=C([H
DNA[HDCHD(HDCS=C(HNC(H)=C(H)C(H])=C5[H]

2.638

2.214

Ts18

O=C(N(HDIC@](HN(C=1N=C(OC=1C(HD(HDHNC(HDN(HNIHDC(HD(HDH])C=2C
(IHD=C(C(HD=C(C=2[HDN(C(HD(HDIHDISI(=O)(=O)C(IHN(HNIHNC(=O)N(HD[C@]
((HD(C@](HD(OHN CHDHDN[HD CHD([H]) C3=C(H)C(OC(THI(IHDIHD=C([H])
C(HD=C3HNC(HD(HNCA=C([HN)C(HD)=C([HD)C([H])=C4[H]

2.049

3.397

Ts19

O=C2N([HDC1=C([H])C([H])=C(H)C([H)=CIN([H])C3=C2C([H])=C([H])C(=C3[H])C(=
O)N([H])C4=N/C(=C(/[H])NA[H])C5=C([H])C([H])=NC([H])=C5[H]

2.458

2.990

Ts20

0=C2N([H])C1=C([H])C([H])=C([H])C([H])=C1N([H])C3=C2C([H])=C([H])C(=C3[H])C(=
O)N([HDCA=C([HNC(HD)=C([FD)C([H)=CA[H]

2.676

1.490

Ts21

O=C2N([HDC1=C([HN)C(H])=C(H)C([H])=CIN([H])C=3/C2=C(/[H])C([H])=C(C=3[H])C
(FOIN([H])C4=NC=5C(N4[H])=C([H])N=C([H])C=5[H]

2.510

2.846

Ts22

O=C(N([H)C(ENC(HD([HD) C1=C(H)C(=C([HDC(=CL[HN)CHD([HDH) C(HD(HDH]
IN([HD[HDC=2C(=NOC=2C([H])((HD[HDC3=C(H) C([HN=C(OC(HN(HDIH)C(H])=C3
[H]

2.553

1.898

Ts23

O=C(N([H)CENC(HD([HD) C1=C(HDC([CIH=CHNC([C=CL[HPN(HD[HDC=2C(=N[
S]C=2C([HD(HNIHDC3=C([HN)C(H)=C(OC(HN([HDHN)C([H])=C3[H]

2.538

2.816

Ts24

O=C(N([H])C(=NC([HI)([HT)C=LC([H])=C([HT)C([H])=C2C=1C([H])=C([H])C([H])=C2[H])
N([H])[H])C=3C(=NOC=3C([H])[H])[H])C4=C(IHNC(IHD=C(H])C([H])=CA[H]

1.553

1.160

Ts25

[H]C=5C(O[H])=C(0/C2=C(\[H])C(O[H])=C10C3=C(O/C1=C2\[H])C(O[H])=C([H])C(O[H]
)=C30/C4=C(\[H])C(O[H])=C([H])C(O[H])=CA[H])C(O[H])=C([H])C=50[H]

1.143

0.753

Ts26

[FIC=1C([H])=C(C([H])=C([FDC=1[HDC(H)(HDIC@]([H)(N([H)C(=0)C=2C([H])=C(C
((HD=C(C=2[HNC(HD(HDHDCE=OIN(C(HD(HNCHD[HNCHD([HDHD C(HD([H])
C(HN[HDCHN([HDHDIC@I(HN(OHDIC@I3(HDN(HNC(HD(H) C(HD(HI)N(C3(

4.523

3.444
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[HDIHD[SI(=0)(=0)C4=C([H]))C(HD)=C([H])C([H])=C4[H]

Ts27

[FIC=1C([H])=C(C([H])=C([FDC=1[HDC(HI)(IHDIC@I([HI)(N(H])C(=0)C2=C([H])C(=C
((HDC(=C2[H]))C(=O)N3[C@](HN(CHD(HNCHD(HD C3(HDIHDCHDIHDOC(HI)(
[HDHDC(IHD(HDHDIC@I([HD(CIHDIC@TAHDN(HDCHD(THDCHN)(THDN(CA([H]
)HDISIEO0)(=0)C(HD(HDH]

3.886

3.959

Ts28

[FIC=1C([H])=C(C([H])=C([FNC=1[HDC(HI)([HDIC@I([HI)(N([H])C(=0)C2=C([H])C(=C
((HDC(=C2[H])C(=O)N3[C@](HN(C(HD(HNC(HD(HD C3(HDHD CHN(HDOC(HI)(
[HDHDCIHD(HDIHDIC@I([HN)(CIHDIC@TAHDN(HDCHN(IHDCHN)(IHDN(CA([H]
)IHDISI(=0)(=0)C(HN([H])C5=C([HN)C([H])=C([H])C([H])=C5[H]

5.000

4.187

Ts29

O=C(N(HDIC@@]([H])(C1=C([HNC(H)=C(HNC(IHD=C1[HN)C(HN([HN[H])C2=C([H])
C(=C([HDC(=C2[HNN(C(HD([HDHDISI(=O)(=O)C(HN(HDHD C(=O)N(HDIC@](HI)X(
[C@@I(IHD(N=[N]=[N])C(HD(HDIC@@](HN(OC(H)(IHNIHNC(=O)N([HDIC@I(HI)(
C(=ON(HNC(HN(HDC3=C(HNC(HD=C([HDC(HD=C3[HNC(HN(C(HD(HNIHDC(
HD((HDIHDC(HI(IHDO/C4=CAHDC([FD=C(H)C([F])=C4[H]

3.155

3.587

Ts30

O=C(N([HD[C@@](THD(C1=C([HNC([H])=C(HNC(HN)=CHNC([H)((HNH])C2=C([H])
C(=C([HDC(=C2[H)N(C(HD([HDHDISI(=O)(=O)C(HN(HDIH) C(=O)N(IHDIC@I(HI)(
[C@@I(IHD(OHDC(HD(HDIC@@I(HN(OC(HN(HN C(H)(HNIHDC(=O)N([HD[C@]
((HD(CEOIN(HDC(HD(HDC3=C([HN)C(HD)=C([HN)C(H])=C3[HNC(HI)(C(HD(HD[H
DEHDHDIHDC(HD(HN)O/C4=CAHDC(FD=C(H)C([F))=CA[H]

4.678

3.390

Ts31

O=C(N(HDIC@@]([HN)(C1=C(HNC(HN=C(HNC(IHD=CLHN)C(HD(HDH])C=2C([H])
=C(C(HN=C(C=2[HDN(C(HN)((HDIHDIS](=O)(=O)C(HN(HDIHDC(=O)N(HD[C@](H])
([Ce@I(HN(OHDC(HD([HDIC@@I(HD(OC(HD([HDIC@R@I3(HNC(HD(HDC3(HDL
H)C(=O)N([HD[C@I(HN(C(=O)N([HN)C(HD)([H])C4=C(HDNC([H)=C([HDC([H])=CA[H])
CHDCHDIHDIHDCHD[HDHD CHD(HD O/CS=CAHD C([F)=C([H])C([F])=C5[H]

4.886

4.950

Ts32

0=C1C4=C(O/C(=CL/C([HN([HNC(THD)=C(CHDHDIHDC(HD(HDHD C=2C(HD)=C(
H])C(O[H])=C([H])C=20[H])C3=C(OC(C(HN=C3HN(C(HI(HDHNC(HI(HDHDCT
H])=C40[H]

0.193

1.058

Ts33

O=C(OC(C(IH(HDHD(C(HDAHDIHDCAHD(HDIHDN(HDIC@I(THN(C(=O)N(HDIC
@J(Hh(CeIHDOHNC(HD(HDIC@IHN(C(=OIN(IHDIC@T(THN)(C(=O)N(H])C([H]
J(HDC1=C([HN)C(H)=C(H) C(IHD=C1HNCHN(CHNIHDIHDCHD[IHDIHD C(HI)(
(HDHDCIHDIHDCAHD(CHDIHDHDCHDIHDIHDCHD(HD)C(=O)N([HDH]

1.504

2.313

Ts34

O=C3N([HDIC@I(HD(C(=OIN(THDIC@I(HI(IC@I(THD(OHDC(HN(HDN(HDC(HD(
H])C1=C([H])C(=C(HNC(HD=CLHDN(C(HD(HDIHDCHD(HDIHDC(HI)(IHDC2=C([
H])C([H])=C([HD)C(HD)=C2[HNC([HD(IHDN3/C4=CAH)C([H])=C([HDC([H])=CA4[H]

1.087

1.805

Ts35

O=C3N([HDIC@I(IHI(C(=ON(HDIC@I(HI([C@I(IHN(OHDC(HN(HDN(HDC(HD(
H])C1=C([H])C(=C(H)C(HD=CLHDN(C(HD(HDIHDC(HD(HDIHDC(HD(HDC2=C([
H])C([HD)=C([HD)C(H)=C2[HNC([HD(IHDNIC(H])(IHDCA=C([HN)C(H)=C([FI)C([F])=
CA4[H]

2.565

2471

Ts36

O=C3N([HDIC@I(IHI(C(=OIN(HDIC@I([HN(C@I(HN(OHDC(HN(HDN(HNC(HD(
H])C1=C([H])C(=C(H)C(HD=CLHDN(C(HD(HDIHDCHD(HDIHDC(HD(HDC2=C([
H])C([HD)=C([HD)C(HD)=C2[HNC(IHD(IHDNIC(H])(IHDCA=C([HN)C(H)=C([FI)C([H])=
C4[F]

2.062

2.231

Ts37

O=C(N(HDIC@@]([HN)(C(HN([H])C1=C(H)C(HD=C(HNC(HD=C1[H])[C@I(H])(OL
HDC(HDIHDN(HDCIRD(HDC2=C(HD) C(H)=C(H) C(=C2[HDN(C(HD(HDIHDC(H
DIHDIHDIC@IN(HNC(=O)N(C3([HDIHD C(HN(THD C4=C(HD C(HD=C(H)C(HD=C
A[HDC(HD(HDC=5C(H)=C(HDC([H])=C([H])C=5[H]

1.301

1.932

Ts38

O=CIN(C(=N[C@@]1(C=2C([H])=C([H)C(H)=C([H])C=2[H])C3=C([H])C(=C([H])C([H]

2.538

2.732
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)=C3[H])CA=C([HN=C([H)C([FN)=CA[H)N([HD)H)C(HD(HDH]

Ts39

O=CIN(C(=N[C@@]1(C=2C([H])=C([H)C(HD=C([H)C=2[H])C3=C([H])C(=C([H])C([H]
)=C3[H])CA=C([HNC(OC([HI)(HDIHD=C(IHDC(H])=CAHDN(HDIHD C(HD([HDH]

1.222

2.565

Ts40

O=CIN(C(=N[C@@]1(C=2C([H])=C(C([H])=C([H])C=2[H])C3=C([HN)C([CM)=C([H)N=C
3[HDIC@@JA(THNC(HD(HDCAHDIHDN(HDHDC(HD(HDIH]

3.678

2.779

Ts4l

O=CIN(C(=N[C@]1(C=2C([H])=C([HDC([H])=C([H])C=2[H])C3=C([HDC([FN=C(HNC([
H])=C3[HDN(HDIHDC(HD([HDH]

2.143

1.927

Ts42

O=CIN(C(=N[C@@]1(/C2=C(\[H])C([H])=C([H])C(HD=C2[H])C3=C([H) C(=C([H])C([H]
)=C3[H])CA=C([HNC(OC(HD(HDC(HN(HDIHD=C(IHDC(HD)=CAHDN(HDIHD C(HI)(
[(HD[H]

2.337

2.282

Ts43

O=CIN(C(=N[C@@]1(C=2C([H])=C([H])C([HD=C([HN)C=2[H])C3=C([H))C(=C([H])C([H]
)=C3HNCHDHDHDN(HDHDC(HD(HDIH]

2.260

2.318

Ts44

O=C(N([C@@]1([HDCHD[HNCHN(HDC(HDHN CHD(HNCL(HDIHD C(HI)(HD)
C2=C(N([HDN=C2[HDC((HD(HDHDCAHD([HNCHD(HDIC@](HD)(NSC(=NC=4C([H]
)=C([HDC(O/C3=CA[H)C([HD)=C([HN)C(H])=C3[H])=C([H]) C=4C5([HN)[HIN(IHD[HDIC
@@]6([HDC(HDHNCHD(HNDCHDHDC(HD(HD) CE(HDH]

3.409

2.844

Ts45

O=C(N([C@@]1(HNCHN[HDC(HDHNCHDHNC(HD(HDCL(HDIHDC(H)(HDL
HDC(HDHDCHD(HDIC@I(HI)(NAC(=N/C3=C(\[H])C([H])=C(OC=2C([H])=C([HDC([
H])=C([HD)C=2[H])C([H])=C3CA([HD[HDN(HDIHDIC@IS([HN)C(HD(HD OC(HD(HDC(
(HD(HDCS(HDIH]

2.914

3.655

Ts46

O=C(OC([HI)(IHDIC@I(THD(NIC(=N/C2=C(\[H])C([H])=C(O/C1=C(HD)C(H)=C([H])C(
[HD=C1[H]))C([H])=C2C3([HNHDN(HDIHDIC@@IA(HNC(HD(HNC(HD(HNC(HD(
HDC(HD(HDCAHDIHDN(HDIC@@T5([HD) CHD(H) CHD(HD CHD(HD C(HD(H
DCS(HDIH]

3.222

2.341

Ts47

O=C3N(C(=N[C@](C=1C([H])=C([SIC=1[CINC=2C([H])=C(CCC([HN)([HD[H])C([H])=NC
=2[HD(C((HDIHDCHDIHDIHDN(HDIHDCHD(IHDIH]

4.097

4.443

Ts48

NCC=1C([H])=C(C([H])=C([H])C=1[H])C=2C([H])=C([SIC=2[H])[C@I3(N=C(N(C(=0)C3(
(HDIHDCAHDHDIHDN(HDIHDCAHD(HDIH]

3.244

2.341

Ts49

O=C(0[C@]2([HDIC@@](HN(OC1=C(C(O[H])=C(HNC(O[HD=C1[H])C2([H])[H])C3=C(
[HDC(O[HD=C(O[HNC(HD=C3[H])C=4C([H])=C(O[H])C(O[H])=C(O[H])C=4[H]

1.276

2.529

Ts50

O=C(N([H])C3=C([HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([HN[HNN([H])[H])C2=C3

[HDC(HD(HDOCA(HDIHD(CHD(HDHD CHD(HDIHDC=5/N=C(/[H])C([CI)=C([H])
C=5[F]

3.288

2.749

Ts51

[H)/C4=C(/C([H])=C1C(OC(HD(HDIC@]3([C@@]12N=C(OC2([HD[HDN(HDIHDC([H])
([HDOC3([HD[H])=CA[H])CE=C([H)N=C([H])C(CCC(HD(HN[H])=C5[H]

2.910

3.381

Ts52

O=C(N([H])C3=C([HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([HD[HNN([H])[H])C2=C3

[HDC(HDHDOCA(HDIHN(CAHD(HDIHDC(HN)(HDIHD)CE=NC([H)=C([Br)C([H])=N
5

3.078

3.038

Ts53

O=C(N([H])C3=C([H])C([H])=C20C([H)(HDIC@@IA([C@@]1(N=C(OCL([HD[HDN([H])
[HDC2=C3[H]) C(IHD(HDCA(HDIHD CS=NC([H])=C([CINC([H])=CSC(HD(HDH]

2.504

2.498

Ts54

O=C(/C1=N/C([H])=C(C([HD=CL[HDC(HN(IHDIHDN(IHDC2=C([H])C(=C([FDC([H])=C2
[HDIC@I3(N([HDC(=NIHDN([SI(=0)(=O)C3(HDIHD C(HD(HDIHDC(HD(IHDIH]

4.523

3.961
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Ts55

O=C(/C1=N/C([H)=C([FI)C([H])=C1[H)N([H])C2=C([F)C(=C([F])C([H])=C2[H])[C@]3(
N([HD)CENIHDN([SI(=0)(=0)C3([HNHN) CHN(HDHD C(HD(HDH]

4.312

4.448

Ts56

O=[SIB(=O)NU/C(=N\H)N([HDIC@](C=1[S]C([H])=C(C=1[H])C2=C([H])C([H])=C([H])C(
CN)=C2[H])(C3(HNHNC(HD(HNIHDC(HD(HDIH]

3.592

3.122

Ts57

O=C(N(HDIC@IL(HDCHN(HDCL(HDHDIC@I[HD(OC(HD([HDHDC(HD(HDIC@
I(HD(OHDIC@@]([HD(N(HDC(=0)C=2C([H])=C([H])C([H])=C(C=2[H])C(=O)N(C([H])
((HDCHDAHDEHDAHDHDCHDIHDCHDIHDCHDHDIHD CHD([HD) O/C3=C(\
[HDC(FD=C(H)C([FN)=C3[H]

2.658

2.141

Ts58

O=C(N([H)CENC(HD([HD) C1=C(HDC(CIN=C(C([CIH=CIHDN(HDISI(=O)(=O)C([H])
(IHDIHDN(HDH])C=2C(=N[S]C=2C([H])([HN[H])C3=C([H)C([H])=C(OC([HI)(IHDIH])
C([HD)=C3[H]

2.553

4.082

Ts59

O=C(N([HD[C@](HN(C(=O)N(HDIC@]([H])(C(=O)O[HNC(HN)([HNC1=C(H)C([H])=C
((HDC(HD=C1HDCHD([HDCHD([H)C(=O)O[HDIC@@I(HD(N(HDC(=0)[C@@]([
HD(N(HDC(HD(HDIC@@I(HD)(O[HD)C(=0)[C@@](HN(N(HDC(=O)[C@@I(THD(N(
H)C(=0)[C@@]([HD(N(HDC(=O)[C@@]([HN(N(HDHNC(HN([HDC(HN(HN)C(=0)O[
HDCHDHDCHD(CHDIHDHD CAHD[HDHD CHDHD C(=O)OHDCHN(HDC(
HD(CHDHDHDCHDHDIHDCHDHDIHD CAHDCHDHDIHDC(HDHDH]~

5.5623

6.340

Ts60

O=[S](=O)(C((HN(HNC(HD(HDIC@@](HN(C(=O)N(HDIC@I(H])([C@]I(HN)(OIH]C(
(HD(HDIC@I(HN(CEOIN(HDIC@I(HN(C(=ON(HD C(HN)((HNC1=C(HNC(HD)=C([

HDC(HD)=CLHDCHNCIHDIHNIHDCHDHNIHDC(HDHDIHDCHD(IHDCHIX(
C(HD[HDHDCHD([HDIHDN(H))C(=O)[C@@](HN)(N([H)C(=0)OC(C(HN(HNHI)(
C(HDAIHDHDCHD[HDHDCHNCHDIHDIHDC(HD(HDIHDC(HD(HDIH]

4.097

3.243

Ts61

O=C(N(HDIC@](HD(C@](HD(OHNC(HD(HDIC@I([HD(C(=ON(HDIC@I(HD(C(=
O)N(HDC(HD(HDC1=C((HDC(HD)=C(HN)C(H)=CLHNC(HD(HDIHDCHD(HDIH])
C(HDIRDCHD(CHDIHDIHDCHD(HDHDIC@@T(THD (N([H])C(=0)OC(C([HI)([H]
)IHDCARDIHDHDC(HDIHDHD C(=O)N(HDIH]

0.649

2.152

Ts62

O=CIN(/C=NHDN(THDIC@IL(C(HD(HDC(HD(IHDIC@I2(HD C(HDHD C(HD(H])
C(HD(HDC(HDHDC2(HDIHDC(HD(HDIC@I4(HDCIHD(HDIC@TIHD(N(THD)C(=
0)C3=C([HN)C(HD)=C([HN)C(H)=C3[HNC(HD(HDC(HD(HDCAHDHD) C(HD([HDH
]

3.886

3.365

Ts63

O=CIN(/C(=N\[HN(HD[C@IL(C(H)(HDC(HD(HDIC@@I2(IHDC(HN(HDC(HN/(H
DEHDAHDCARDIHDC2(HDHDCHD(HDIC@]4(HDCHD(HDIC@ITHD(N(HDC(
H])((HDIC@I3(HD)CHN([HDC3(HNIHNC(HD(HDC(HD(HDCA(HDIHD CHD(HDL
H]

3.319

3.052

Ts64

O=CIN(/C(=N/[HN(HD[C@IL(C(H(HDC(HN(HDIC@@]2([HDCHN(HDC(HN/(H
DEHDAIHDCAHDIHDC2((HDHDC(HD(HDIC@14(HDC(HD(HDIC@I(THD(N(HD)C(
=O)N([H])C3=C([H])C(HN=C(OC(HN(HNIHNC(HD=C3[HNC(HN(HDC(HN(HDCA(
HDIHDC(HD(HDIH]

5.000

3.239

Ts65

O=CIN(/C(=N\[HN(HD[C@IL(C(HN([HDC(HD([HDIC@I2(HNC(HD(HNC(HD(HD
C(HD[HDCHD([HD C2(HNHNC(HD(HDIC@@I3(H) C(IHD(HDN(C(=0)OC(C([HI)(
(HDHD(CHDHDIHDC(HDAHDHDCAHDIHDCHD(HDCI(HDIHDC(HD(HDIH]

3.387

4.164

Ts66

O=[SI2(=O)NU/C(=N/H)N([HDIC@]4('C1=CAHDC([HD=C([HDC([H])=C1[HDIC@@]2([
H)C([HD)([HDN(/C3=N/C(=C(/[F)C(=N3)OC([H)((HDHDC(HI)(IHDHDCA(HDIHNC(
HD((HDIH]

3.292

3.012

Ts67

O=[S]2(=0)N(/C(=N/H)N([HD[C@]4(/C1=C(H)C([HD=C([HDC(H]))=C1[FDIC@@]2([
HDC(HD([HDN(C3=N/C(=C{/[F)C(EN)OC([HI)(IHDIHDCAHN(HDIHD CA(HDIHDC(
H])((HDIH]

3.721

3.108
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Ts68

O=[S]2(=0)N(/C(=N/[HN([HD[C@@]4(/C1=COH])C([HD)=C(H)C([HD)=C1[HD[C@]2(L
H)C([HD)([HDN(C3=N/C(OC([HD(HNHN)=C([H)C(=C3[HNC([H)(IHDOC(HI)([HDC(
H)((HDIHDCA(HDHDC(HD(HDH]

3.215

3.247

Ts69

O=[SI2(=0)N(/C(=N/H)N([HD[C@@]4(/C1=C([H])C([H])=C(H)C(H)=C1[HD[C@]2([
HDC(HD([HDN(C3=N/C(=C{/[F)C(EN)OC(HD(IHDIHDCHD(HDCHD(HDIHDCA(
HDIHDC(HD)(HDIH]

3.086

3.259

Ts70

0=C(C=1C([H])=C([HDC(H)=C(C=1[HDC(=O)N([HDIC@]([HD(C@@](IH)(O[HDC([H]
JHDN([HDIC@I(HN(CEOIN(HDC(HD(HDC(IH(C(HD(HDHDC(HD(HDIHDIC@
@I((HDOHNC(HDHDE(HD(IHDC(HD(HDHDC(HI)(THDC2=C(H)C(H)=C([H])C
((HD=C2[HDN([C@I(THN(C3=C([HDC(HD)=C(IHN)C(HD=C3HNC(HD(HDIHDC(HD(

H])[H]

1.280

1.258

Calibration set

Calibl

O=C(OC(HN(IHDC(HD(HD CHD=C(HDIHDN(HDIC@I(HI)(C(=O)N([HDC@I(HIX
C(=ON(HDIC@@(HD(CHDIHNCHN(CHDHDIHD C(HD(HDIHDIC@@](H])(O
[HDCHD([HDIC@I[HN(C(=OIN(HDIC@I([HI)(C(=OIN(HD)C([HD(HDC=1C(HD)=C([
H])C([H])

3.212

3.130

Calib2

O=C(OC([HI)(HNC(HN(HDCAHD(HN C(HD)=C(HDIHDN(HDIC@I(HN)(C(=O)N([HDI
C@]([HN(CEON(HDIC@@](HN(CHN(HDCHD(CHDIHDIHDC(HD([HDHDIC@
@](HD(OMHDC(HN(HDIC@IHN(C(=O)N(HDIC@I(HD(C(=ON(HDC(HD([HDC=1C
(HD=C

2.950

3.154

Calib3

0=C(/C1=C(HDC(H)=C([HDC(=CL[HNC(HN(H])NAC(=NC=3C([H])=C([H])C(OC=2C(
[HD=C(HDC(IHD=C(HDC=2[H])=C([H])C=3CA(HNIHDN(HDHDN(C(HD)([HDIH])CS(
(HDCHDAIHDCHDAHDCHDIHDCHNIHDCS(HDIH]

2.801

2.889

Calib4

O=C(O[HDC(HI(HDC(HI(HDIC@@N(HD(C(=ON(HDIC@I(HD(C=ON(HDIC@I(
HD(C(=ON(THDIC@I(HD([C@@](HD(OHN)C(HD(HDIC@](HD(C(=O)N([HDIC@](H
DCEON(HDIC@RI(HD(C(=ON(HDIC@I(THN(C(=O)OIHN)C(HN([H)C1=C(H)C([H])
=C(HDC(H]

4.796

4.442

Calib5

O=C(N(HDIC@I(HD([C@@](HN)(OHDC(HN(HDIC@I(HN(C(=O)N([HDIC@I(HN)(C(
=OIN([HDC(HD([HDC1=C(H)C(HD=C(HDC(HD)=CLH) CHN(CHD(HDHDC(H])
((HDHDCHDAHDHDCAHDIHDCAHDCAHDIHDHDC(HD([HDIHDIC@@I(THD(N(
H])C

4.027

3.748

Calib6

O=C(N(HDIC@](HD([C@@]([HN)(OHDC(HN(HDIC@I[HN(C(=O)N([HDIC@I(H])(C(
=OIN([HDC(HD([HDC1=C(H)C(HD=C(HNC(HD=CLHNCHD(CHD[HDHDC(H])
((HEDIHDCHDAHDCAHDCAHDAHDHDCAHDIHDIHDCHD[HD CHDCHD([HDH
D

0.979

3.135

Calib7

O=C2N(C(=N[C@]4(C=1C([H])=C([HDC([FD=C(HDC=1[HD[C@@]2((HNC(IHI(IHDN(
C3=N/C(OC([HDN(HNIHD=C([FI)C(=N3)OC(HN(HNIHNCA(HDIHDN(HDHDC(HN(H
DIH]

4.357

3.896

Calib8

O=C2N(C(=N[C@]4(C=1C([FD=C(HDC([FD=C(HNC=1[FDIC@@]2([H])C(H)([HDN(/C

3=NIC(=C(/FDC(=N)OCHN(HDIHD C(HD(HDIHD CA(HDIHDN(HDIHDC(HI(HDL
H]

3.824

4.010

Calib9

O=C2N(C(=N[C@]4(/C1=C([HDC([CIN=C(HDC(H])=C1[HDIC@@]2([H])C(HD)([HIN(

C3=N/C(OC(HDN(HNIHN=C([FN)CENI)C((HD(HDHD CAHDHDN(HDIHD C(HD([HDI
H]

3.409

3.409

Calib10

O=C2N(C(=N[C@]5(C=1C([FD=C(HDC(H])=C([FNC=1[HD[C@@]2([HNC(H)([HDN(/C
3=N/C(OC(HN([HDHD)=CCIHCE=NI)[C@]4(HDCHD(HDCAIHD HD CS(HDIHDN(

4.187

4.166
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HDIHDC(HD)(HDIH]

Calib11

O=C2N(C(=N[C@]5(C=1C([H])=C(C#N)C([H])=C([H])C=1[HDIC@@]2([HN)C([HD(HIN(
IC3=NIC(=C(/[FDC(=N3)[C@@]4([HNC(HD(HNCA(HNIHDC(HD(HDIHDCS([HNHDN
((HDIHDC(HD(HDIH]

3.367

3.193

Calib12

[FIC=1C([H])=C([FNC(=C(HNC=1[H)[C@@]24N=C(N(C(=O)[C@]2([H])C(HD(HIN(/C
3=N/C(=C(/[F])C(=N3)OC(HD(HNIHNC(HN(HNOHNCA(HD[HN) C(HN([HNHDN(H])
[H]

3.796

3.715

Calib13

O=C2N(C(=N[C@]4(C=1C([FD=C(HDC([FD=C([FN)C=1[HDIC@@]2([HN)C(HD(HDN(C
3=N/C(OC([HD([HDIHD)=CFNCENS)CHD[HD CHD(HDHD CA(HDIHDN(HDIHD C(
(HD(HDIH]

4.252

4.508

Calib14

O=C(/C1=N/C([H)=C([FI)C([H])=C1[HDN([H])C2=C([HNC(=C([F)C(HD=C2[H][C@]3(
N([HDC(ENHDN([S](=0)(=0)C3((HDIHNC(HN(HDHDC(HD(HDIH]

4312

4112

Calib15

O=[SI3(=0)N(C=2C([H])=C(C([H)=CL/C(=C([H)N(C1=2)C([H)([HN)C3(HNIHDC(HD(
HDC(HD(HDIHDC(=ON(HDIC@I([HI(CHDHDN(HDIC@]([HD(C(=O)N([HDC([H)
((HDCIHDCIHDAHDHDCHD(HDIHDIC@@I(HD(OHN C(HD(HN C(HD(HNC([H]
)(H

5.398

4572

Calib16

O=C(N([HD[C@@]([H])(C=1CHD=CHINC(H)=CARNC=HNCHNHNHN C2=C([H
1C(=C{HNC(=C2HDN(CHDHDIHDISI(=0)(=0)C(HNIHDIHNC(=O)N(HDIC@I([H]
)IC@(HD(OIHCHDAHDN(HNC(HI([H])C3=C(HI C4=C(CHD)=CaHI C(HI=C(L
H]NA[S](=

3.569

3.504

Calibl7

O=C(OC([H)(IHNC=1IN=C(OC=1C([HD(HNIHDC(HD(HDHDN(HDIC@I(HN(C(=O)N
((HDIC@@I(HN(C(HN([HD)C2=C(H)C(IHD)=C(IHDC([HD)=C2[HDIC@I(H])(O[H])C([H
DIHDNHDCHD([HD) C3=C(HDC(OC(HD(HDIHD=C(IHDC(IHD)=C3HN) C(HD(HDIS
1=0)(=0)

0.824

2.502

Calib18

O=C(N(HDIC@@]([H])(C=1C([H)=C([HNC(HD=C(H)C=1[HDC(H)((HD[HDC2=C([H
DCEC(HDC(=C2[HDN(C(HD(HDIHDISIEO)(=O)C(HN(HDIHDC(=O)N([HDIC@]([H]
J[C@IHDOHDC(HDIHDNHDC(HD(HDC3=C(IHNC(OC(HN(IHDIRD)=C(IHD C(H
D=C3[H])

2.038

2.033

Calib19

O=C(OC([H)(IHDC=1IN=C(OC=1C([HI)(IHDHDC(HD(HDHDN(HDIC@I(HD(C(=O)N
(HDICeN(HD(Ce@I(HN(OHN)C(HN(HDIC@IHN(C(=O)N(HDIC@I(HD(C(=O)N(
HDCCHD[HDHD(CHDIHDIHD CHDHDHD CHDCHDHDIHDC(HD(HDIHD
C([H]

5.921

4.006

Calib20

O=C(N([H)CENC(HD([HD)C1=C(HDC(IC=C(HNC([CN)=CLHDN(HDIH)C2=C(N(/
N=C2/C([HD)([HD[H])C(HD([HDH])C3=C(HNC(HD=C(OC(HI)(IHNIHDC([H])=C3[H]

1.398

1.656

Calib21

O=C2N([HDC1=C([HN)C(H)=C(H)C([H)=CIN([H])C=3/C2=C(/[H)C([H])=C(C=3[H])C
(FOIN([H])CA=C([H])C([H])=NC([H])=C4[H]

2.530

2.691

Calib22

O=C2N([HDC=1C([H])=C([HD)C([H])=C([H]) C=1N([H])C3=C2C([H])=C([H])C(=C3[H])C(
=O)N([H])C4=N/C(=C(/[H])NA[H])C5=C([H])C([H])=C([FDC([H])=C5[H]

2.533

2.654

Calib23

O=C(N([H)C(ENC(HD([HD) C1=C(HDC(=C([HDC([CIN=C1[H])C2=C([H)N=C([H])C([H]
)=C2[HDN([HD[H])C=3C(=NOC=3C([H])([H])[H])C4=C([HDC(IHD=C(OC(HI(HNIHDC(
[HD)=C4[H]

1.745

1.988

Calib24

O=C(N([H)C(ENC(H(THDC1=C([HD)C(=C(HDC([CM=C1[H])C=2C([H])=C([H])[S]C=2
[HDN([HDHD)C=3C(=NOC=3C([H])(IHDH]) C4=C([H)C([H])=C(OC(HI)(IHDHDC(H])
=C4[H]

1.921

2.654
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O=C(N([H)CENC(HD([HD) C1=C(HDC(=C(HNC(CIN=CL[HNC(HD)=CHDHDN(HDL

Calib2> 1 L p)c=2c=NOC=2C DM C3=CAHNCHN=COCHNHDIHDCAHD=C3[H]

2.367 2.222

O=C(N([HDCENC(HD([HD) C1=C(HDC([CIN=C(OHDC([CI=CL[HDN(HD[H])C=2C(=

Calib26 | Noc=2C DM C3=CAHN CH=COCIHNHDHDCAHD=C3[H]

2.319 2.575

O=C(N([H)CENC(HD([HD C1=C(HDC([CIN=CHDC([CI)=CI[HPN(HD[H)C=2C(=N

Calib27 | 5c=aC(HI)HDIHDC3=CHNCIHN=CHNCIHT)=C3IH]

1.409 2.245

O=C(N([H)CENC(HD([HD)C1=C(HDC([Br)=C([HDC([CI))=CL[HDN([HD[H])C=2C(=N

Calib28 | oc=aC([HIHDIHIC3=CHNCH=COCTHD IHDIHD CH]=C3[H]

2.569 2.071

O=C(N([H)CENC(HD([HD) C1=C(HDC([CIN=C(C([C=CLHDN(HDC(=O)C(HN([H])
Calib29 | N(HDC(HD(HNC(HD(HDIHDN(HNIHD)C=2C(=N[S]C=2C([HD(HN[HDC3=C([H])C([ 4.000 3.685
H])=C(OC([H)(IHDIHDC([H])=C3[H]

[H]C=2C(O[H])=C([H])C=10C=3C(OC=1C=20[H])=C([H])C(O[H])=C40C5=C(OC=34)C(

Calib30 O[H])=C([H])C(O[H])=C5[H]

1.097 1.557

[FIC=1C([HD)=C(C([HD=C([FDNC=1[H)C(HN([HDIC@]I(HDN([H])C(=0)C2=C([H])C(=C
calipar | (HDCEC2HNCAHD(IHDIHDCEOIN(CHDAHNCAHDIHDCHD(HDIHDC(HD([HNDC
((HDAHDCIHDHDIHDIC@IHD(OIHDIC@I3(HDNIHDC(HNHD CAHD(HDN(C3([
HDI

5.000 2.945

[FIC=1C([HD)=C(C([HD=C([FDC=1[H)C(HN([HD[C@]I(HNN([H])C(=0)C2=C([H])C(=C
calibzz | (HDCEC2HDCHN(HDIHDCEOIN(CHDIHDCHDHDCAHNHNIHDC(HDIHNDC
((HDAHDCIHDHDIHDIC@IHD(OIHDIC@I3(HDNIHDC(HNIHD CAHD(HDN(C3([
HDL

4.301 3.353

O=C3N(C([HI)(THDCHD(HDC=5C([H])=C(OC=2C(OC(HN(HN[H])=C([H]) C=1N=C(N(
calibas | CUHD(IHDC=1C=2[HN[C@@](H)(CIHN([HNC3(HDHDIC@@]4(HDCHN[HNC(H]
JHDCIHDIHDCARDIHDCAHDIHDN(HDIRD C(HD)=C([H])C=5[HDIC@]6(IHDC([H]
J(HDC(H

3.921 3.715

O=C(N(HDIC@@]([HN)(C1=C([H)C(HD=C(HDC(IHD=CL[H]C(H)([HDH])C2=C([H])
calibga | CECUHNCECHDN(CHDIHDIHDISI=0)(=O)C(HDIHDHNC(=OIN(HDIC@I([HIX
[C@I(HD(OHDC(HD(HDIC@@I(HN(OC(HN([HDHN) C(=O)N(HDIC@](HD(C(=O)N
((HDC(HD

2.678 3.293

O=C(N(HDIC@@]([HN)(C1=C([H)C(HD=C(HDC(IHD=CL[HN)C(HD([HDH])C2=C([H])
calipzs | CECUHNCEC2HDN(CHNHDIHDISIE0)E0)CHD(HDIHDC(=OIN(HNIC@]([H])(
[C@@](HN(O[H]))C(HN(HDIC@@T(THD(OC(HD(HDC(HD=C(IHDIHDC(=O)N(H][C
@I(HD(C(=

4.481 3.396

O=C1C([H])=C(0C=2/C1=C(/O[H])C([H])=C(O[H])C=2[H])C3=C(O[H])C([H])=C(O[H])C(

Calib36 [H])=C3[H]

0.083 0.404

O=C3N(HDIC@I(HD(CEONIHDIC@IHNIC@ITHDOHNCHNHINIHNCTHD(
calibgz | HDCL=CAHDCECAHDC(HD=CLHDC(CAHDCHDIHDCHDAHDIHDCAHDHDIHNCC

(HD(HDC2=CHNCAF)=CAHNCF)=C2HNCAHD(HDNSCHD(HDC4=CHNC(FD
=c((H

4.699 3.156

O=C3N(C([HI)(HDIC@@I([HD(C(=O)N(HDIC@]I(HD(C@I(HN(OMHN CHD(HDN([H]
calivzg | JCUHDAHNCL=C(HDC(=C(HNC(HD)=CLHNNCHDIHNHDCHN(HDIHDCHN([H
DC2=C([HN)C(H)=C(HN)C(H)=C2[HDC3([HNHNC(HD(H)CA=C([H))C([H])=C([H])C
(HD=C

1.659 1.872

O=C3N([HDIC@I(IHI(C(=ON(HDIC@I(HI)([C@I(IHD(OIHDC(HI(HDN(HNC(HD(
H])C1=C([H])C(=C(HNC(HD=CLHDN(C(HD(HDIHDCHD(HDIHDC(HD(HDC2=C([
H])C([H])=C([H])C([H])=C2[H])C(H])((HDNI3C([H])(THD C(HI)(IHD C4=C([HN) C(HD)=C([

Calib39 1.167 1.871
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HDC(

Calib40

O=CIN(C(=N[C@]1(C=2C([H])=C([H])C([HD)=C([H])C=2[H])C3=C([HDC(=C([HDC([H])=
C3[H]C4=C([H])C(HD)=NC([H])=CAHDN(HDIHD C(HD([HDIH]

1.420

2.360

Calib41

O=CIN(C(=N[C@@]1(C=2C([H])=C([H)C(HD=C([HDC=2[H])C3=C([HN)C(=C([H])C([H]
)=C3[H])CA=C([H)N=C([H)C(=CA[HDC(HD(HDHDN(HDIHDC(HD(HDIH]

2.367

2.522

Calib42

O=CIN(C(=N[C@@]1(/C2=C(\[H])C([H])=C([H])C([H])=C2[H])C3=C([H])C(=C([H])C([H]
)=C3[H])CA=C([HN=C([H])C(C#N)=CA[H]N([HD[HD C(HD)(HDIH]

2.328

2.636

Calib43

O=C(N([C@]L(HDC(HDIHDCHDIHDCAHDIHDCHD(HDCLHDIHDC(HD(HDC=
2N=C([S]C=2[H])C(HD([HDOC(HD([HDHD CHD(HD CHD(HDIC@](HD(NSC(=N/C
4=C(\[H)C(HD=C(O/C3=C(\[H)C(HD=C(HNC([H])=C3[H])C([H])=CAC5([HN)[HIN([H]
)IHDL

3.886

3.516

Calib44

O=C3N(C(=N[C@](C=2[S]C([H])=C(/IC1=CA[H]))C(CHCC(H)([HN[HD=C([HIN=C1[H])C
=2[HD(C3(HDHDCHDHDHDN(HDHDCAHD(HDIH]

4.108

3.680

Calib45

O=C(N([HDC(HDHNCHD (HNCHDAHDCHDHD CAHD(HDCHDHD CHD(H]
)CHDHDCHDHDCHD[HDN(HDC2=C1C(HD=C([HNC(HD=C([H))C1=NC3=C2

CHDHNCHDIHDC(HDHD) C3([HD[H]) C=40C=5C(C(=0)C=4[H])=C(O[H])C([H])=

C(O[H])

1.975

2.047

Calib46

O=C(N([HDC(HDHNCHD(HNCHDAIHDCHDHD CAHD(HDCHDHD CHD(H]
)CHDHDCHDHD CHD[HDN(HDC2=C1C(HD=C([HDC([CIN=C([H])C1=NC3=C2

CHDHNCHDIHDC(HDHIC3([HDIH) C=40C=5C(C(=0)C=4[H])=C([H])C(OC([H])
(HD

1.374

2.160

Calib47

O=[SIB(=O)N(C(=EN[C@@](C=1[S)/C(=C(/[H])C=1[CI])C2=C([H))C(CHCC([H])([HDH])=
C(HDN=C2[H])(C(HD([HDHD)C3([HNIHDN(HDIHDC(HD(HDIH]

4.620

4.628

Calib48

O=C(N([H])C3=C([HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([HN[HDN(H][H])C2=C3

[HDCHD(HDOCA(HDIHN(CHD(HDIHDC(HN)(HDIHD)C=5/N=C(/[H)C([F])=C([H])
C=5[H]

2.932

2.828

Calib49

[Hl/Ca=C(IC([H])=C1C(O[C@](HD([C@I3([C@]12N=C(OC2([HN)[HN(IHDHDC(HN(
HDOC3([HDHD C(HD(HD CHD(HD C(HD(HDH])=CA[H])CS=C([H])N=C([H])C(C#C
C(HD([HDIH])=C5[H]

3.056

2.743

Calib50

[FIC(IFDFDCHDIHDC(HD(HDIC@I3(H)O/CI=CAHDC(H)=C(C(H)=Cl[C@@]2
(N=C(OC2([HDHDN([HDHDIC@]34C([H])([H])OCA([HD)[H])CE=C([H)N=C([H])C(C#C
C(HD(HDIR])=C5[H]

2.061

2.221

Calib51

O=C(N([H])C3=C([H]))C([H])=C20C([H)(HDIC@@IA([C@@]1(N=C(OCL([H[HDN([H])
[HDC2=C3[H]) C(IHD(HDCA(IHDIHD CS=NC([H])=C(C#N)C([H])=CSC([HD(HDIH]

2.668

2.624

Calib52

O=C(N([H])C3=C([HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([HD[HNN([H])[H])C2=C3
(HDCHDIHDCAHDIHD(CAHDIHDIHDC(HD(HDIHD CS=NC([H])=C(/N=C5/[H])OC(
(HD(HDIH]

3.213

3.326

Calib53

O=C(N([H])C3=C([HNC([H])=C20C([C@@]A([C@]1(N=C(OCL([HDHIN(H]H])C2=C3

(HDCHD(HDOCA(HDIHD(CAHD(HDIHD CHD(HDIHD) C=5/N=C(/[H])C([CI)=C([H])
C=5[H]

0.520

1.753

Calib54

[FIC=1C([H])=C(C([H])=C([FNC=1[HDC(H)(IHDIC@I([HI)(N([H])C(=0)C2=C([H])C(=C
((HDC(=C2[HNC(HDHDIHDCEOINCHD[HD CHD(HD CHD(HDHD C(HD(HD)C
(HDIHNCHDIHDIHDIC@I(HD(OIHDIC@I3(THDN(HNC(HD(HDCIHD(HDN(C3(L
HDI

1.237

2.873
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Calib55

[FIC=1C([H])=C(C([H])=C([FDC=1[HDC(HD(HDIC@]([HN(N([H])C(=0)C2=C([H])C(=C
((HDC(=C2[HN)C(HN[HDHDCEOINC(HD[HN CHD(HDC(HD(HDHD C(HD(HD)C
(HDIHDCHDIHDIHDIC@T(HD(OMHNIC@I3(HDN(HNC(HD(HNDC(HD(HDN(C3([
HDI

1.921

2.753

Calib56

O=C(N(HDIC@IL(HDCHN(HDCL(HDHDIC@I[HD(OC(HD([HDHD C(HD(HDIC@
I(HD(OHDIC@@](HD(N(THDC(=0)C2=C([H)C(=C([HNC(=C2[H])C(=O)N([H])[C@@](
[HD(C3=C([HDC(HD)=C((HN)C(H)=C3HNC(IHD(HNIHDN(C(HD(HDIS](=0)(=0)C([H
D(HDIH]

1.745

2.783

Calib57

O=C(N([H)CENC(HD([HD) C1=C(HDC([CH=C(CMC(H)=C1[H)N(H)[H])C=2C(=N
OC=2C([HN([HDHN)C3=C([HNC(HD=C(OC([HI)(IHDIHDC(H])=C3[H]

2.041

2371

Calib58

O=C(N([HD[C@I(HD([C@N(HD(OHNCHN(IHDIC@I(HD(C(=O)N(HD[C@]([H])(C(=
O)N([HDC(IHD(HNC1=C([HDC([HD)=C(HDC(IHD=C1[HNCHD(C(HDIHDIHDCHD(
HDHDC(HD[HDIHDCHDHDCHD(CHD(HDIHDCHD(HDIHDIC@N(IHD(N(HD)
C=

4.229

3.009

Calib59

O=C(O[H])C(HD(HNC[HN([HDIC@I(HDN(HDHN)C(=O)N([HDIC@@](IHN(C(=O)N(
[HDIC@I(HD(C(=ON(HDIC@I(HD([C@@I(HN(O[HNCHN(HDIC@I(HN(C(=O)N([
HDIC@I(HD(C(=ON(HDIC@I(H])(C(=O)N([HD)[C@@]([H])(C(=0)O[H)C(HN)([H])C1
=C(HDC(HD=

4.796

4574

Calib60

O=C(N([HD[C@I(HD(C(=ON([HDIC@]([H])([C@@](IHN(OHNC(HD(HDIC@I(HI)(C(
=O)N([HDIC@I(HN(CEOIN[HNCHD([HD CHD(CHD[HDHD C(HD(HDIHDC(H)
(CHDIHDHDCHDHDHDCHDHDHD CAHDIHDCHD(CHDHDIHD CHI)(H
]

2.327

3.092

Calib61

O=CIN(/C=N\HDN(THDIC@IL(C(HN(HDC(HD(HDIC@]2(HD C(HDHD C(HD(H])
C(HDIRDCHD IR C2(HDIHDC(HD(HDIC@IA(HDC(HI(HDIC@I(HD(N(HDC(=
O)N([HD)C3=C([HDC(H)=C(C#N)C([H])=C3[HDC(HD(HDC(HD(HDCA(HDIHD C(H])
(HD

4.523

4.241

Calib62

O=CIN(/C=N\HDN(THDIC@IL(C(HD(HDC(HD(IHDIC@I2(HD CHDHD C(HD(H])
C(HD(HDC(HD(HDC2(HDIHDC(HD(HDIC@]4(HDC(HD(HDIC@IHD(N(HD)C(=
O)N([HDC3=C([HDC(H])=C(IHNC(HD)=C3HNC(HD(HNC(HD(HNCA(HDIHD C(HI)(
[HD

3.796

3.719

Calib63

O=CIN(/C(=N/[HDN(HD[C@IL(C(H)(HDC(H)(HDIC@@I2(IHDC(HN(HDCHN/(H
DEHDAHDCARDIHDC2((HDHD CHD(HDIC@I3(HDCHD(HDN(C(HD(HDC(HD)
((HDC3(HPIHDCHD[HD CHD[HD CHD[HD CHDHD C(HDHDIHDC(HD(HD)

3.119

2.939

Calib64

O=[SI2(=O)N(/C(=N/H)N([HDIC@]4(/C1=CAHDC([F)=C([F)C(H)=C1[FDIC@]2([H])
C(HD([HDN(C3=N/C(OC(HD(HNIHN)=C([H])C(=C3[HD C([HI)(IHDOC(H])([HD[H])C4
((HDIHDC(HD(HDIH]

4.155

4.261

External set

Extl

C0040=C2N([HDI[C@I(HN(C(=O)N(HDIC@@I(HN(CHN([HN)CIHN(CIHN(HDIHI)C
((HD(HDIHDIC@@I(HN)(C[HDC(HD([HDIC@I(HN(C(=O)N([HD[C@I(H(C(=O)N(H
DEHDIHDC=1C(HD)=CHDC(HD)=C(HN)C=1HDCHN(CHDHNIHDC(HD(HDIH
DEHDIHDHDCIHDHDCEOIN(HDCHD(IHD CHD[HDCIHD([HD CHD([HDC(
HD(IHDOC(=ON([HDIC@@]2(IHDC(HN(CHD(IHDIHDC(HN(HDIH]

2.966

3.084

Ext2

C0050=C(OC(HN(HNC(HNHNC(HD(HNC(HD=C(IHDHDN(HDIC@]I(HDN(C(=O)N
(HDIC@I(HD(C=ON(HDIC@@I(HN(C(HD(HD) CHN(C(HD(HDHD) C(HD(HDH]
JC@@(HNOMHNC(HD(HDIC@I(HN(C(=ON(HDIC@I(THD(C(=O)N(IHDC(HI)([HD
C=1C([H)=C(HDC(HD=C(H)C=1[HDCHD(CHDHDHDCAHNHDIHDC(HN{HD
[HDCIHD(HDCE=OIN(THDCHI)(THD C(H])=C(HDH) CHN (CHN([HDHD) C(HN([H

2.950

3.093
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DIH]

Ext3

C0060=C1OC([H])(IHDCHI)(HDCHI(HDC(HD)=C(IHNCHN(HDN(HDC(=0)C([H]
JHDIC@IIHD(N(HDC(=O) [C@@](HDNHDC(HN(C(HDHDIHDC(HD(IHDIHDC(
=O)N([HD[C@@I(HD(C(HDHNC(HDC(HDHDIHDC(HD(HDHDIC@@](HD(OMH
DCHD(HDIC@RIHN(C=OIN(THDIC@T(HN(C(=OIN(THDC(HD)(THD C=2C(HD)=C([H])
C(HD=C(HDC=2[HNC(HD(CHDIHDIHDCHDAHDIHDC(HN(HDIH]

3.848

3.684

Ext4

C0150=C(C=1C([H])=C(C([HD=C(C=1[HDC(=O)N([HD[C@@I(THN(C(HD(HNC(HD(C(
(HD(HDIHDC(HD(HDIHDIC@@](HD(OHNC(HD(HDIC@I(HD(C(=O)N(HDIC@I(

HI)(C(=OIN(IHDCHD(CAHD(HDIHDCHDIHDIHD CHD(CHD[HDHD CHD(HDI
HDC(HDHDIHDN(CHD(HDIHDISI(EO)(=O)C(HN(IHDIHDN(HDC(HI)([HDC=2N=

C(OC=2C([HN(HDHNC(HD(HDIH]

4.745

3.570

Ext5

C0200=C(N(C(HD(HDHDIC@@IL(HN)CHD[HD CHD[HN CHD(HD C(HD(HD)C1
(HDHDCHD(HDCHN(HDIC@@]([HD(NAC(=NC=3C([H])=C([H])C(OC=2C([H])=C([
H])C([HD)=C([H])C=2[H])=C([H])C=3CA([HD[HDN(HDIHDIC@IS((HDC(HN(IHNC(HN{
HDC(HDHDCHD(HDCS(HDH]

3.523

3.030

Ext6

C0280=C(N([HD[C@](HD([C@@I(IHD(OHNC(HD(HDIC@RT(HI(C(=OIN(HDIC@I(
HD(CEO)N(HDC(HD(HN) C1=C([HD C(HD=C(HN)C([H])=CLHDC(HN(C(HI)(HDIH])
C(HDIHDHDCHD[HDHDCHDHDCHDCHDHDHDC(HD(HDIHDIC@@I(
HD(N((HDC(=0)[C@@](THD(N([HDC(=0)OC(C(IHN(HDIHD(C(HDHDIHDC(HD(HDL
HDCHDCHD(HDIHNCHDHDIHDC(HD(HDC(=O)N([HDH]

4.229

3.904

Ext7

C1090=C(N([H])[C@@]([H])(C=1C([H])=C([HDC([HN=C([HN)C=1[HDC([HD(HN[H])C2=
C(HDC(EC(HNCEC2HDN(C(HDHDIHDISIEO)EO)C(HD(HDIHDC(=ON(HDI[C@
IHD(C@IIHDOHNC(HDIHDN[HD CHNCHDHDHD CHD(HDIHDC(HD(HD)
C3=C([H)C(HD=C(HNC(H])=C3[H]

2.372

1.766

Ext8

C1150=C(N([H])C(=NC([H])([HDC1=C([HDC(CM=C(H)C(CIN=CL[HDN([H)[H])C2=C
(NUN=C2/C([H])(THDIHDC(H(HDIHD C3=C(H) C(HD=C(OC(HN(HNIH) C(IHD=C3[
H]

1.398

1.712

Ext9

C1170=C30C=2C(OC([H])([HDIC@@](IHN(OMHN C(O[HN(C(HD(HDIHD C(HD(HDIH]
)=C1OC([H])=C([H])C1=C(OC(HN(HNIH])C=2C([H])=C3[H]

0.260

0.995

Ext10

C1230=C2N([H])C1=C([H])C([H])=C([H])C([H])=C1N([H])C3=C2C([H])=C([H])C(=C3[H]
)C(EOIN([HDCA=C([HDC(HD)=C(IFDC([H])=CA[H]

2.676

2.639

Ext11

C1240=C(N([H])[C@@(IHD(C1=C([HN)C(HD)=C([FDC([H)=C1[HD)C(HD([HDH])C=2C
(IHD=C(C(HD=C(C=2[HDN([HDIS](=0)(=O)C(HN(HDIHNC(FON(HDIC@I(HD(C@
@I((HDOHNC(HDIHDN(HDIC@@I3([HN) C(HD(HD) C3(HNIHD C(HD(IHDC4=C([H]
)C([HD)=C([H])C([H])=C4[H]

4.000

2.982

Ext12

C1340=C(N([H])C(=NC([H])([HDC1=C([HNC(=C(HNC([CM=CI[HDC(H])=C([HDC([H])
((HDOC(HD(HDIHDN(HNHN)C=2C(=NOC=2C([H])([HN[H])C3=C([H])C([H])=C(OC([H
DHDIHDC(HD=C3[H]

2.824

2.037

Ext13

C1400=C(N([H])C(=NC([HD)([H])C1=C([H)C([C=C(HNC([CM=CL[HDN([H])[H])C=2C
(ENSIC=2C(HD(HDHD) C3=C([HNC([H))=C(OC(HI)(IHNIHDC(H])=C3[H]

2.538

2.601

Ext14

C153[H]C=2C(O[H])=C10C=6C(OC1=C3C=20C=4/C3=C(/O[H])C([H])=C(O[H])C=40/C5
=C(\[H])C(O[H])=C([HDC(O[H])=C5[H])=C(O[H])C([H])=C(O[H])C=60C=7C([H])=C(O[H
DC(H)=C(O[H])C=7[H]

1.886

1.258

Ext15

C1580=C(/C1=C(\[H])C(=C([H])C(=C1[H])C(=O)N2[C@]([HD(C(HD(HNC(HD(HDC2([
HDIHDCHD([HDOC(HD([HDHD CHD([HDHDN(HDIC@I([H)(C@I([HD)(CHDIC@
IBIHDNHDEIHDIHDCIHDIHDN(C3(IHDIHDISIEO) =0)[C@@]4(HDC(HD(HDC4

4.155

4.345
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((HDIHDC(HDIHDCS=C(HDC(FI)=C(IHDC(FD=CS[H]

Ext16

C1670=C(N([HD)[C@@]([HI)(C1=C([H))C(H)=C([HD)C(H)=C1[HDC(H])((HD[HDC2=
C(HDC(EC(HDCEC2HDN(C(HD(HDIHDISI=O)(=O)C(HN(HDIHDC(=O)N(HD[C@
I(HD(C@I(HDOHNC(HD(HDIC@@I(HN(OC(HN([HDHN) C(=O)N(HDIC@](H])(C
EON(HDCS(HD(HNC3=C([HDC(HD)=C(HD C(HD)=C3HNC(HD(C(HD(HNIHDC([H]
J(HDIHDC(RI(IHDO/CA=CAHDC(FD=C(HDC([F)=CA[H]

2.678

3.169

Ext17

C1720=C(N([H])[C@@]([HD(C=1C([HD)=C((HDC(H])=C([HN)C=1[H)C(HD(HDH])C=2
C([HD)=C(C([HD)=C(C=2[H)N(C(HN([HDIHD[SI(=O)(=O)C(HN([HNH])C(=O)N([HDIC
@l((Hh((Ce@([HN(O[HN)C(HD(HDIC@@I(THD(OC(HD(HNC3=C([HN)C(HN)=C([H])
C(HD)=C3[H)C(=ON([HDIC@I(HN(C(=OIN(IHDC(HI)(IHDCA=C(HD C(HD=C(HNC(
H])=CA[HD) C(HD(CHD([HDHD CHD[HDHD C(HD(H)OC=5C([H)=C([F)C([H])=C(
[F)C=5[H]

3.699

3.899

Ext18

C1770=C(N([H])C1=C([H])C([HD=C(HN)C([H])=C1[HD[C@]I(HN(OC(HD(HNIH])C([H]
J(HDIC@I(HD(OIHDIC@@](HD(N([H)C(=0)C2=C([H])C(=C([H])C(=C2[H])C(=O)N(]

HDIC@@]([HD(C3=C([HN)C([H])=C([HNC([HN)=C3[HNC(HD[HDHDN(C(HD(HDISI(=
O)EO)C(HD(HDHDCHI(HDIHDC(HI(IHDO/CA=CAHDC([FD=C(HDC([F)=CA[H]

2.699

2.405

Ext19

C1840=C(OC(C(HN[HDIHD(C(HNAHDHDC(HD(HDHDN(HDIC@]([H)(C(=O)N([H
DIc@lHN(IC@I(HNOHDC(HNIHDIC@IIHN(CEOIN(IHDIC@I(HN)(C(=O)N([HD)C(
(HD(HDC1=C((HDC(HD=C(HN)C([HD)=C1HNC(HNCHN(HDIHNCHN(HDIHDC(
HDHDHDCHDHDCHD(CHDHDHD CAHD((HDIHDC(HD(HDC(=O)N([H])[H]

1.504

2.150

Ext20

C2010=C3N([HDIC@I(HN(CEON(HDIC@I(HD(C@I(HD(OIHNC(HN(HDNIHNC(
H)((HDC1=C([HD)C(=C([HDC(HD=CLHDN(C(HD(HNIHDC(HD(HNIHDC(HD(HDC
2=C([HD)C(HD)=C(HNC(HD=C2[HNC(HD(HDNIC(HD)(HDCHD(HDCIHN(HDCT

HD((HDIH]

0.398

0.564

Ext21

C2020=CIN(C(=N[C@]1(C=2C([H])=C([HDC(H])=C([HDC=2[H])C3=C([H]) C(=C([H])C(
[HD=C3[H])C4=C([H)C([H)=NC([H])=CA[HDN(HDIHDC(HD(HDIH]

1.420

2.498

Ext22

C2080=CIN(C(=N[C@]1(C=2C([H])=C([HDC([H])=C([HD)C=2[H])C3=C([H) C(=C(HC(
[HD=C3[H])C4=C([H)N=C([H])C([CIN)=CA[H)N([HDH) C(HD(HDH]

3.046

2972

Ext23

C2120=CIN(C(=N[C@@]1(C=2C([H])=C([H])C([H])=C([H])C=2[H])C3=C([H])C(=C([H])
C([HD)=C3[H])CA=C([H)N=C([HNC([HD=CAHDN(HDIHDC(HD)([HDIH]

1.770

2.372

Ext24

C2130=C1IN(C(=N[C@@]1(/C2=C(\[H])C(=C([H])C([H])=C2[H])C3=C([H)N=C([H])C([F]
)=C3[HD[C@@IA(HNC(HD[HNCAIHDIHDN(HDIHDC(HD(HDIH]

2.796

2.549

Ext25

C2190=CIN(C(=N[C@]1(C=2C([H])=C([HDC([H])=C([H])C=2[H])C3=C([HDC([F)=C([H]
)C([HD)=C3[HDN([HDHD)C(HD([HDH]

2.143

2.174

Ext26

C2240=CIN(C(=N[C@@]1(C=2C([H])=C([H])C([H])=C([H])C=2[H])C3=C([H])C(=C([H])
C([HD)=C3[H])C4=C([H])N=C([HDC([H])=CAHDN(HDIH])C(HD([HD)[H]

2.276

2.372

Ext27

C2290=C(N([C@@]L([HDC(HN(HDCHNIHDCHNHDCHDHD CLHNIHDC(H)
((HDC2=C([HPN(N=C2/[HNCHDN(HNHNC(HD[HNC(HD(HDIC@I(IHD(NSC(=NC=4
C([HD)=C([H])C(O/C3=CAHN)C(H)=C([H]) C([H)=C3[H])=C([H)C=4C5([HNHDN(H]L
HDIC@@]6((HDCHN(HDCHNIHDCHD(IHDCHN(HD)CE(HDIH]

3.959

3.832

Ext28

C2340=C(N([C@@]L([HDC(HN(HDCHNIHDCHNIHDCHDHDCLHDIHDC(H])
((HDC=2N=C([S]C=2[HNC([HI)HDHDCHN(HDCHN(HDIC@I([H])(NSC(=NC=4C([
H])=C([H)C(O/C3=CA[H])C([H])=C([HD)C([H])=C3[H])=C([H])C=4C5([HN[HDN(HDIH])
[C@@I6(HNC(HDHNC(HDHNC(HD(HNC(HD(HDCE(IHDIH]

3.102

3.256

Ext29

C2390=C(OC(HD(HDIC@]([HD(N3C(=N/C2=CA[H])C([H])=C(O/C1=CAH])C(H])=C([
H])C([H])=C1[H])C([H)=C2C3([HN[H)N([HN)[HDIC@@]4([H))C(HD([HN) C(HN([HD)C([

3.420

2.813
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HD((HDCIHD(HDCA(HDHDN(IC@@]5(THDCHD(HDCHD(IHDCAHD(IHDCHN
H)CS(HDHDC(HD(HDIH]

Ext30

C2400=C(OC(HD(HDIC@](HD(N3C(=N/C2=CA[H])C([H])=C(O/C1=CAHD)C(H])=C([
H])C([H])=C1[H])C([H)=C2C3([HNHNN([H])[H])CA=C([H])C([HD=C([HDC([H])=CA[H])
N([C@@]5([HD)CHD([HD CHD[HD CHDHD CHDHD CS(HDIHD CHD(HDIH]

2.106

2.360

Ext31

C2460=C4AN(C(=N[C@@](C=1C([H])=C([HDC([H])=C(C=1[H])C2=C([H])C(CN)=C([H])C
(IHD=C2[H)(C3=C([H))C(HD)=C([HN)C(HD)=C3[H) CA([HDIHDN(IHDIHDC(H)(THDIH]

1.022

1.487

Ext32

C2520=C(0[C@]2([HD[C@@]([H])(OC1=C(C(O[H])=C([H)C(O[H])=C1[H]))C2([HN[H])C
=3C([H])=C(O[H]DC(O[H])=C(O[H])C=3[H])C=4C([H])=C(O[H])C(O[H])=C(O[H])C=4[H]

2.678

1.075

Ext33

C2570=C(N([H])C(HD([HDCHD([HD CHD[HN CHD[HDCHDHDC(HDN(HDC(H]
J(HDCIHDIHDCAHDIHDCHDIHDN(HDC=2C=1C([H])=C([H])C(H)=C([H])C=1N=
C3C=2C([HN)((HDC(HDHN CHD(HNC3(HNIH])C=40C=5C(C(=0)C=4[H])=C([H])C(
OC([HN(IHDIHD=C(OC(H)(THDIHDC=5[H]

2.056

2.215

Ext34

C2620=C2N(/C(=N\[H)N([HD[C@]4(C=1C([CI))=C([H)C([H])=C([F)C=1[H])[C@@]2([
HDC(HD([HDN(C3=N/C(OC(HD(HDIH)=C([FI)C(=N3)C((HN(HDIHDCA(HDIH])C(H
D(HDIH]

4.051

4.094

Ext35

C2660=C(N([H])C3=C([H])C([H])=C20C([C@]4([C@@]1(N=C(OCL([HN)[HN(HD[HDC
2=C3[HDC(HD(HDOCA(HDHD(CHN(HDIHNC(HD(HDIHDC=5/N=C(/[H])C([CI])=C
(IHDC=5[F]

3.288

2.905

Ext36

C270[H]/C4=C(/C([H])=C1C(OC([C@I3([C@@]12N=C(OC2([HD[HIN(IHDIHI)C(HI)([H]
)OC3(HDHD(C(HD([HDHD) CHD(HD[HD)=CA[H])C5=C([H)N=C([HC(OC([HI)([HDL
H])=C5[H]

2.593

2.329

Ext37

C275[H]/CA=C(/C([H])=C1C(OC([C@RI3([C@@]12N=C(OC2([HN[HNN(IHDIHI)C(HN)([H]
)OC3([HDHD(C(HD([HDHD CHD([HD [HD)=CA[H]) CS=C([H)N=C([H))C(CCC([H])([H]
)IH])=C5[H]

3.044

3.163

Ext38

C2830=C(N([H])C3=C([H])C([H])=C20C([C@]4([C@@]1(N=C(OCL([HN)[HN(HD[HDC
2=C3[HNC(HD(HNOCA(HNHN(CHDHNIHNC(HD(HDIHDCS=NC([H])=C([CINC(L
H])=C5C([HD)([HD[H]

3.190

3.442

Ext39

C2890=C(N([H])C3=C([H])C([H])=C20C([C@]4([C@@]1(N=C(OCL([HN)[HN(HD[HDC
2=C3[H)C(HD(HNOCA(HDHN(C(HDIHNDIHDC(HD(HDIHDC=5/N=C([H)C([C))=C
((HDC=5[H]

3.987

2.848

Ext40

C2940=C(N([H])C3=C([H])C([H])=C20C([C@]4([C@@]1(N=C(OCL([HHNN([H])[H])C
2=C3[H)C(HD[HNCA(HDHD(C(HDHNDIHDC(HD(HDIHDC5=NC([H])=C(/N=C5/[H]
)JOC([HI)(HDIH]

3.213

3.098

Ext41

C2950=C(N([H])C3=C([H])C([H)=C20C([C@]4([C@@]1(N=C(OCL([HD)[HIN(HD[HDC
2=C3[H)C(HD[HNCA(HDHD(C(HDHDIHDCHD(IHDIHD CS=NC([H])=C(/N=C5/[H]
)C(FD(FDIH]

3.278

3.192

Ext42

C3010=C(/C1=N/C([H])=C(/N=CL/[H)OC([HI)(IHDHDN([H)C2=C([HDC(=C([FNC([F])=
C2[HDIC@IN(HNCENHDN([SI(=0)(=O)C3(HDHD C(HD(HDIHD C(HD(HDIH]

4.979

4.840

Ext43

C3040=[S]3(=0)N(/C(=N\[H)N([HD[C@](C=1[S]C([H])=C(C=1[H])C2=C([H))C([H])=C([
H])C(CN)=C2[H])(C3(HNIHNC(IHD(HDIHDC(HI)(HDIH]

3.592

3.245

Ext44

C3080=C(N([HDIC@](HN(C(=O)N(HDIC@]I(HN(C@@](HI)(O[HDC(HI)(HDIC@I(

H)(C(=O)N([HDIC@I([H)(C(=O)N([HDC(HN)([H])C1=C([H)C(HD=C(H)C([HD=C1[H]
)C(HD(CHDAIHDIRDCHDHDHD CHD(HD HD CHDHD CHD(CHDHNIHDC(
(HDHDIHDCHDHDCEOIN(HDCHD (HDC(HD=C(HDIHDIC@I([H) (N(HDC(=0)

3.569

2.098
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OC([HN(HDC(HD)=C(HDHDCHN(CHD(HDHDC(HD(HDH]

Ext45

C312[F]C=1C([H])=C(C(H)=C([FNC=1[HN C(H)([HDIC@](HD)(N([H])C(=0)C2=C([H])

C(=C(HDCEC2HNC(HDHDIHDCEOIN(CHD(HDCHD(HDCHD(IHDIHD C(HI)X(

(HDCHDHDCHD(HDIHDIC@I(HD)(CIHDIC@IZ(HDN(HD CHN)([HD) CHD ([HDN(
C3([HDIHDIS](=0)(=0)C4=C([HDC([H])=C([HDN=CA[H]

1.237

1.453

Ext46

C3160=C(N([HD[C@I(HD([C@@I(IHD(OHNC(HD(HDIC@I(HN(C(=ON(HDIC@I(
HI(CEOIN(HDCAHDHDCHD(CARDIHDHDCHDIHDIHD CHD(CHD(HDHD)C
((HEDHDHDC(HDIHDIHDC(HDHDCHD(C(HDIHDHDE(HI)(HDIHDIC@@](H]
JN([HDC(EO)[C@@](HN(N(H)C(=0)OC(C(IHD(HNIHN(C(HN(HDIHD C(HD(HDIH]
)CHD(CHDIHDIHDCHD[HDHD CHD(HD CHDHDISIC(HD(HDIH]

5.097

3.649

Ext47

C3210=C(N([HD[C@I(HN(C(=O)N([HD)C(HD(HD) C1=C([HDNC([H]))=C((HDC([H])=C1[H
DEHDCHDIHDHDCHNIHDHDIC@I([HD(OCHN(IHDIHDC(HD([HDIC@I(HI)(
O[HDIC@@I(IHN(N([HNC(=0)C2=C([H)C(=C([HDC(=C2[HNC(=O)N([H])[C@@]([H])(C
3=C([HDC(HD)=C(HN)C(H)=CI[HNC(HN(HDHDN(C(HD(HDISI(=O)(=O)C(HD(HD)
(HDCHD(HDIHDC(HN([H])O/CA=CAH])C([H])=C([Br])C([H])=CA4[H]

3.125

2.623

Ext48

C3250=C(N([H])C1=C(HDC(HD=C([FNC(HD=C1[HDIC@]([H)(OC(HN(IHDIHDC(H])
(HDIC@]([HD(OMHDIC@@](HD(N([H])C(=0)C2=C([H])C(=C([H])C(=C2[H])C(=O)N([H
DIc@@)(HN(C3=C(HNC(HD=C(HNC(H)=C3[HN)C(HD(HDHDN(C(HN(HDISI(=O
)EO)C(HDHDIHDCHD(HDIHD C(HD/(H)O/CA=CAHDC([FN)=C([HDC([F])=CA[H]

3.000

2.540

Ext49

C3280=C(N([HD[C@](HN(C(=O)N(HDIC@](HD(C@I(HD(OIHNCHD(HDIC@I(H])
(CEON(HDIC@I(HN(C(=ON(HDIC@I(HI)(C(=O)N([HD)[C@](IHD(C(=0)OIH])C([H])
((HDC1=C(HNC(HD)=C(HN)C(H)=CLHDC(HDHDC(HD(HDC(=O)OHN)C(HD(H])
(HDCHDAIHDHDCAHDIHDCHD(CAHDIHDIHDCHD[HDHD CHD(H) C(=O)N(

HDIHDIC@@](IHD(N(HD)C(=O)[C@@I(HDN(THDIHD C(HN)(IHD C(=0)OTH) C(THI(C(
(HDHDIHDC(HD(HDIH]

4.000

4.150

Ext50

C3320=C(N([H])C(=NC([H])([HDC1=C(H)C([CH=C([CNC(H)=CL[HDN(H)[H])C=2C
(ENOC=2C([H])([HDHD)C3=C(HNC(HD=C([FNC(HD=C3[H]

1.620

2.016

Ext51

C3340=C(N([H])C(=NC([H])([HDC1=C([H)C([C=C([CINC(H)=CL[HDN([H])[H])C=2C
(ENOC=2C([H)([HDHN)C3=C([HDC(H])=C([HD)C([H])=C3[H]

1.056

1.861

Ext52

C3370=C(N([HDIC@](HN(C(=O)N(HDIC@](HN(C@@](HI)(O[HDC(HI)(HDIC@I(
H)(C(=OIN([HDIC@I([HD)(C(=OIN(THDCHN(HDCHD(CHD(HDIHD CHD(HDHD)
CHDCHDAHDIHDCHDHDHD CHDHDIHD CHDHD C(HD(CHDHDIHDC(
HD((HDHDCHD(HDN(HDC(=0)OC(CHN(HDHD(CHD(HDIHD C(HD(HDIHDIC
@I(HD(C(HDHDC=1[SIC(HD)=CN=L)C(HD(HDHD CH(CHDHDIHDC(HD(H]
)[H]

3.538

4.335

Ext53

C3410=C(N([HD[C@@](IH(C(=ON(HD[C@I(IHN)([C@I([HN)(O[HDC(HI)(HDIC@I(
HI)(C(=ON([HDIC@I([HI)(C(=O)N([HDC(HI)(IHD C1=C([HN)C(H)=C(H)C(HD=C1[H]
)C(HD(CHDAIHDIHDCHDHDHD CHD(HD CHDCHD(HDIHD C(HDHDIHD C(
(HDHDCHDCHDHDIHDC(HDHDIHDCHD(HDCHDIHDISICHD(HDIHDIC
@@]([HDN(HDC(=O)OC(C(HNHNIHN(CHNHDHDC(HDHNIHDC(HD(C(HD(
HDIHDC(HD(HDIH]

0.979

2.564

Ext54

C3440=C(N([HDIC@@](HD(C(=O)N([HDIC@I(HD(C@]I(IHD(C[HNC(HD(HDIC@I(
HI(C(=OIN(THDIC@I(HD(C(=OIN(THDC(HI(THD C1=C(H)C(HD=C(H)C([HD=C1[H]
)CHD(CHDIHDIHDCHD[HDHD CHD[HDHD C(HDHD C(HD(CHDHNIHDC(
(HDHDHDC(HDIHDISIC(HD(HDIHDIC@@I(HD(N([H)C(=0)OC(C(HD(HNIHND(C
((HEDHDIHDC(HDHDIHDCHD(CAHDIHDIHDCHN(HDIH]

3.301

2.442

Ext55

C3480=C(OC(C(HD(HNIHNC(HDIHNIHDC(HD(HDIHDN(HDIC@@]([HD)(C(=O)N(
[HDIC@I(HD(C@I(HN(OHNC(HN(HNIC@I(HN)(C(=O)N(H)[C@]([HD)(C(=O)N([H]

3.229

2.094
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)C(HD([HDC1=C(HNC(HD=C(HDC(HD)=CLHN CHN(CHNHDHD C(HDHDIH])
CHDAHDHDCHD[HDCHDCHD[HDHD CHDHDIHD C(HD(HDC(HD(HDIS]
C(HD([HDIH]

Ext56

C3510=CIN(/C(=N\[HDN([HDIC@]L(C(HN)(IHDC(HN(HDIC@@]2([HDC(HN)(HDC(H
DIHDCIHDAHDCHDHDC2((HDIHDC(HD(HDIC@]4(HD C(HD(HDIC@I(HD(N(
H])C(=0)C3=C([HDC([H])=NC(HD=C3[H))C(HD([HD C(HD([HD) CAHNIHDC(HD(HDI
H]

3.409

3.545

Ext57

C3550=CIN(/C(=N\[HDN([HDIC@]L(C(HD)(IHDC(HN(HDIC@@]2([HDC(HN([H])C(H
DIHDCHDHDC(HDHDC2(IHDIHDC(HD(HDIC@IA(HDC(HD(HDIC@I(HD(N(
HDIC@I3(HDCHDHDCHDHDCHD(HDC3(HDIHDCHD (HDC(HD(HD CA(HD)
(HDC(HD(HDIH]

3.367

3.801

Ext58

C3590=C(N([HD)I[C@](HN(C(=O)N(HDIC@I(HD(IC@@]([H)(OIHDCHI(HDIC@I(
HD(CEON(HDIC@I(HN(C(=OIN(HDCHD((HDC(HD(CHD(HDIHD C(HD((HDIHD)
C(HDCHDIHDIHDCHDHDHD CHD[HDHDCHDHD CHD(CHDIHDIHDC(
HD(HDHDCHD(HDN(HDCEO)OC(C(HDNHDHD(CHDIHDIHDC(HD(HDIHDIC
@@](HN(C(HD([HDNIN=C(C([H])=C1ICHD(HDIHNC(HD(HNIHDC(HD(HDIH]

1.785

3.338

Ext59

C3630=C(N([HD[C@](HD(CEO)N(HDIC@I(HN(C@@](H)(O[HDC(HI)(HDIC@I(
HI)(C(=OIN(THDIC@I(HD)(C(=OIN(IHDCHD(HD CHD(CHD[HDHD CHD([HDHD)
CHDCHNAHDHDEHDAHDHDCHDHDIHD CAHD (HDCHD(CHDHDIHDC(
HD(HDHD)CHD(HDN(HDC(=O)OC(C(HDNHNHD(CHDHDIHDC(HD(HDIHDIC
@I((HD(C(HD(HDNIN=C(C(HD=C1[HDC(HD)(HDIHDC(HD(IHDIH]

2.697

3.251

TExperimental inhibitory activity; *Predicted inhibitory activity

Table S2: SMILES, experimental and predicted inhibitory activity of training, test, calibration and
external sets used in QSAR model with considering cycling rings

Set

SMILES

Pk;

'Obs

Pred

Training set

Trl

O=C1OC([HN([HDC(HD(HDCHD(HD CHDHDN(HDC(=O)C(HD(HDIC@
IHD(IN(HDC(EO)[C@@I(THD(NIHDC(H(CHD(HDHDC(HD(HDIHDC(=
ON([HDIC@@](THD(CH(HDC(HD(C(HDHDHD C(HD(HDIHDIC@@I([
H(OIHDC(HD(HDIC@I(THIX(

2.662

3.194

Tr2

O=C1OC([HN(HDC(HD(HD CHD=C(HD C(HD(HDN(HD) C=O)C(IHD(HDL
C@I(HD(IN(HDC(EO)[C@@I(THNNIHDC(HD(CHD(HDIHDC(HD([HDIHD
CEON([HDIC@@I(HD(C(HNIHDCHD(C(HDIHDHDC(HD(HDIHDIC@
@)(HD(OHDC(HD(HDIC@I(H]

3.547

3.119

Tr3

O=C2N([HDIC@I([HD(C(=ON([HDIC@@IHD(C(HI(HD)CHD(C(HD([HDI
H)C(HD([HDIRDIC@@I(HD(OIHDC(HD(HDIC@IHN(C(=ON((HDIC@I(H
DCEOIN(HDC(HD(IHDC=1C(HD)=C([HDC([HD)=C([H])C=1[H]) C([HD(C([H])
((HDIHDCHDHDIHDCHIXIH]

2.966

3.168
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Trd

O=C(OC([HD(HDNIN=C(C(HD=CLC([H)(HDHDCHN([HDHDN(HDIC@](
HI)(CEON(HDIC@@I(IHD(CHD(HDC(HD(CHDIHDIHD C(HD[HDIHDL
C@@](HN(OMHNC(HN(HDIC@I(HN(C(=O)N(HDIC@I[HDN(C(=OIN([HDC(
H])([HDC=2C([HD)=C([HD)C(HD)=C([

3.854

2.834

Tr5

O=C(OC([HD(HDNIN=C(C(HD=CLC([HN(HDHDCHD([HDHDN(HDIC@I(
H)(C(=O)N(HDIC@@I(THD(C(HD(HDCHN(C(HDHDHDC(HD([HDIHDL
C@@](HN(OMHNC(HN(HDIC@I(HN(C(=ON(HDIC@IHN(C(=OIN(HDC(
HD(HDCHD(CHD(HDIHDC(H

5.523

3.702

Tr6

[FI/C1=C([HD)C([HD)=C(C([H)=C1[HDIC@(IHD(N(HDC(=0)C2=C([H)C(=C([

H])C(=C2[H])C3=NN=C(03)[C@@](C([HD)(HDIHD)(C(HD([H)C=4C(H)=C([H
DC(HD=C(HDC=4HDIN+][HD(HDHDN(C(HD(HDHDSI(=O)(=O)C(HI)(L

HDIHDC(HD(HDIH]

3.373

2.564

Tr7

O=[S](=0)(N(C=2C([H])=C(C([HD)=C(HDICe@]1(H)C(HD(HDIC@I1(HDC(
[HD(HDIH)C([H])=C(C=2[H])C3=NN=C(O3)[C@@](C(HD(IHDIHD(C(H]D([H]
)C=4C([H])=C([H)C([H)=C([HDC=A[HD[N+]([HD(HDHDCHD(HDC(HD(H
DE(HDHDIHDC(HD(HDIH]

3.285

2.999

Tr8

O=C(C=1C([HD=C(C(H)=C(C=1[H)C(=O)N([HDIC@@)([HD(C([H([HD)C([H]
JC(HD(HDHDC(HD([HDIHDIC@@I(HD(OHDC(HD(HDIC@I([HD(C(=O)N
(HDIC@IHDN(CEOIN(HDC(HD(CHDHDIHDCHD(HDIHD CHD(C(HI)(
[HDIHDC(HDHDIHDC(HD(

2.866

3.390

Tr9

O=C(N(C([HD(HDHDIC@@TL([HDC(HD)[IHDCHDHDCHD(HDC(HD(H]
)CLHDIHDCHD(HDC(HD(HDIC@@([H])(NAC(=NC=3C([H])=C([H])C(OC

=2C([HD=C(HDC(H])=C([HD)C=2[H])=C([H])C=3CA([HD[HDN(IHDIHDI[C@]5(L
HDC(HD([HDCHD(HD C(HD([H

3.523

2.984

Trl0

O=C(N([HDIC@X(HD([C@@I(IHN)(OHNC(HI(HDIC@I[HDN(C(=O)N(HD[C@
IHD(CEOIN(HDC(HD(HD C1=C(HDC(H])=C(HD C(IHD)=C1HDC(HD(H])
(HDCHDHDHDCHDHDCIHD(CHDHDIHDCHD(HDIHDIC@@]1(H])
(N([H)C(=0)OC(C(HI(HDIHD)

0.649

2.144

Trll

O=C(N([HDIC@X(HD([C@@I(IHN(OHDC(HI)(HDIC@T(HD(C(=O)N(H]D[C@
I(IHD(CEOIN(HDS(HD(HDC1=C(HN) C(HD)=C(HD C(H)=C1[HDC(HN)(C(L
HD((HDHDC(HDHDHDCHD[HDIHD CHDHD CHDCHDIHDIHD (L
HI(IHDIHDIC@@I(HD(N(H])C

1.504

2.192

Trl2

O=C(N([HDIC@X(HD([C@@I(IHN(OHNC(HN(HDIC@(HD(C(=O)N(HD[C@
I(IHD(CEOIN(HDS(HD(HD C1=C([HNC(HD)=C([HD) C([H])=C1[HDC(HI)([H])
(HDCHDIHDHDCHDIHDCHD(CHDIHDIHDCHD(HDHDIC@@I(H)
(N(HDC(=0)[C@@](HD(N(HDC

3.212

3.001

Trl3

O=C(N([HDIC@(HI)([C@@I([HD(OMHNC(HN(HDIC@(HD(C(=O)N(HDI[C@
I(IHD(CEOIN(HDE(HD(HDC1=C(HD) C(HD)=C(HD C(H])=C1[HDC(HN)(C(L
HD((HDHDCHDHDIHDCHD[HDIHD CHDHD CHDCHDIHDIHD (L
HI(IHDIHDIC@@I(HD(N(H])C

4.229

3.049

Trl4

O=C(N([HDIC@)(HI([C@@I(IHN(OMHNC(HI(HDIC@N(HD(C(=O)N(HD[C@
I(IHD(CEOIN(HDE(HD(HDC1=C(HD C(HD)=C(HD C(H)=C1[HDC(HN)(C(L
HD(HDHDCHDHDHDCHD[HD HD CHDHD CHDCHDHDIHD (L
HI(IHDIHDIC@@](HD(N([H])C

3.300

3.000
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0=C(C=1C([H])=C([HDC([HD)=C(C=1[H])C(=O)N(HDI[C@@]([H])(C(HD)([H])C
(HDEHDIHDIHDC(HD(HDIHDIC@@I(HD(OIHN C(HD(HDIC@I(HD(C(=
ON(HDIC@I[HN(CEOIN([HDC(HD(C(HD[HDIHDCHD(HDIHDC(HD(C(I
HD((HDIHDC(HD(HDHDC(H

Trl5 2.103 2.525

O=C1OC([H(HDC(HD)=C(HNC(HD(HDN(HDC(=O)C(HD(HDIC@I(IHD(N
(HDCEO)[C@R@I(IHN(NHDC(HD(CHDIHDHDCHD(HDIHDC(=O)N([H]
JC@@)(HNC(HDIHNC(HNC(HDIHDIHDS(HD(HDIHDIC@@](H)(O[H]
)C(HD(HDIC@I(HD(C(=O)N([H

Trl6 3.059 3.082

O=C(N([HDIC@)(HD([C@@I(IHD(OHNC(HN(HDIC@(HD(C(=O)N(H)[C@
IHD(CEOIN(HDC(HD(HD C1=C(H)C(IHD)=C(HDC(IHD)=C1HDC(HD(C(
HD)(HDIHDC(HD(HDIHDC(HD(HDIHDC(HD(HDC(HD(CHD(IHDIHDC(
H)(HDIHDIC@@I([HD)(N(H])C

Trl7 4.097 3.753

O=C(C=1C([HD)=C(C(H)=C(C=1[H)C(=O)N([HDI[C@@)([HD(C([HD([HD)C([H]
JCHDHDHDCIHD(HDHDIC@@I(HD(CIHDC(HD(HDIC@I(IHD(C(=O)N
(HDIC@RT(HD(CE=O)N(HNC(HD(C(HDIHDIHDC(HD(HDIHD C(HD(C(HI)(
[HDIHDC(HDHDIHDC(HD(

Trl8 2.502 3.283

O=C(C=1C([HD=C(C(H)=C(C=1[H)C(=O)N([HDIC@@)([HD(C([H([HD)C([H]
JC(HDHDHDC(HD([HDIHDIC@@T(IHD(OHD C(IHI(HDIC@I(IH)(C(=O)N
(HDIC@IHDN(CEOIN(HDC(HD(CHDHDHD CAHD(HDHD C(HD(C(HI)(
[HDIHDC(HDHDIHDC(HD(

Trl9 3.569 3.819

0=C2N(C(=N[C@]4(C=1C([F])=C([H)C(H)=C([F)C=1[HDIC@@]2([H)C([H])
Tr20 ([H)N(/C3=N/C(=C(/[F)C(=N3)OC([H)([HD[HDC(HD(HDH)CAHNIHDN(H | 4.071 | 3.883
DIHDC(HD(HDIH]

0=C2N(C(=N[C@]4(C=1C([F])=C(HDC(H)=C([H])C=1[HD[C@@]2([H])C([H])
Tr21 ([H)N(/C3=N/C(=C(/[CIT)C(=N3)OC([H])([HD[HD C(IHD[HN[HN)C4(HN[HDN( 4032 | 3.883
HDIHDC(HD(HDIH]

0=C2N(C(=N[C@]4(C=1C([F])=C([HDC(H)=C([H])C=1[FDIC@@]2([HDC([H])
Tr22 ([H)N(/C3=N/C(=C(/[F)C(=N3)OC([H)([HD[HDC(HD(HNH)CAHNIHDN(H | 3.495 |  3.658
DIHDC(HDIHDIH]

O=C2N(C(=N[C@]4(C=1C([HD=C([HDC(HD=C([HC=1[H])[C@@]2([H])C([H]
Tr23 J([HDN(/C3=N/C(=C(/[F)C(=N3)C([HI)(IHDHDC(IHD)(HDIHDCA(HDIHDN([H] 2.812 2.996
JHDC(HD(HDH]

O=C2N(C(=N[C@]4(C=1C([HD=C([HDC(HD=C([HDC=1[H]))[C@@]2([H])C([H]
Tr24 J(IHDN@/C3=N/C(=C(/[F])C(=N3)C(HD(HDCHD(HDHDCHN(HDIHD CA(H 3.215 3.032
DIHDN(HDIHDC(HD(HDIH]

0=C2N(C(=N[C@]4(C=1C([F])=C(H)C([F])=C([F])C=1[HD[C@@]2([H])C([H])(
Tr25 [HI)N(/C3=N/C(=C(/[F)C(=N3)OC([H)([HDHDC(HD(HDH)CAHNIHDN(H] | 4.114 | 4233
JIHDC(HD(HDIR]

O=C2N(C(=N[C@]5(C=1C([HD)=C([HNC(HD=C([HC=1[H]))[C@@]2([H])C([H]
Tr26 J([HDN(/C3=N/C(=C(/[CINC(=N3)[C@@]A([HNC(IHI)(IHD)CA(IHDHD C(HI)([H] 3.027 3.062
IHDCS((HDHDNHDHDC(HD(HDIH]

Tr27 O=C2N(C(=N[C@]5(C=1C([HD=C([HDC(HD=C([HC=1[H]))[C@@]2([H])C([H] 2.745 3.099
J(IHDN(/C3=N/C(=C([CNC(=N3)[C@@]4([H]) C(IHD([HD)CA(HDIHD)CHD([H]
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)C(HDIHDIHDCS(HDIHDN(HD HD C(HD(HDIH]

Tr28

O=C2N(C(=N[C@]4(C=1C([HD=C([HDC([F)=C(HDC=1[H)[C@@]2([H])C([H])
([HDN@C3=N/C(=C(/FDC(=N3)C(HDHDIHDC(HD(HDIHD CA(HDIHDN(H])
(HDC(HD(HDIH]

3.194

3.346

Tr29

O=C2N(C(=N[C@]4(C=1C([HD=C([FDC(H)=C(IHDC=1[FD)[C@@]2([HDC([H])
(IHDN@C3=N/C(OC([HN)([HDIHD)=C(IFDC(=N3)OC(H)([HDH) CA(HDIHDN(
HDIHDC(HD(HDIH]

4.252

4.082

Tr30

O=C2N(C(=N[C@]4(C=1C([HD=C([HDC([F)=C(HDC=1[F])[C@@]2([HDC([H])
(IHDN@C3=N/C(OC([HN)([HDIHD)=C(IFDC(=N3)OC(H)(HDHD CA(HDIHDN(
HDIHDC(HD(HDIH]

4.745

4.082

Tr31

O=C2N(C(=N[C@]4(C=1C([HD=C([HDC([F)=C(HDC=1[H)[C@@]2([H])C([H])
(IHDN(/C3=N/C(OC(HD(HDIHD)=C([FN)C(ENI)CHD(HDC(HD(HDIHD CA([H
DIHDN(HDIHDC(HD(HDIH]

4.215

3.806

Tr32

O=C2N(C(=N[C@]5(C=1C([F)=C([HDC(HD=C([FDC=1[HDIC@@]2([H])C([H])
(IHDN(/C3=N/C(OC(HD(HDIH])=C([FI)C(=N3)[C@]4([HD)C(HD(HDCA(HD[H
DCS(HNHDN(HDIHDC(HD(IHDIH]

4.252

4.268

Tr33

O=C2N(C(=N[C@]5(C=1C([HD=C([FDC(H)=C(IHDC=1[FD)[C@@]2([HDC([H])
(IHDN(@C3=N/C(=C(/[F))C(=N3)[C@]4(HDC(HD(IH)CA(HDIHDC(IHD)([HDH]
)CS((HDHDN(HDIHDC(HD(IHDIH]

3.585

3.619

Tr34

O=C2N(C(=N[C@]5(C=1C([F])=C(HDC([F])=C(H)C=1[HDIC@@]2([H])C([H])
(IHDN(@C3=N/C(OC([H)([HDIHD)=C([F)C(=N3)[C@]4(H)C(HD([H])CA([HD[H
DCS(HNHDN(HDIHDC(HD(IHDIH]

4.569

4.268

Tr35

O=C2N(C(=N[C@]5(C=1C([F])=C([HD)C([FD=C(HDC=1[HD[C@@]2([H])C([H])
(IHDN(@C3=N/C(OC([H)([HD[H])=C([CINC(=N3)[C@]A([H])C([HD)(HDCA(HDI
HD)CS(HDIHDN(HDIHDC(HD(HDIR]

4.167

4.330

Tr36

[FIC=1C([H])=C([FDC(=C([H])C=1[HD[C@@]24N=C(N(C(=O)[C@]2([HDC([H])
(IHDN(@C3=N/C(=C(/[F)C(=N3)OC([HD(HDHDC(FDIFDC(HD(HDIHDCA(H
DIHDC(HD(HDIHDN(HDIH]

3.959

3.845

Tr37

O=C2N(C(=N[C@]4(C=1C([F])=C(HDC(H)=C(HDC=1[H)[C@@]2([H])C([H])
([HDN@C3=N/C(=C(/[FDC(=N3)OC(HD(HDIHN C(HD(HDIHDCA(HDIHDN([H
DIHDC(HD(HDIH]

4.222

3.533

Tr38

O=C2N(C(=N[C@]4(C=1C([F)=C([CINC([FD=C([H)C=1[HDI[C@@]2([H]))C([H])
([HDN@C3=N/C(=C(/[FDC(=N3)OC(HD(HDIHN C(HD(HDIHDCA(HDIHDN([H
DIHDC(HD(HDIH]

4.036

4.295

Tr39

O=C2N(C(=N[C@]4(C=1C([CID=C([HD)C([F)=C(HDC=1[HDI[C@@]2([H])C([H]
JIHDNE/C3=N/C(=C(/[F))C(=N3)OC([HD(HDIHNC(HD(HDIHD CAHDIHDN(
HDIHDC(HD([HDIH]

4.347

3.945

Tr40

O=C2N(C(=N[C@]5(C=1C([HD=C([HDC([F)=C(HDC=1[H)[C@@]2([H])C([H])
(IHDN(/C3=N/C(OC(HD(HDIHD)=C([FI)C(=N3)[C@]4([HD)C(HD(HDCA(HD[H
DES(HPIHDN(HDIHDC(HD(HDIH]

4.319

3.918
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O=[SIEO)(C(HN(HDIC@I([HD(N(HDC(=O)OC(C(IHN(HDIHD(C(IHI(HDIH]
)C(HD(HDIHDC(EO)C(HD(HDN(HDIC@I(HD([C@IHD(OIHN C(HN(HDI
C@I(HD(C(=ON(HDIC@T(HN(C(=OIN(IHN)C(HD(HDC1=C(HDC([H])=C([H
DE(HD=CLHDC(HD(C(HND(H

Tr4l 1.947 2.559

O=C(N([HDIC@@I(HN(CEON([HDIC@I(HI)([C@I(HD(OHDC(HD(HDIC@
I(HD(CEOIN(HDIC@I(HD(C=OIN(HD C(HD(IHDC1=C(HDC(HD)=C(HDC(
[HD=C1[HDCHD(CHD([HDHDCHD[HDHD CHDHDIHDC(HD(HD (L
HD(CHD(HDIHDC(HD([HDL

Tr42 3.301 2.668

O=C(OC(C(HI(HDHD(C(HDHDHDC(HD(HDIHDN(HDIC@@(HD(C(=
ON(HDIC@I([HD([C@I(HN(OHNC(IHI)(HDIC@I(HD(C(=O)N(HD[C@]([H]
JCEON([HDC(HD(HDCI=C([HDC(H)=C(IHN C(IHD)=C1[HDCHD(C(HD(
HDIHDC(HDHDIHDC(HD(HD

Tr43 1.236 2.416

O=C(N([HDIC@N(HD(C(=O)C(HN(HDIC@I(HD(C(=O)O[HD)C(HD(HDC1=C(
[HDC(HD)=C(HDC(HD)=C1[HN)C(HD(HDC(HD(HDC(=0)OHDIC@@]([HI)(
N([HDC(=O)[C@@](HD(C(HN(HDIC@I(HN(OIHDIC@@I([HD(N(HDC(=0)I
Ca@@(HD(N(HDC(E=O)[C@@](HD(N([H]

Trd4 5.495 5.547

O=C(N([HDIC@N(HD(C(=O)N(HD[C@I(HD([C@I(IHN)(CIHN)C(HD(HD[C@I(
[HD(C(=OIN(HDIC@I(HD(CEOIN(IHD)C(HD(IHD C1=C(HDC(HD=C(HDC([
H])=C1[HDC(HD(C(HI(HDHDCHI(HDHDC(HDHDIHDC(HD(HDC(H
DCHDARDHDC(HI(HDH

Tr45 4.229 2.618

O=[S](=0)(C(HD(HDIC@@]([HN)(C(=O)N([HD[C@I(H])([C@](H])(O[H])C(H
DHDIC@NHN(C(=OIN(HDIC@T(HN(C(=O)N(IHDC(HD(HDC1=C(HDC([H]
)=C(HDC(HD=CLHDCHNCHDIHNIHDS(HDHDHDC(HD(HDIHDC(H
DHDCHDCHDHDIHDC

Trd6 4.027 3.555

N#C/C1=C(\[F])C([H])=C([H])C(=C1[H])C=2[S]/C(=C(/[H])C=2[H])[C@ @]35N=
Tra7 C(N(C(=0)[C@]3([H])C(HD)(IHNN(CA=C([H])C(H])=C([F)C([H])=CA[H])C5([ | 2.879 | 2.896
HDIHDC(HD(HDIHDN(HDH]

O=[SI3(=0)N(C=2C([H])=C(C([HD=CL/C(=CU/[H)N(C1=2)C([HD(H])C3([HDIH]
Tr48 )CHDHDC(HD(HDIHDC(=O)N(HDC@I(HD(C(HD(IHDN(IHDIC@X(HI)(
CEOIN([HDCHDHDCHNCHD(HDIHD C(HD(HDIHDIC@@](HD)(O[H])
C(HDIHDIHDCHD([HD)C4=C(

4.137 4.520

O=[SI3(=0)N(C=2C([H])=C(C([HN=CL/C(=C([H)N(C1=2)C([H])([HD[C@]34C([
Tr49 H((HDCA(HD HD CHDHD CHD(HDIHD C(=OIN(HDIC@I(THD(C(HI)([H] 4143
IN((HDIC@I(HD(CE=O)N(HDC(HD([HD C(HD(CHD([HDIHD C(HD(HDIHDI
C@@)([HN(OHDC(HD(HDIH]

4.331

O=C(N([HDIC@X(HD([C@@I(IHN(CHDC(IHI(HDIC@IHDN(C(=O)N(HDC(L
Tr50 HD(IHDCHD(CARDIHDHDCHDHDIHD CHD[HD CHD(H]) C(=0)O[H]) 1770
C(HN[HDCI=C(HNC(HD=C(HDC(HD=CLH)C(HD(HDIC@I(HD(N(H])C
EO)C(HI(HDCHD(CHI(H

1.859

O=C(N(HD[C@IHN(C@@IHN(ODCIHD (HNIC@IHN(CEONIHIC
et | FDAHDCAHDCAHDAHDIHDCEHDHDIHDCAHDHDCAHDIHDOCEOICIH | oo

DIHDHDCIHDHDCL=CHDCIHD=CAHNCIHN=CLIHDCIHDHDIC@I(H
DNIHDCEO)CHDIHDC(H]

2.189
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Tr52

O=C(N([HDIC@@](HD(C=1C([HD)=C(HDC(H)=C(HDC=1[HDC(IHN)(HDH])
C2=C([H])C(=C([H])C(=C2[HPN(C([HD(IHDIHD[SIEO)EO)C(HI(HDIHDC(=

ON(HDIC@I(HD([C@I(HN(OHDC(HD(HDN(HDC(HN)(CHDIHDIHDC(

HD((HDIHDC(HD(HDC3=C([H])C

2.372

1.934

Tr53

O=C(N([HDIC@)(HD(C1=C(HDC(HD)=C(HDC(H)=CL[H])C(HD(HDIH])C2
=C([HDC(=C(HDC(=C2[HYN(C(HD(HDHDS](=0)(=O)C(H)(HDH])C(=0)
N(HDIC@I(HD([C@I(IHN)(CIHNC(HD(HDN(HD)C(HDN(HDC3=C(HDC(OC(]
HD(IHDIHD=C(HDC(H])=C3[HD)C(

2.210

1.820

Tr54

O=C(N([HD)C(HDN(HDC=IN=C(OC=1C([HD)([HDHDC(HN(HDHDC2=C([H])C
(FC(HDC(=C2[HDN(C(HD(HDIHD[SI(=O)(=O)C(IHN(HNDIHDC(=O)N(HDIC
@I(HD(C@I([HD(OHNC(HD(HDN(HNC(IHD)([HD) C3=C([H])C(OC(H(HDI
H])=C([H)C([H])=C3[H])C([HD)([H]

2.258

2.839

Tr55

0=C30/C2=C(OC(HD(IHNC(IHD)=C(C(HD(HDC(HD([IHDC(H)=C(C(HD(H
DIHDCIHDHDIHDC(HD(HDIH]) C=10C([H])=C([H])C=1C([H])=C2C([H])=C
3[H]

0.208

0.646

Tr56

0=C30C=2C(OC([H)([HDIC@@](HD(O[HN)C(O[HN)(C(IHN)(HDIHN)C(HI)([H]
)[HD)=C1OC([H])=C([H])C1=C(OC([HD)(HDIH])C=2C([H])=C3[H]

0.260

0.486

Tr57

0=C30C=2C(OC([H])([HN[H])=C1OC([HD=C([H)C1=C(OC([HN(HDC(HD=C(

C(HDHDC(HDHDC(HD=C(CHD(HDHDCHDHDHDCHD(HDHDC
=2C([H])=C3[H]

0.863

0.677

Tr58

O=C(N([HDCENC(HD)(HDC1=C([HD)C([CI)=C(C([CIN)=C1H])N(H])C(=O)C(L
HD)(HDN2C(HD)([HD C(HD(HDC2([HDHDN(IHN)H) C=3C(=N[S]C=3C([HD)([
H])[H])CA=C([H]) C([H])=C(OC(HD(IHDIHD)C(HD=CAH]

4.398

4.548

Tr59

O=C(N([HDC(ENC(HI)([HDC=1C([H])=C(HDC([H])=C2C=1C([H])=C([H])C([H]
)=C2[HN([HD[H])C=3C(=NOC=3C([H])([H)[H])CA=C([HDC(HD=C(OC(HN(I
H])[HD)C([H])=CA[H]

1.770

1.221

Tr60

O=C(N([HDCENC(H)(HDC1=C([H])C(=C([HDC([CI)=C1HDC(HD=C(HD)C(
(HD(HDC(HD(HDOIHDN(IHNHD)C=2C(=NOC=2C([H)([HD[H])C3=C([H])C(]
H])=C(OC(HD(IHDIHD)C(HD=C3[H]

2.854

2.644

Tr6l

O=C(N([HDC(=NC([HD(HDC1=C([HD)C([CID=C(C([CIN)=C1[HDN(HD[HDN([H]
)R] C=2C(=NOC=2C([H])([HD[H])C3=C([H))C([HD)=C(OC([HD([HD[HN)C([H])=
C3[H]

2.921

2.765

Tr62

O=C(N([HD)CENC(HD([HN)C1=C(H)C(=C(HNC([CIN=C1[HNC(HD)=C([H])C(

(HDHDCS(HDHDS(HD(HDIHDN(HDIHD C=2C(=NOC=2C([H])([HD[H])C3=
C([HDC(HD=C(OC(HD(HDHNC(H])=C3[H]

2.071

2.180

Tr63

O=C(N([HD)CENC(HD([HN)C1=C(HNC(=C(C([CIN=CIHDN(HDC(=O)C(HN([
HDN(HDC(HD(IHDC2=C([HN)C(HD)=C(HD C(H)=C2[HDCHI(HDHDN([H
DIHDC=3C(=N[S]C=3C([H])([HD[H])CA=C([HDC([HD)=C(OC([HI)(HDIHDC([H]
)=CA[H]

4.000

3.521

Tre4

O=C(N([HDC(=NC([HD(HDC1=C([HDC([CID=C([HDC([CIN)=CI[HDN([HD[H])C
=2C(=NN([H])C=2C([H])([HD[H])C3=C([H])C([H])=C(OC([HD(HN[HDC([H])=C
3[H]

2.678

2.215
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Tr65

O=C(N([HD)CENC([HD([HD)C1=C(HDC([CIN=C(HDC([CI=CL[HDN(HD[H]DC
=2C(=NOC=2C([HD(HNIHDC3=C([H])C(H)=C([FD)C([H])=C3[H]

1.658

2.386

Tr66

O=C(N([HD)CENC(HD([HD)C1=C(HDC([CIH=C(HDC([CIH=CL[HDN(IHD[H]DC
2=C(O/N=C2/C([H(HNIHDC3=C([H])C(H)=C(OC(HD([HNIHDC(H)=C3[H]

2.066

1.054

Tr67

O=C(N([H])C(ENC([H)([HD)C1=C([H])C=2C(C([H])=C1[H])=C([H])C([H])=C([H]
)C=2[H]IN([HD[H])C=3C(=N[S]C=3C([H])([H])[H])C4=C([HDC([H])=C(OC([H])(
[HDIHDC([H])=C4[H]

2.060

2.632

Tr68

O=C(N([HDCENC(HI(IHDC=1C([HD)=C([H])C([H])=C2C=1C([H)=C([H])C([H]
)=C2[HDN([HD[H])C=3C(=NOC=3C([H)([HDIH])C4=C([HD)C([HD)=C([FD)C([H])
=C4[H]

1.745

1.347

Tr69

O=C(N([HD)CENC(HD(HDC1=C(HDC(=C(C([CIN=CIH)N(H)C(=O)C(HI) (L
HDN([HDC(HD(HDCHDHDHDCHD(HDIHDN(HDHD C=2C(=N[S]C=2C(
(HD([HDIHD)C3=C(HDC(H)=C(OC(HI)([HDIHDC(H])=C3[H]

3.699

3.653

Tr70

0=C2C=1C(O[H])=C([H])C(O[H])=C([H])C=10/C(=C2/O[H])C3=C([H])C([H])=C
(O[HDC(O[H])=C3[H]

0.854

0.696

Tr71

[H]C=2C(O[H])=C10C=6C(0OC1=C3C=20C=4/C3=C(/O[H])C([H])=C(O[H])C=4
O/C5=C(\[H])C(O[H])=C([H])C(O[H])=C5[H])=C(O[H])C([H])=C(O[H])C=60C=7
C([H])=C(O[H])C([HD=C(O[H])C=7[H]

1.886

1.992

Tr72

0=C(/C1=C(H])C(=C([HN)C(=C1HN)C(=O)N2[C@]([HN)(C(HD(HDC(HD(H])
C2([HDHDC(HDHDOC(HD(HDIHDC(HD(HDIHDN(HDIC@I(H)(C@I(
HD)(OHDIC@I3([HDN(HDC(HD([IHDCHD(HDN(CI(HDHDISI(=O)(=0)[C@
@J4(HDC(HD(IHDCA(HDHDC(

4.155

4.452

Tr73

[FIC=1C([H])=C(C(HD=C([FN)C=1[HDC(HD(HDIC@I(IHN(N(H)C(=0)C2=C([
H])C(=C([H])C(=C2[H])C(=O)N3[C@]([HD)(C(IHN)(HDCHD(HDC3((HNHDC(
HD)(HDOC(HD(HDHDC(HD(HDHDIC@I(H)(CHDIC@IA(IHDN(HDC([H]

JIHDCHDHDN(CA(HDIHDL

4.699

4.251

Tr74

[FIC=1C([HD=C(C([HD)=C([F))C=1[HD)C(IHD([HDIC@I(HD(N([HDC(=0)C2=C([
H])C(=C([H])C(=C2[H])C(=O)N3[C@]([HI)(C(HD)([HDC(HD([HDC3(HDHDC(
HD)(HDOC(HD(HDHDC(HD(HDHDIC@I(H)(CHDIC@IA(IHDN(HDC([H]

JHDC(HDHDN(CA(HDHDL

5.000

4214

Tr75

O=C3N(C([HD(IHDC(HIX([HDC=4C([H])=C(OC=2C([H])=C([H]) C=1N=C(N(C([
H])([R])C=1C=2[HD)[C@Q@]([HD(C(HD([HDC3(HNHDC(HN(C(HD(HDIH]C
((HD(HDIHDN(HDHDC(HD)=C(HDC=4[HDIC@IS(HD C(IHD)(IHD) C(HD(HD
OC([HI(HDCS(HDIH]

3.658

3.393

Tr76

O=C3N(C([HI(IHDCHN(HDC=5C([H])=C(O/C2=C(\[H])C([H])=CIN=C(N(C([
H])([HD)C1=C2[HD[C@@(IHN)(C(HD(HDC3(HDIHDIC@@]A(HDC(IHD)([H])

CHDIHDCHNIHDCHDHD CAHDIHDN(HD HD C(HD=C(H)C=5[H]DIC
@@I6(HDC(HD([HDC(HN([HDOC(

3.770

3.579

Tri7

O=C(N([HDIC@@](HD(C1=C([HNC(H)=C(HDC(H])=C1[H))C(HD(HDIH])C
2=C([HDC(=C([HDC(=C2[H)N(C(HD(HDHDISI(=O)(=O)C(H)(HDH])C(=O)
N(HDIC@I(HD(C(HD(HDCIHD([HDIC@@I(IHN)(OC(HN(HNIHDC(=O)N(
H)IC@(IHD(C(=O)N(HDC(HD)([H]

2.886

3.251
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Tr78

O=C(N([HDIC@@](HD(C=1C([H])=C([HD)C(HD=C([HD)C=1[HDC(HD(HDIH]
C=2C([H])=C(C([H])=C(C=2[HDN(C(HD(HDHDISI(=O)(=O)C(IHD(HNIHDT(

=O)N(HD[C@I(HD([C@@I(HDN(OHDC(HD(HDIC@@I(IHI)(OC(HN(H])C3

=C(HDC(HD=C(IHDC(HD)=C3H]C(=0

3.699

4.228

Tr79

O=C(N([HDIC@@](HD(C1=C(H)C(HD)=C(HDC(HD)=CL[HDC(HD(HDIH])C
=2C([HD=C(C([HD)=C(C=2[HIN(C([H]X(HDIHDISIEO)EO)C(HI(HDIHDC(=
ON(HDIC@](HD([C@@]([HN)(OC[HDC(HI(HDIC@@(IHD(OC(HDN(HDC(H
DHNOC(HD(HDIHNC(=O)N(HDIC

4.509

4.554

Tr80

O=C(N([HD[C@@](HD(C1=C(HNC(HD)=C(HNDC(HD)=C1[HDC(HD(HD[H])C
2=C([HD)C(=C([HN)C(=C2[HIN(C(HD(HDIHDISI(=O)(=O)C([HN)([HDIHDC(=0)
N(HDIC@I(HD([C@@]([HD(OHD)C(HI)(HDIC@@I(HD(OC(HD(HD)C(HI)(
[HDC(HD(HDIHDC(=ON(HDIC@]

4.523

3.437

Tr81

O=C(N([HDIC@I([HN)(C(=OIN(HDIC@(H)(C(=O)OHNC(HD(H))C1=C([H])
C(HD=C(HDC(HD=CIHDCHD(HDC(HD(HDC(=O)O[HDIC@@](HD(N(
H))C(=0)[C@@](HD(C(HD(HDIC@I(HD(OHDIC@@I(H)(N([H)C(=O)[C@
@J([HD(N(HDC(=O)[C@@]([HD(N(HDC(=0

5.495

5.660

Tr82

O=C(OC(C(HI(HDHDCHD(HDHDC(HD(HDHDN(HDIC@I(IHD(C(=0)
N(HDIC@](HD(C@I(HD(OHN)C(HD(HDIC@I(HDN(CEON(HDIC@I(HIX
CEON(HDC(HD(HDC1=C(HDC(HD)=C(HDC(HD)=CL[HD)C(HD(HDIHI)C(
(HD(HDHDC(HD(HDC(HD(C

0.649

2.281

Tr83

O=C3N([HDIC@RI(HN(C(=ON(HDIC@I(HD(IC@I(HD(OHD C(IHN(THDN([H]
)C(HD([HDCI=C(H) C(=C(H) C(HD=CLHPN(C(HDHDIHDCHI(HDIHD
C(HN([HDC2=C(H)C(HD=C(HDC(HD=C2[H])C(HD(HDIC@@]3([H])C([H]
)(IHDCA=C([HD)C(H)=C(H])C(H]

1.522

1.049

Tr84

O=C3N([HDIC@RI(HN(C(=ON(HDIC@I(HD(IC@I(HD(OH) C(IHN(THDN([H]
)C(HD([HDCI=C(H) C(=C(H) C(HD=CLHPN(C(HDHDIHDCHI(HDIHD
C(HN([HDC2=C(HNC(HD=C(HNC(HD=C2[H]) C(IHD(HDNIC(HD(H])C4=
C(HDC(HD=C([FDC([H])=CA[H]

2.087

2.011

Tr85

O=C3N([HDIC@RI(HN(C(=ON(HDIC@I(HD(IC@I(HD(OHD C(IHN(THDN([H]
)C(HD(HDCI=C(H) C(=C(HD C(HD=CLHPN(C(HDHDIHDCHIHDIHD
C(HN([HDC2=C(H)C(HD=C(HDC(HD)=C2[H) C(IHD(HDNIC(HD([H])C4=
C(HDC(HD)=C(C([H])=CA[HDC([F]

1.305

2.829

Tr86

O=C3N([HD[C@I(C(=O)N([HD[C@I(HD([C@I(HD(CHNC(HD(HDN(HDC(L
H])([HDC1=C([H])C(=C(H)C(H)=CLHDN(C(HD(HDIHDC(HD(HDIHDC(
H])([HDC2=C([HN)C([HD=C(H)C(IHD=C2[HN)(C(HD(IHDNIC(H])([HD)C4=C([
H])C([HD)=C([HDC([HD)=CA[H])C([H]

1.170

1.823

Tr87

O=C3N([HDIC@I(HN(C(=ON(HDIC@I(HD(IC@I(HD(OHD C(IHN(THDN([H]
)C(HD(HDCI=C(H)C(=C(H) C(IHD=CLHDN(C(HDHDIHDCHI[HDIHD
C(HN([HDC2=C(H)C(HD=C(HDC(IHD)=C2[HN) C(HD(HDNIC(HD(HD) C([H
D(HDO/CA=CAHD)C(HD)=C([H])

1.454

1.979

Tr88

O=C3N([HDIC@I(HN(C(=ON(HDIC@I(HD(IC@I(HD(OHD C(IHN(THDN([H]

)C(HD(HDCI=C(H) C(=C(H) C(IHD=CLHDN(C(HD[HDIHDC(HD([HDH])

C([HI(MHDC2=C(HD C(HD=C(H) C(IHD=C2[H])C(HD)([H])N3/CA=C(H])C([B
r=C([HDC([Br])=CA[H]

1.456

1.956
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O=C3N([HDIC@I(HN(C=ON(HDIC@I(HD(IC@I(HD(OHD C(IHN(THDN([H]
Tr89 )C(HD(HDCI=C(H)C(=C(H) C(HD=CLHDN(C(HD(HDIHDC(HD(HDIHD) 0.721 1197
C(HN([HDC2=C(HNC(IHD=C(HNC(HD=C2[HN)C(HD(HDN3[H]

O=C3N([HDIC@I(HN(C(=ON(HDIC@I(HD(IC@I(HD(OHD C(IHN(THDN([H]
)C(HD(HDCI=C(H)C(=C(H) C(IHD=CLHPN(C(HDHDIHDCHI(IHDIHD
C(HN([HD)C2=C(HNC(HD=C(HDC(HD)=C2[HD C(HD(HDNIC(HD(HDC([H
DHDCSHDAHDS(HD(HDIH]

Tro0 0.398 1.636

O=CIN(C(=N[C@@]1(C=2C([H])=C([H])C(HD=C([H])C=2[H])C3=C([HDC(=C([

ot H]C([H])=C3[H])C=4/N=C(/[H])C([H])=NC=4[H)N([HD[HD C(HD)([HD[H]

2.509 2.685

O=CIN(C(=N[C@]1(C=2C([H])=C([HD)C([H])=C([HD)C=2[H])C3=C([H])C(=C([H
Tr92 DC(HD=C3[H])CA=C([H)C(OC([HN(HDIHD)=C(H))C(H])=CA[HN(HD[H])C 3.097 1.864
((HD(HDIH]

O=CIN(C(=N[C@]1(C=2C([HD=C(HDC(HD=C([H)C=2[H])C3=C([H])C(=C([H

e DC(HD=C3[H])CA=C(HDN=C([H)C([CIN)=CAHDN([HDHDC(HD([HDH]

3.046 2.197

O=CIN(C(=N[C@]1(C=2C([H])=C([HD)C([H])=C([H])C=2[H])C3=C([H])C(=C([H

ot DC(HD=C3[H])CA=C([H)N=C([H)C([H)=CAHDN([HDIHDC(HD([HDIH]

2.959 1.747

O=CIN(C(=N[C@@]1(C=2C([H])=C([H])C(HD=C([H])C=2[H])C3=C([H]))C([CI])

95 | —oqHDCH)=C3HDINAHDIHDCHDHDIH]

2.523 2.630

O=CIN(C(=N[C@@]1(C=2C([H])=C([H])C(HD=C([H])C=2[H])C3=C([HDC(=C([

Troe H])C([H])=C3[H])C4=C([HPN=C([HDC([H])=CAHDN(HDH]) C(HD(HD[H]

1.770 2.515

O=CIN(C(=N[C@@]1(/C2=C(\[H])C(=C([HDC([H])=C2[H])C3=C([H)N=C([H])C

o ([FD=C3[HDIC@@]4([HDC(HD(HDCAHDIHDN(HDHD C(HD(HDIH]

2.796 2.135

O=CIN(C(=N[C@]1(/C2=C(\HDC([HD)=C(HDC([H])=C2[H])C3=C([H])C(=C([H

T8 DE(HD=C3[H])CA=C(HDC([HD=C(IHDC([H])=CAHDN(HD HD C(HD(HDH]

1.481 1.335

O=CIN(C(=N[C@]1(C=2C([H])=C([HD)C([H])=C([H])C=2[H])C3=C([H])C(=C([H
Tr99 DC(HD)=C3[H])CA=C([HN)C(HD=C(OC(HN(HDIHDC(H)=CAHDN(H])[H])C 1.420 1.864
((HD(HDIH]

O=C3N([HDIC@I(HN(C(=O)N(HD[C@I(HD([C@I(HD(OH) C(IHN)(THDN([H]
)C(HD(HDCI=C(H) C(=C(HDC(HD=CLHPN(C(HDHDIHDCHI(HDIHD
C(HN([HDC2=C(HNC(HD=C(HDC([HD)=C2[H) C(HD(HDNIC(HD([H])CA4=
C(HDC(HD)=C(HD)C(H)=CA[H]

Tr100 2.547 1.786

O=CIN(C(=N[C@@]1(/C2=C(\[H])C([HD)=C([HD)C([H])=C2[H])C3=C([H])C(C#N

THOL e HD)CHD=C3[HNHD R CHI (HDH]

2.432 2.299

O=CIN(C(=N[C@]1(C=2C([H])=C([HN)C([H])=C([H])C=2[H])C3=C([H])C(=C([H

02| 1) e (IH1)=CaIH)C4=NC(IHT)=C((H) C([H]) =CAIHDN(HD [H]) CCHI) (HDH]

1.721 2.184

O=C(N([C@@]L([HDC(HI(HDCHDHDCHDHDCIHD(HD CL(HD HDC(
HD)([HDHDC(HD([HDC(HD(HDIC@I(HD(NAC(=N/C3=C(\[H))C([H])=C(O/C2
=COHDC(HD)=C(HD)C(H)=C2[H)C([H])=C3CA([HDHDN(IHDIH))CS=C([H])

C([HD)=C([HDC([H])=CS[H]

Tr103 2.785 2.388

Tr104

0=C(N([C@@]1([H])C(IHD(H)CIHDIHDCHNHDCHN (HNCLaHDHDe | 8% | 3271
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H])(IHDC2=C([HDN([HDN=C2[H))C([HD)([HD C(HD([HDIC@](H])(NSC(=NC=4
C([H])=C([H])C(O/C3=CAH]) C(H)=C([H)C([H])=C3[H])=C([H])C=4C5([H])[H
DN(HDIHDIC@@I6(HNC(HD(H])

Tr105

O=C(N([C@@]1([HDC(HI(HDCHDHDCHD[HDCHD(HD CL(HDHD
H])(IHDC2=C([HINUN=C2/[H)C([HD(HDHDCHN(HDCIHI(HDIC@I(THIX(
NSC(=NC=4C([H])=C([H])C(O/C3=C([H)C([H])=C([HDC([H])=C3[H])=C([H])C
=4C5([HDHDN(HDIHDICe@@]6([H

3.959

3.583

Tr106

O=C(N([C@@]1([HDC(HI)(HDCHDHDCHD[HDCHD(HD CL(HDHDC(
HD(IHDCHI(IHDC=2N=C([S]C=2[H])C(HD([HDHD C(HD(HD C(HD(HDIC
@]([H)(NSC(=NC=4C([H])=C([H])C(O/C3=CAH])C([H])=C(H)C([H])=C3[H])=
C([HD)C=4C5([HDHDN(HDIHDIC

2.975

3.351

Tr107

O=C(N([Ce@]1(HDC(HD(HDC(HD([HDCIHD(HDC(HD(HDCL(HDIHDIC
@@]([H])(C=2N=C([S]C=2[H)C(HD(HDHDCHD(HDHDCHD(HDCIHND(
HDIC@](HD(NSC(=NC=4C([H])=C([H])C(O/C3=C(\H]))C(H))=C(HDC([H])=C
3[HD=C([H)C=4C5([HDHDN(HD)[H

2.983

3.308

Tr108

O=C(N([Ce@]1(HDC(HD(HNC(HD([HDCHD(HDC(HD(HDCL(HDIHDC(
H])([H])C=2N=C([S]C=2[H])C([HD)(HD[HD)C(IHD(HDC(HD([HDIC@](H](N5
C(=NC=4C([H]))=C([H])C(O/C3=CAHD)C(H])=C([H)C(H])=C3[H])=C([H])C=4
CS(HDIHDN([HDHDIC@@]6([H])C(

3.102

3.315

Tr109

O=C(OC([HD(HDIC@N(HD)(N3C(=N/C2=C(\[H])C([H])=C(O/C1=C(\[H])C([H])=
C(HDC(HD)=CLHDC(H)=C2C3(HDHDN(HDIHDIC@JA(HDC(HD(HDOC(L
HD)([HDC(HD(HDCA(HDIHDN(IC@@TS(HD C(HD(HD CHD(THD C(HD(HD
C(HD(HDCS(HDIHDC(HD(H]

2.983

3.667

Tr110

O=C(OC(HN(HDIC@I([HD(NIC(=N/C2=C(\[H])C([H])=C(C/C1=C(\[H]))C([H])=
C(HDC(H)=C1[HDC([H])=C2C3([HDHDN(HNIHDC4=C([H])C(H])=C([H])C(
[HD=CAHDN([C@@]S([HN)C(HD(HDCHDHD C(HN(IHN C(HD(HDCS([H])
(HDC(HD(HDIH]

2.106

2.807

Tri11l

N#CC=1C([H])=C(C([H])=C([H])C=1[H])C=2[S]C([H])=C(C=2[H])[C@]3(N=C(N
(C(=O)C3(MHDHNC(HD([HDHDN(HDIHDC(HD(HDIH]

2.678

2.504

Tr112

N#CC=1C([H])=C(C([H])=C([H])C=1[H])C=2[S)/C(=C(/[H])C=2[H]D[C@]3(N=C(
N(C(=0)C3([HDIHDCHD(HDHDN(HDIHDC(HD(HDIH]

3.056

2.986

Tr113

O=C3N(C(=N[C@](C=1C([HD=C([SIC=1[H])C2=C(HNC(CHCC([HD)([HDIHD=C(
[HDN=C2[HD(C3([HDHDCHD(HDIHDNHDIHDC(HD(HDIH]

3.328

2.672

Trl14

O=C4AN(C(=N[C@@](/C1=C(\[H])C([HD=C([H])C(=C1[H])C2=C([H)N=C([H]C(
[HD=C2[H](C3=C([H]) C([H])=C([HDC(H])=C3[HDCA(HDHDN(IHNHD C([H])
((HDH]

0.357

0.772

Tr115

O=C3N(C(=N[C@](C=2[S]C(C=1C([H])=C(C#CC(HD(HN[HD)C([H)=NC=1[H])
=C((HDC=2[CIN(C(HDHDCHD(HDIHDN(HD HD C(HD(HDH]

4.770

4.708

Trl16

O=C(C[C@]2([HD[C@@](H)(OC1=C(C(O[H])=C([H])C(O[H)=C1[HN)C2([HDI
H])C=3C([H])=C(O[H])C(O[H])=C(O[H])C=3[H])C=4C([H])=C(O[H])C(O[H])=C(
O[H])C=4[H]

2.678

2.978
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Trll7

O=C(N(HDC(HDHNCS(HDHDS(HDHDCHDIHDCHDIHDC(HN(HDC
((HDHDCHDHD CHDHD CHDHDN(HD) C=2C=1C([H]))=C([HDC([H])=

C([HD)C=IN=C3C=2C([HD(HDC(H)(HDC(HD([H])C3(H])[H])C=40C=5C(C(
=0)C=4[H])=C(OC([HD)([HDH])C

2.208

2.264

Tr118

O=C(N(HDC(HDHNCS(HDAHDS(HDHDCHDIHDCAH(HDC(HI(HDC
(HDHDCHDHDCHDHD C(HD(HDN([HD) C2=C1C([HD)=C([H]) C([H])=C(
[HDC1=NC3=C2C([HD(HNC(HD(HDCHN(HDC3([HD)[H])C=40C=5C(C(=0)
C=4[H])=C(O[H])C([H])=C(OC([H

2.071

1.860

Tr119

O=C(N([HDC(HDHDCHDHD CHDIHD C(HI(HDCHD(HDC(HD(HD)C
((HDHDCHDHDCHD(HD C(HD(HDN(HD)C=2C=1C([H)=C([H])C([H])=

C(HDC=1IN=C3C=2C([H)([HDC(HD(HDC(HD(IHDC3([HD[H])C=40C=5C(C(

=0)C=4[H])=C(HDC(OC(H])(H]

2.056

2.264

Tr120

O=C2N(/C(=N\[H)N([HDIC@]4(C=1C([F])=C([HD)C([F)=C([H])C=1[HD[C@@]
2(HDC(HD(HDNEC3=N/C(OC(HD(IHDIHD=C([FN)C(=N3)C(H)([HDIH)CA(L
HDIHDC(HD(HDIH]

4.328

4.088

Tri21

O=C2N(/C(=N\[H)N([HD[C@]4(C=1C([F))=C(HDC(HD=C([CI)C=1[HD[C@@]
2(HDC(HD(HDNEC3=N/C(OC(HI(IHDIHD=C([FN)C(=N3)C(HD(IHDHDCA(L
HDHDC(HD(HDH]

3.886

4.151

Trl22

O=C(N([HDC3=C([H])C([H])=C20C([C@]4([C@@]L(N=C(OCL([HDIHDN(HDI
H])C2=C3[H])C([HD(HDOCA(HN)HD(C(HD(HDIHD C(IHD(HDIH])C=5/N=C(/
[HDC([CIN)=C([H)C=5[H]

3.418

3.050

Tr123

O=C(N([HDC3=C([HD)C([H])=C20C([H])(HDIC@]4([C@@]1(N=C(OCL([HD[H]
IN([HD[HD)C2=C3[H) C(HD(H]) C4([HDH])C=5/N=C(/[H])C([CI])=C([H))C=5[F
]

2.620

2.584

Trl24

O=C(N([HDC3=C([HD)C([H])=C20C([H])(HDIC@]4([C@@]1(N=C(OCL([HD[H]
IN([HD[HD)C2=C3[H)C(HD([H]) CA([HDH]) C=5/N=C(/[H))C([CI])=C([H])C=5[
H]

2.423

2.746

Trl25

[H]/C4=C(/C([H])=C1C(OC([C@]3([C@@]12N=C(OC2([H)[H)N([HDHDC(H])

((HDOC3(MHDPHD(CAHD(HDIHDC(HN(IHDIH])=CAH]) CES=C([H)N=C([H])C(
OC([HI(HDIH])=C5[H]

2.593

2.733

Trl26

[HI/C4=C(/C([H])=C1C(O[C@I(HD([C@I3([C@]12N=C(OC2([H))[HDN(HDIHI)

C(HNHDOCI(HNIHNC(HDHDC(HD(HDIHD=CA[HDCS=C([HNN=C([H])C
(CHCC(HD(HDIHD=C5[H]

2.971

2.777

Tri27

[HI/C5=C(/C([H])=C1C(O[C@@IA([C@]I3([C@@]12N=C(OC2([H)[HDN([H])[H]

)C(HD(HDOCI(HD HD CHD(HD C(HD(HD) CA(IHD[HD=CS[H])C6=C([H])N
=C(HDC(C#CC(HD(HDIH])=C6[H]

2.921

4.001

Trl28

[H]/C4=C(/C([H])=C1C(OC([C@]3([C@@]12N=C(OC2([H)[H)N([HDHDC(HD)

((HDOC3(HPHD(CHD(HDIHDC(HD(IHDIHD)=CAH]) CES=C([H)N=C([H])C(
C#CC([H])(HDIH])=CS[H]

3.044

3.664

Tr129

[CIIC=5C([H])=C(/C3=C(\HDC([H])=C20C([C@]4([C@@]1(N=C(OCL([H])[H])

N([HD[H])C2=C3[H])C(HD(HD)OCA(HDHN(C(HD(HNIHDC(HD(HDIHDC(
H])=C([F])C=5[H]

2.726

2.396
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Tr130

O=C(N([H])C3=C([H])C([HD=C20C(HD(HDIC@]4([C@@]1(N=C(OCL([H]DIH]
IN([HD[HD)C2=C3[H)C(HD(H) C4(HD[H) CE5=NC([H])=C([Br)C([H])=N5

2.206

2.352

Tri31

O=C(N([H])C3=C([H])C([H])=C20C([C@J4([C@@]1(N=C(OCL([HNHDN(HDL
H])C2=C3[H])C([H)([HDOCA(HDHN(C(HD(HDIHD C(HD([HDH])CS=NC([H
D=C([CINC(H)=CSC(HI)(HDIH]

3.190

3.293

Trl32

O=C(N([H])C3=C([H])C(HD=C20C([H)(HDIC@]4([C@@]1(N=C(OCL([H])[H]
IN([HD[HD)C2=C3[HDC(HD(H) CA([HDIH)C=5/N=C({/[H])C(C#N)=C([H])C=5[
H]

2.466

2.846

Tr133

O=C(N([H])C3=C([H])C([H])=C20C([C@J4([C@@]1(N=C(OC1([HN[HDN(HDL
H])C2=C3[H]) C([HN)([HDOCA(IHNHD(C(HI(HDHD C(HI(IHDHD)C=5/N=C(/
[HI)C(C#N)=C([H])C=5[H]

3.143

3.150

Trl34

[H/C5=C(/C([H])=C1C(O[C@I(HI(IC@]3([C@]12N=C(OC2([H])[HDN(IHDH])
C(HD(IHDOC3(HDIHN)C(HD)([HD) C4=C([H])C([H])=C(HD C([H])=CA[H])=C5[
H])C6=C([H])N=C([H])N=C6[H]

3.036

2.277

Trl35

[H/C5=C(/C([H])=C1C(O[C@I(HI(IC@]3([C@]12N=C(OC2([H])[HDN(IHDH])
C(HD(IHDOC3(HDIHN)C(H)([HD) C4=C([H])C([H])=C(HD C([H])=CA[H])=C5[
H])C6=C([H)N=C([H)C(C#CC(H)([HD[HD=C6[H]

3.148

3.325

Trl36

O=C(N([HDC3=C([HD)C([H])=C20C([C@]4([C@@]1(N=C(OCL([HD[HDN(HDI
H])C2=C3[H])C([HD(HDOCA(HNHD(C(HD(HDIHD C(IHD(HDIH])C=5/N=C(/
[HD)C([Br])=C([H])C=5[H]

3.991

2.644

Trl37

O=C(N([H])C3=C([H])C([H])=C20C([C@]4([C@@]1(N=C(OCL([HDIHDN([HDI

H])C2=C3[H])C([HD(HDCA(IHN) HD(CHD(HD HDC(HD(IHD[H)C5=NC([H])
=C([CIMC(HD)=C5[H]

3.423

3.188

Trl38

O=C(N([H])C3=C([H]DC([H])=C20C([C@]4([C@@]1(N=C(OCL([HDIHDN([HDI

H])C2=C3[H])C([HD(HD CA(HD HD(CHD(HDIHDC(HD(HDIHD)C5=NC([H])
=C([FN)C([H])=C5[H]

3.039

2.963

Tr139

O=C(N([H])C3=C([HD)C([H])=C20C([C@IA([C@@]L(N=C(OCL([HNHDN(HDI
H])C2=C3[H])C([HD(HDOCA(HN)HD(C(HD(HDIHD C(IHD(HDIH])C=5/N=C(/
[HDC(=NC=5[H)OC([HD)([HD[H]

3.101

3.481

Tr140

O=C(/C1=N/C([H])=C([CINC([HD=CL[HDN([HDC2=C([H])C(=C([F])C([H])=C2[

HDIC@I3(N([HDC(=N[HDN([S](=0)(=0)C3(IHDHDC(HI(HDIHD C(HD([HDL
H]

5.023

4.097

Tri141

O=C(/C1=N/C([H])=C(C([H)=CL[HDC(FD(FDIFDN(IHDC2=C([H])C(=C([FDC(L
H])=C2[HDIC@I3(N([H)C(=N[HDN([SI(=O)(=0)C3([HNHDC(IHI(HDH]) C(H
D(HDIH]

4.899

5.095

Trl42

O=C(/C1=N/C([H])=CU/N=CL/[H])C(H)(HDHDN([H])C2=C([H])C(=C([F])C([H
D=C2[HDIC@I3N([H)C(ENHDN([SI(=0)(=0)C3(IHDIHD C(HD(IHDIHD C(IHD)
((HDIH]

4.000

4.340

Tr143

O=C(/C1=N/C([H])=C(/N=CL/[H])OC(H)([HN[HDN([H]) C2=C([HNC(=C([FNC(]
F)=C2[HDIC@I3(N([H])C(ENHDN([SI(=0)(=0)C3([HDIHN)C(IHD(IHDIHD C(H
D(HDIH]

4.979

5.058
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O=[SI3(=0)N(/C(=N\[H])N([HD)[C@](C=1[S]C([H])=C(C=1[H]))C2=C([H)C([H])=

T4 | cre(CHN)=C2[HI)(C3HDIHD CHD HD D CAHD HDIH]

3.337 3.223

O=[SI3(=0)N(/C(=N\[H)N([H])[C@](C=1[S}/C(=C(/[H])C=1[CI])C2=C([H])N=C(

TS ) C(CHeC(IHI) (H HD)=C2[H(C3HDIHD CHD HD D CAHD HDIH]

4.622 4.353

O=C(/C1=N/C([H])=C(/N=CL/[H])OC([HD)([HDHDN([H])) C2=C([H) C(=C([F])C([
Tr146 H])=C2[HDIC@I3(N([HDC(=N[HDN([SI(=O)(=0)C3([HDHNC(HN(HDIHDC(H |  4.785 4.708
D(HDIH]

[FIC=1C([H])=C(C([HD)=C([FDC=1[HDC(HD(HDIC@](HD(N([HDC(=0)C2=C([
H])C(=C([HDC(=C2[H])C(IHD(HNIHDC=OIN(CHI)(HDCHD(IHD C(HI)([H]
JIHDC(HD(HDCHDHDC(HD(HDHDIC@I([HD(OHDIC@I3(HDN(HDC(
HD((HDC(HD(HDN(C3(HDL

Trl47 2.509 3.632

[FIC=1C([H])=C(C([HD)=C([FDC=1[HDC(H](HDIC@](HD(N([HDC(=0)C2=C([
H))C(=C([H)C(=C2[H])C(IHD(HDIHD C(=O)N(C(HD(HDCHD(HDC(HD(IH]
JIHDC(HDHDCHDIHDC(HD(HDIHDIC@I([HD(OIHDIC@I(HDN(HDC(

HD)(HDC(HD(HDN(C3(HDI

Tr148 2.921 3.082

[FIC=1C([HD=C(C([HD)=C([F))C=1[HN)C(IHD([HDIC@I(HD(N([HDC(=0)C2=C([
H))C(=C([H)C(=C2[H])C(IHD(HDIHD)C(=OIN(C(HD(HDC(HD([HD C(HD(H]
JIHDC(HDHDCHDIHDC(HD(HDIHDIC@I([HD(OIHDIC@I3(HDN(HDC(
HD)(HDC(HD(HDN(C3(HDI

Tr149 2.398 3.082

[FIC=1C([H])=C(C(HD=C([FN)C=1[HDC(HD(HDIC@I(IHN(N(H)C(=0)C2=C([
H))C(=C([H)C(=C2[H])C(IHD(HDIHDC(=O)N(C(HD(HDC(HD(HDC(HD([H]
JIHDC(HDHDCHDIHDC(HD(HDIHDIC@I([HD(OIHDIC@I3(HDN(HDC(I

HI)([HDC(HD(HDN(C3(HDL

Tr150 2.013 2.912

O=C(N(HDIC@(H])([C@@N([HN(OIHDC(HD(HDIC@T(HD(C(=O)N(H])[C@
IIHDCEOIN(HDC(HD[IHDCIHD(C(HD[HDIHD C(HD(HDIHD C(IHD(C([H]
JHDHDC(HDIHDHDCHDIHDHDCHD[HD CHDCHDHDIHDC(HD)
(HDIHDIC@@I(HD(N([H]

Tri51 5.097 4.235

O=C(N([HDC(HD(HDC1=C([HDC(HD)=C([HD)C(H])=CI[HD[C@I([HD(OC([H]
)J(HDIHDCHD(HDIC@I(HD)(CIHDIC@@I(HD(N([HD)C(=0)C2=C([H))C(=C([
H])C(=C2[H])C(=O)N([H])[C@@]([H])(C3=C([HN)C([H])=C([HD)C([H])=C3[HDC(
(HD(HDIHDN(C(HD([HD[SI(=0)(=0)

Trl52 1.854 2.675

O=C(N(HDC(HDHNCHDC(HDHDIHDC(HD(HDHDIC@I(HD(OC(HI)(
[HDIHDC(HD(HDIC@I(HD(OIHDIC@@I(HD(N([H])C(=0)C1=C([H])C(=C([H
DC(=CIHDC(=O)N(HD[C@@](H])(C2=C(HDC(H)=C(HDC(H)=C2[HD)C(]
HD(HDIHDN(C(HD(HDISI(=0)(=

Trl53 2.398 2.712

O=C(N([HDIC@N(HD(C(=O)N(HDC(HD(H)C1=C(HNC([H])=C(H)C([H])=C
Tr154 HHDCHDCEHDHDIHDCIHD(HDIHDIC@IHD(OC(HD(HDHD C(HI(H
DIce@](HD(OHDIC@@I(IHN(N([H))C(=0)C2=C([H))C(=C([H])C(=C2[H])C(=O
IN([HDIC@@]([HD)(C3=C([H])C([H])=

4.046 2.750

O=C(N(HD[C@IMN(CEONIHDCIHD (HNCL=CHDCIHD=CAHNCH=C

s | LHDCHDCAHDAHDIHDCEHDHDIHDIC@IIHNOCEHDIHDIHDCAHNMH | 5 oc | 504
DIC@I(HD(OHDIC@@IHDN(HNC(E=0)C2=CIHNC(=C(HNC(=C2IHIC(=0

INIHDIC@@](HD(C3=CAHNC(H])=
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Trl56

O=C(N([HDIC@N(HD(C(=O)N(HDC(HD(H)C=1C([H])=C(HDC([H])=C(H]DC
=HDCHDCRDIHDHDC(HDIHDHDIC@I(HD(OC(HD(HDIHDC(HD(
H))[C@)(HD(O[HDIC@@](HD(N([H])C(=0)C2=C([H])C(=C([HDC(=C2[H])C(=
O)N([HDIC@@]([HN)(C3=C([H])C([HD

3.097

3.773

Trl57

O=C(N([HDIC@N(HD(C(=O)N(HDC(HD(H)C1=C(H)C(H]))=C(HDC([H])=C
IHDC(HDCEHDHDIHDCIHD(HDIHDIC@IHD(OC(HD(HDHD C(HI)(H
DIC@I([HD(OHDIC@@I(IHN)(N([H])C(=0)C2=C([H))C(=C([H])C(=C2[H])C(=O
IN([HD[C@@]([HD)(C3=C([HN)C([H])=

3.222

3.042

Tr158

O=C(N([HD)C1=C([HDC([HD)=C([FDC(HD=C1HDIC@I(HN(OC(HD(HDHDC(
(HD((HDIC@I(HD(O[HDIC@@T(THD(N([H])C(=0)C2=C([H])C(=C([HDC(=C2[H
DCEON([HDIC@@T(HD(C3=C(H])C(H])=C(H)C([H])=C3[H) C([HD(HDIH]
IN(C(HD(IHDISIEO)(=O)C(HD(IH])

3.000

2.988

Trl59

O=C(N([HDC1=C([H)C(=C(C([HD)=CLHDN(CHD(HDHDCHD(HDIHDC(=

ON([HDC(HD[HDCHDHDC(HD(HDOC(HD(HD C(HD(IHDIHDN([H])C2
=C(HDC(CM=C(H)C(HD)=C2[H]

1.009

1.393

Tr160

O=C(N([HDIC@N(HD(C(=O)N(HD[C@I(HD([C@I(IHN)(C[HNC(HD(HDIC@I(
[HD(CEOIN(HDIC@I(HD(CEON(HDIC@I(HD(C(=ON(HDIC@I(HD/(C(=
O)O[HN)C(HDN(HDC1=C(HDC(H)=C(HDC(H)=C1HN C(HD(IHDC(HD(H]
)C(=O)O[HNC(HN(HDIHDC(HD(H]

4.000

4.545

Tri6l

O=C(N([HDIC@N(HD(C(=O)N(HD[C@I(HD([C@I(IHN)(CIHN)C(HD(HDIC@I(
[HD(C(=O)N(HDIC@I(HD(CEOIN(HD[C@N(HI)(C(=O)N(HDIC@I(HN(C(=
O)O[HN)C(HN(HDC1=C(HDC(H)=C(IHDC(HD=C1H) C(HD(IHDC(HD(H]
)C(=0)O[HN)C(HN(HDIHDC(HI([H]

3.167

3.262

Trl62

O=C(N([HD)CENC(HD([HN)C1=C(H)C(HD=C(IHDC([H))=C[HDN(HD[H])C
=2C(=NOC=2C([HD(HNIHNC3=C([H))C(HD)=C(OC(HN)([HD[H])C([H])=C3[H]

1.398

1.566

Trl63

O=C(N([HD)CENC(HD([HD)C1=C(HDC([CI=C([CINC(HD=CI[HDN([H][H])C
=2C(=NOC=2C([HD(HNIHNC3=C([H])C(HD)=C([FD)C([H])=C3[H]

1.620

2.386

Trl64

O=C(N([HDIC@N(HD(C(=O)N(HD[C@I(HD([C@@](HD(OHDC(HD(HDIC@
IHD(CEOIN(HDIC@I([HD(CEOIN(HD C(HDIHDCHD(C(HD(HDIHD (L
HD(HDHDCHD(CHDHDIHDCHD[HD HDCHDHDIHD C(HD(HDC(
HD(CHDHDIHDC(HI([H]

5.602

4.260

Trl65

O=C(N([HDIC@NHD(C(=O)N(HD[C@I(HD([C@@](HD(O[HDC(HD(HDIC@
IHD(CEOIN(HDIC@I([HN(CEOIN(HD C(HD(HDCHD(C(HD(HDIHD (L
HD(HDHDCHD(CHDIHDHDCHDHDHD CHDHDHD C(HDHDC(
HD(CHDHDIHDC(HI([H]

3.959

4.297

Trl66

O=C(N([HDIC@NHD(C(=O)N(HD[C@I(HD([C@@](HD(OHDC(HD(HDIC@
IHD(CEOIN(HDIC@IHN(CEOIN([HD C(HD(HDCHD(C(HD(HDIHD (L
HD(IHDHDCHD(CHDIHDHDCHDHDIHD CHDHDIHD C(HDHD (I
HD(CHDHDIHDC(HI([H]

3.538

4.308

Trl67

O=[S](=0)(C(HD(HDI[C@@]([HN)(C(=O)N([HD)[C@I(HD)([C@I(HD)(O[H])C(H
DHDIC@N[HD(CEOIN(HDIC@T(HN(C(=OIN([HD C(H(IHD C1=C(H])C([H]
)=C(IHDC(HD=CLHDCHNCHDHDIHDC(HDHDIHDC(HI(HDIHDC(H
DHDCHDCHDHDIHDC

1.947

2.697
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Trl68

O=C(N(HDIC@](HD(C@(HD(OIHNC(HD(HDIC@I(HN(C(=O)N(HD[C@](
[HD(CEOIN(HDC(HD(HD C1=C([HD) C(H)=C(H) C([HD=C1[HNC(HD)(C([H]
YHDHDCHDIHDHDCAHD[HDHD CHD(HD CHDCHDHDIHDC(HD
(HDIHDIC@@I(HD(N(HDC(

1.504

2.056

Tr169

O=C(N([HDIC@@I(HN(CEON([HDIC@I(HI)([C@I(HD(OHDC(HD(HDIC@
I(HD(CEOIN(HDIC@IHD(C(=OIN(HD C(HI)(H) C1=C([H)C(HD=C([H])C(
[HD=C1[HDC(HD(CHD([HDHDCHD[HDHD CHDHDIHDC(HD(HDC(
HD(CHD(HDHDC(HD(HDL

4.602

2.705

Tr170

O=CIN(/C(=N\[H]N([HDIC@]IL(C(HD(HDCHD(HDIC@@]12([HN)C(HD)([H])
C(HDHDC(HDIHDC(HD(HDC2(HDIHD C(HD(HDIC@IA(HDC(HD(HDL
C@I(IHD(N(HDC(=0)C3=C([H)C(H)=NC(H])=C3HNC(HD(HNC(HD(H])
C4([HDHDC(HD(HDH]

3.409

3.300

Trl71

O=CIN(/C(ENHDN(HDIC@IL(C(HD(HDC(HD(HDIC@@]2([HDC(IHD(HD
C(HD(HDC(HDHDC(HDHDC2(IHDHDC(HD(HDIC@TAHDC(HD(HDI
C@I(HD(N(HDIC@@I3(IHNC(HD(HDC(HD(HDCHD([IHDC(HD(HDC3(
HDHDC(HD(IHDC(HD(HDC

3.638

3.178

Trl72

O=CIN(/C(=N\H]N([HDIC@]IL(C(HD(HDCHD(HDIC@@]I2([HNC(HI)([H])
CHDHDCHD[HDC(HI(HD C2(IHDIHD C(HD(HDIC@14(HDC(HD(HDL
C@I(HD(N(HDIC@I(HDC(HD(HDCHD(HD C(HIXIHD C3(IHDIHD C(HD)(
[HDC(HD(HDCA(HDIHDC(

3.367

3.160

Trl73

O=C(N([HDIC@N(HD(C(=O)N(HDIC@I(HD([C@@I(HD(OHDC(HD(HDIC@
IHD(CEOIN(HDIC@I([HD(CEOIN(HD C(HD(IHDCHD(C(HD(HDIHD (L
HD((HDHDCHD(CHDIHDHDCHDHDHD CAHDHDHD C(HDHDC(
HD(CHD(HDIHDC(HI)([H]

3.398

3.067

Trl74

O=C(N([HDIC@N(HD(C(=O)N(HD[C@I(HD([C@@]I(HD(OHDC(HD(HDIC@
IHD(CEOIN(HDIC@I([HD(CEOIN(HD C(HDIHDCHD(C(HD(HDIHD (L
HD((HDHDCHD(CHDIHDHDCHDHDHD CAHDHDHD C(HDHDC(
HD(CHD(HDIHDC(HI)(H]

1.785

3.167

Trl75

O=C(N([HDIC@N(HD(C(=O)N(HD[C@I(HD([C@@](HD(OHDC(HD(HDIC@
IHD(CEOIN(HDIC@I([HN(CEOIN(HD C(HD(IHDCHD(C(HD(HDIHD (L
HD(IHDHDCHD(CHDIHDHDCHDHDIHD CHDHDIHD C(HDHDC(
HD(C(HD(HDIHD C(HD(H]

3.201

3.103

Trl76

O=C(N([HDIC@X(HD(C(=O)N(HD[C@I(HD([C@@I(HD(OHDC(HD(HDIC@
IHD(CEON(HDIC@I([HD(CEOIN(HD C(HDIHDCHD(C(HD(HDIHD (L
HD(IHDHDCHD(CHDIHDHDCHDHDIHD CHDHDIHD C(HDHDC(
HD(CHDHDIHDC(HI([H]

2.697

3.117

Trl77

O=C(N([HDIC@X(HD(C(=O)N(HD[C@I(HD([C@@I(HD(OHDC(HD(HDIC@
IHD(CEON(HDIC@I([HD(CEOIN(HD C(HDIHDCHD(C(HD(HDIHD (L
HD((HDHDCHD(CHDIHDHDCHDHD RN CAHD(HDIHD CHD(IHDC(
HD(CHDHDIHDC(HI([H]

3.194

2.633

Trl78

O=[S](=0)(C(HD(HDIC@I(HDN(HDC(=O)[C@I(IHDN(C(HD(H)NIN=C(C([
H])=C1C(H)([HDH) CHD(HDIHD C(HD(HDIHDC(=O)N(HDIC@I(THIXIC
@@]([HDN(OHDC(HD(HDIC@I(HN(CEOIN(IHD) [C@T(HD(C(=O)N([H])C([H]
J(HDCIHDCSHDHDIHDEHI(

2.717

3.325
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Trl79

O=C(N([HDIC@X(HD(C(=O)N(HD[C@I(HD([C@@I(HD(OHDC(HD(HDIC@
IHD(CEON(HDIC@I([HD(CEOIN(HD CHD(IHDCHD(C(HD(HDIHD (I
HD(HDHDCHD(CHDIHDIHDCHD[HDHDCHDHDIHD C(HD(HDC(
HD(CHDHDIHDC(HI)(H]

3.495

3.455

Tr180

O=C(N([HDIC@X(HD(C(=O)N(HD[C@I(HD([C@@I(HD(OHDC(HD(HDIC@
I(HD(CEOIN(HDIC@I[HN(CEOIN(HD C(HD(HDCHD(C(HD(HDIHD (I
HD(HDHDCHD(CHDHDHDCHD[HD HD CHDHDIHD C(HD(HDC(
HD(CHDHDIHDC(HI)(H]

3.770

3.491

Tri81

O=CIN(/C(ENHDN([HDIC@]L(C(HD([HDC(HD(HDIC@@I2([HDC(HD(HD
C(HDHDC(HDIHDC(HD(HDC2(HDIHDC(HD(HDIC@@TA(HD C(THD(H]
INCEO)C(HI)(HDIC@I(HNC(HD(HDCHD(HN C(HD(HDC3(HDIHD (L
HD)(HDCA(HDHDC(HD(H]

3.432

3.124

Tr182

O=CIN(/C(=N/[HDN(HDIC@]L(C(HD(HDC(HD(HDIC@@I2([HN)C(HD(HD)
CHD(HDC(HD[HDC(HD(HDC2(IHDIHDC(HD(HDIC@I3(IHD C(IHD(HDN
(CEOC(HDN(HDC(HD[HDCIHDHDCHDIHDIHDCHD(HDC(HD(HD)C
3([HDHDC(HD(HDIH]

3.495

3.287

Trl83

O=[S](=O)(N3C(HD(HDIC@@I(IHN(C(HD(HDIC@IL(N(HNC(=N[H])N(C1=
O)C(HN(HDHDCAHD([HNC(HD(HDIC@@]2([HDC(HD(HDC(HD(HDC(H
DHDCHD(HD C2((HDIHDCIHD (HDC(HI(HD C3(HDIHD C(HD(HDC(HD)
(HDC(HDHDCHNIHDL

3.201

3.474

Trl84

O=CIN(/C(ENHDN(HDIC@]L(C(HD([HDC(HD(HDIC@@12([HDC(HD(HD)
C(HNIHDCHD[HDCHDHD C2(HDHDC(HN(HDIC@TS(HD) C(HD(HDL
C@I(IHD(N(IHDC(=O)N([H)C3=NC=4C(/N=C3/[H])=C([H)C([H])=C([H)C=4[
HDC(HD([HDCHD(HDCS(HDIH]

3.854

3.985

Trl85

O=CIN(/C(ENHDN(HDIC@]L(C(HD([HDC(HD(HDIC@@12([HDC(HD(HD)
CHDHDCHDHDC(HI(HD C2(IHDIHD C(HD(HDIC@14(HDC(HD(HDL
C@I(HD(N(HDC(=O)N(HDIC@@I3(HNC(HN(IHD C(HD(HDCHDHD
HD)(HDC3(HDHDC(HD(HDC

2.860

3.727

Tr186

O=CIN(/C(=N/[HDN(HDIC@IL(C(HD(HDC(HD(HDIC@@12([HDC(IHD([HD)
C(HNIHDCHD[HDCHDHD C2(HDHDC(HD(HDIC@I4(HD C(HD(HDL
C@I(HDN(IHDC(=O)N([H])C3=C(OC(H)(HDHD) C(IHD=C(HDC([H])=C3[H]
)C(HDIHDC(HD(HD CA(HDIH

2.559

3.179

Trl87

O=CIN(CENHDN(HDIC@IL(C(HD(HDCHD(HDIC@T2(HD C(HD(HDC(
H)((HDCHDHDC(HDHDC2(HDHD C(HD(HDIC@]4(HDC(HI(HDIC@
I(IHDN(HDC(=O)N([H])C3=C([HDC([HD)=C([CINC(HD)=C3MHN C(HD(HD (I
H])(IHDCA(IHDIHD C(HD([H]

5.000

4.123

Tr188

O=CIN(/CENHDN(HDIC@IL(C(HD(HDC(HD(HDIC@@12(THN)C(HD(HD)
C(HNIHDCHDHDCHD(HD C2(HDIHDC(HD(HDIC@I4(HD C(HD(THDL
C@I(HDN(HDC(=O)C(HDN(HDC3=C([HNC([HD)=C([H]) C([H])=C3[HD C(H])(
[HDC(HD(IHDCA(HDIHDC(H]

2.233

2.792

Tr189

O=CIN(/C(=N\HDN([HDI[C@@]L(C([H])([HDIC@@]2([HNC(HD(HDC(HD)(H
DE(HDAHDEHDHDE2(HDHDCHD(HDCHD(HDIC@@I3(HD C(HD(T
HDC(HD[HDCHD(HD CHD(HD C3(HDIHDC(HD(IHDC4=C([HD) C(HD)=C(
C([H)=CAHDC(HD(HDNSC(=0

3.569

4.181
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O=CIN(/CEN/HDN(HDIC@1L(C(HD([HDC(HD(HDIC@@12(IHDC(HD(HD)

C(HNIHDCHDHDCHD(HD C2(HDIHDC(HD(HDIC@@I3(HD C(HD([H]
IN(CEO)C(HD([HDCHD[HDCHD(HD CHD(HDIHD CHD(HD C(HD(HD)
C3([HDHDC(HD(HDIH]

Tr190 3.770 3.269

O=CIN(/C(=ENHDN(HDIC@]L(C(HD(HDC(HD(HDIC@@12(IHDC(HD(HD)

C(HDIHDCHNIHDCHDIHDC2(HDIHD C(HD(HDIC@]4(HDC(HD(HDN
(CEOYC(HD(HDIC@I3(MHDCHDHDCHDHD C(HD)(HD C3(IHDHD C(TH]
J(HDCHI(HDCA(HDIHD)

Tr191 3.013 3.754

O=CIN(/C(ENHDN([HDIC@]L(C(HD([HDC(HD(HDIC@@I2([HDC(HD(HD

C(HDHDC(HDIHDC(HD(HDC2(HDIHDC(HD(HDIC@I3(HDC(HD(HDN
(C(=O)OC(C(HD(HDIHD(CE(HD(HDHD C(HD([HDHD C(HD ([HD) C(HI)([HD)

C3(HDHDCHD(HDH]

Tr192 3.538 3.231

O=[S]2(=O)N(/C(=N/[H)N(HD[C@]4(/C1=CAH])C([F])=C([F)C(H)=C1[F])[C
Tr193 @@]2([HDC(HD(HDNC3=N/C(=C([F])C(=N3)OC([HN)([HD[HD)C(IHD)(HD[H 3.495 3.809
DCA(HDHDC(HD(HDIH]

O=[S]2(=O)N(/C(=N/[H)N(HD[C@]4(/C1=CAH])C([H)=C([FDC(H))=C1[FDIC
Tr194 @J2([HDC(HD(IHDN(EC3=N/C(=C(/[FC(=N3)OC([HD(HDHDC(HD(HDIH]) 3.523 4.227
CA(HDIHDC(HD(HDIH]

O=[S]2(=O)N(/C(=N/[H)N(HD[C@]4(/C1=CAH])C([F])=C([H))C([H])=C1[F]IC
Tr195 @@]2([HDC(HD(HDN(C3=N/C(OC(HI(IHDIHD=C(HDC(=C3[HN)C(IHD(H]) 4.000 3.250
OC(HD(HDIHDCA(HDIHDC(HD(HDIH]

O=[S]2(=0)N(/C(=N/[H])N([H])[C@@]4(/C1=C(\[H])C([H])=C([H])C([H])=C1[H]
Tr196 )C@I2(HDC(HD(HDNIC3=N/C(OC([HD(HDIHD=C(HDC(=C3[H)C(HD)([H] |  3.569 3.199
)JOC(HD(HDIHDCA(HDIHD C(HD(HDIH]

O=[S]2(=0)N(/C(=N/[H])N([H])[C@@]4(/C1=C(\[H])C([H])=C([H])C([H])=C1[H]
Tr197 )C@I2(HDC(HD(HDN(/C3=N/C(OC([HD(HDIHD=C([FNC(=N3)OC(H)(HDL 3.523 3.583
H])CA(IHDIHD)C(IHD(HDIH]

O=[S]2(=0)N(/C(=N/[HIN([HDI[C@@]4(/C1=C(\H])C([H])=C([HDC(H)=C1[H]
Tri98 | )[C@I2([HN)C(HI)(IH)N(/C3=N/C(OC(HI)(IH][H])=C([H])C([H])=C3[H])CA([H 3.066 |  2.664
DIHDCHDHDIH]

O=[S]2(=0)N(/C(=N/[HN([H])[C@@]5(/C1=C(\[H])C([H])=C([H])C([H])=C1[H]
Tr199 )C@I2(HDC(HD(HDNI/C3=N/C(=C(/[FNC(=N3)OC(H)(HD[HDIC@@]4([H]) | 3.377 3.414
C(HD(HDCA(HDHDCS(HDHDC(HD(HDIH]

O=[SJI3(=0)N(/C(=N/[H)N([HD)[C@]5(/C1=C(\[H])C(=C([HDC([H)=C1[FI)N([H]
Tr200 | )C(=0)C2=NC([H])=C([F])C([H])=C2[HD[C@]3([H])C([H])([H])N(/C4=N/C(OC([ 4921 | 4586
HD(HDHD)=C([FNC(E=NA)C(HD(HDHD CS(HDIHD C(HD(IHDIH]

0=C(C=1C([H])=C(C([H])=C(C=1[H])C(=O)N(HDIC@](H)([C@@]([H])(O[H])
C(HD(HDN(HDIC@I([HN(CEOIN(HDC(HD(HDCHD(C(HD(HDIHDC(H]

Tr20L 1y (HDHDIC@@I(HN) OIHD C(HD [HDHDCAHD(HDC2=C(HDC(HD=CcqH | o | 18%
C(IHD)=C2[H])C(HD(HDH)N(C@]
oy | O=CCICEH)=CHNCH)=CC-1HICEONMHDICEITDICO@ITDOr | |

HD)C(HD(HDN(HDIC@I(HDN(C(=O)N(HDCHD(HDC(HD(C(HD(HDIHDC(
(HD(HDHDIC@@I(HD(OIHDC(HD(HDIHD C(HD(HDC2=C(HDC(HD)=C(]
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H])C(HD=C2[H)N([C@]([H])(C3=C(

Tr203

O=C(C=1C([H])=C([HDC([HD)=C(C=1[H])C(=O)N([HDI[C@I(HD([C@@]([H])(OL
HDC(HD(HDN((HDIC@I(HD(C(=O)N(HDCHD(HDC(HD(C(HD(HDIHDC(
(HD((HDIHDIC@@I(HD(OIHDC(HD(HDC(HD(HD C(HD(IHD HD C(IHI([HD)
C2=C([H)C(HD=C(HDC([HD=C

2.573

2.693

Tr204

0=C(C=1C([H])=C(C([H])=C(C=1[H])C(=O)N([HDIC@](H)([C@@]([H])(O[H])
C(HD(HDN(HDIC@NHDN(CEOIN([HD C(HD(HD CHDN(C(HD(HD HD C(TH]
J(HDHDIC@@I(HD(OHDCHD(HDCHD(HDC(H)(HDHDC(H)([HD)C2
=C(HDC(HD)=C(HDC(HD)=C2[H]

4.183

2.930

Test set

Tsl

O=C2N([HDIC@I(HN(C(=O)N(HDIC@@(IHN(C(IHD(HDCHD(CIHD(HDI
HI)C(HD(HDIHDIC@@I(HD(OHDC(HD(HDIC@T(HN(C(=O)N([HD[C@]([H
DCEOIN(IHDC(IHD(HDC=1C([HD)=C(HN)C(H])=C(HDC=1[H])C([H])(C([H])
((HDHDCHDHDIHDCHD(HDHDC(HD(HDCEOIN(HD C(HD(HD C(HT)
(HDC(HD[HDC(HDHDCHDIHDC(HD(HDOC(=ON([HDIC@@]2(H])C(]
HD)(C(HD([HDIHDC(HD(HDIH]

3.600

3.204

Ts2

O=C(OC([HD(HDC=IN=C(OC=1C([HD(HDHDC(HD(HDHDN(HDIC@I(H])
(CEON(HDICe@N(IHD(C(HD[HDCHDCHD(HDHD C(HD (HDIHDIC@
@I([HD(OHDC(HD([HDIC@I([HD(C(=OIN(IHDIC@I([HDN(C(=O)N(IHDC(HD(
HDC(HD(C(HD[HDHDC(HD[HDHDC(HD(CHDIHDHDC(HD(HDIHDC
((HD(HDHDC(HIXHDISI(=O)(=O)C([HD(HDIH]

5.921

3.884

Ts3

0=C(/C1=C(\[H])C(=C(H))C(=C1[H])C2=NN=C(O2)[C@@](C(HD(IHDIHD(C(
H])([HD)C=3C([H])=C(HNC(H])=C(H)C=3[HDIN+](HD(HDIHDN(C(HD(H])
[HDISIEO)(=O)C(HN(HDHD C(HD(CHD(HDIHDC(HD(HDIH]

0.783

2.741

Ts4

O=C(N([HDIC@X(HD([C@@I(IHN(OIHNC(HI)(IHDIC@N([HN(C(=O)N(H])[C@
I(IHD(CEOIN(HDS(HD(HDCL=C([HN)C(HD)=C(HD C(H)=C1[HDC(HN)(C(L
HD((HDHDCHDHDHDCHD[HD HD CHDHD CHDCHDIHDIHD (L
HI)([HDHDIC@@](IHD)(N(IHDC(=0)OC(C(HN(HDIHN(C(HD(HDIHD C(HI)X(
[HDHDC(H)(HDISIEO)EO)C(HN(HDIH]

1.947

2.860

Ts5

O=C(OC(HN(HNC(H)=C(HDIHDN(HDIC@I(HD(C(=O)N(HD[C@]([HD)(C(

=ON([HD[C@@]I(HN(C(HDIHNC(HNC(HDAHDHDS(HD(HDIHD[Ce@I(
(HD(OHDC(HD(HDIC@I(HN(CEOIN(HDIC@I(IHN(C(EOIN([HNC(HD([H])
C=1C([HD)=C(H) C(HD=C(H)C=1[HDC(HN(C(H)(HDHDCHD([HDHD)C(
(HDHDIHDC(HDHDCEOIN(HDCHDIHDC(HD=C(HDIHD CHD(C(HI)(
(HDIHDC(HI(IHDIH]

3.575

3.030

Ts6

O=C2N(C(=N[C@]4(C=1C([H])=C([HDC([HD)=C([H)C=1[HDI[C@@]2([H])C([H]
JIHDNE/C3=N/C(=C(/[F))C(=N3)OC(HDN(HNIHNC(HD(HDIHDCAHDIHDN(L
HDIHDC(HD(HDIH]

3.921

3.183

Ts7

O=C2N(C(=N[C@]4(C=1C([H])=C([H])C([H])=C([H])C=1[H)[C@Q@]2([H])C([H]
JIHDNE/C3=N/C(OC([HD)([HD CHD(HDHD)=C([FI)C(=N3)OC([HD(IHDIHDCA(
(HDHDN(HDIHDC(HD(HDIH]

2.863

3.643

Ts8

O=C2N(C(=N[C@]4(C=1C([HD)=C([HDC(HD=C([HD)C=1[H])[C@@]2([H])C([H]
J(HDNEC3=N/C(OC(HN)(HDHD)=CFDC(E=NS)CHD(HD CHDHDHD CA(L

3.796

3.456
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HDIHDN(IHDIHDC(HD)(IHDIH]

Ts9

O=C2N(C(=N[C@]4(C=1C([HD=C([HDC([F)=C(IHDC=1[FD)[C@@]2([HDC([H])
([HDN@C3=N/C(OC([H])(IHDIH])=C(IFDCENS)CHD(HD) CHD(HDHD CA(H
DIEDN(HDIHDC(HD(HDIH]

4.276

3.931

Ts10

[F)/C1=C(/N=C(/N=CL/OC([H])([HDHDNIC([H])([HDIC@@]2(N=C(N(C(=0)[C
@12((HDC3(HDHDCHD(HDHDN(HDH]) C4=C(HDC(HD=C([F))C(H])=C
A[FDCFD(IFDIF]

3.495

3.203

Tsll

O=C2N(C(=N[C@]4(C=1C([H])=C(C#N)C([H])=C([H])C=1[HD[C@@]2([H]))C([H
D(HDNEC3=N/C(=C(/[FNC(=N3)OC(H)(HDHD C(HD(HDIHDCA(HDIHDN(
HDIHDC(HD(HDIH]

3.854

3.758

Ts12

O=C(OC(C(HI(HDHD(CHDHDHDC(HD(HDIHDN(HDIC@I(IHN)(C(=0)
C(HD(HDN(HDIC@I([HD(C@I(HN(CHDC(HI(HDIC@I(HD(C(=O)N(HDL
C@I(IHN(CEOIN(HDC(HD(IHDC1=C(HDC(H)=C(HDC(HD)=C1[HD)C([HI)(
(HDHDCHDAHDHDCHDHDCHD(CHDHDIHDCHDHDHDCHD(I
H])C(=O)N([HD[H]

0.649

2.437

Ts13

O=C(OC(C(H(HDHDCHD(HDHDC(HD(HDHDN(HDIC@I(IHD(C(=0)
C(HD(HDN(HDIC@N(HD(IC@I(HD(OIHDC(HD(HDIC@I(HD(C(=ON(HDL
C@I(IHD(CEOIN(HDC(HD(IHDC1=C(HN)C(H)=C(HDC(HD=C1[H])C([H])(
C(HDHDIHDCHDHDIHDCHDAHDIHDCHD(HDCHD(CHD(HDIHD
C(HDIHDIHDC(HD([HDC(=O)N(H])[H]

1.504

2.485

Tsl4

N#C/C1=C(\[H])C(=C([H])C([H])=C1[H])C2=C([HD)[SI/C(=C2/[H])[C@@]35N=C
(N(C(=0)[C@]3([HDC(HD(IHDN(C4=N/C([H])=C(C([HD)=NAH)C([H])([HD[H])C5
(HDHDCSHDHDIHDN(IHDIH]

4.046

3.352

Ts15

O=[S](=0)(N(C=1C([H])=C(C([HD)=C(C=1[HDC(=ON([HD[C@I(HD(C(HD([H])
N(HDIC@I(HD(CEO)N(HDNC(HD(HDCIHD(C(HD[HDIHD C(HD(HDIHDI
C@@I([HNOC(HN([IHDHNC(HD([HDHDCHD([HD C2=C([HDC(H)=C([H])
C(HD=C2[HD)C(=ON([HDIC@@](HD(C3=C(H)C([H])=C(H)C([H])=C3[H])C
((HDHDHDC(HIHDHDC(HD([IHDH]

3.602

2.192

Ts16

O=C(N([HDIC@)(HD([C@@I(IHN(OHNC(HI(HDIC@IHD(C(=O)N(HDC(L
HD((HDCHD(CAHDIHDHDCHDIHDIHDCHD(HD CHD(HD)OHD C([H])
((HDC1=C([HDC(HD)=C(HN)C(H)=CLHDCHN(HDIC@I(HN(N(H)C(=0)C
(HDHDCHDCSHDAHDHDCHN(HDIHDC(=0)O[H]

1.721

1.884

Ts17

O=C(N([HDIC@@](HD(C1=C(H)C(HD)=C(HDC(HD)=C1HDC(HD(HDIH]C
2=C([HDC(=C([HDC(=C2[HYN(C(HD(HDHDISI(=0)(=O)C(H)(HDH])C(=O)
N(HDIC@I(HD([C@I(IHN)(CIHN C(HD(HDN(HN)C(HD)([HD)C3=C([HD)CA=C(

C([HD)=C3[H)C(HD=C(IHDNA[HDC(HI)([HDCS=C([HN)C(H])=C(H)C(H])=C
5[H]

2.638

2.171

Ts18

O=C(N([HDIC@N(HD(C=IN=C(OC=1C([H])(IHDHDCHD)([HDIHDCHN(HDI
H])C=2C([H])=C(C([H])=C(C=2[H])N(C(H])([HDHD[SI(=0)(=O)C([H([HDI[H])
CEON(HDIC@I(HD(IC@T(HD(OHN C(IHD(HDN(HD) C(IHI(THD C3=C([H])
COC(HN(HDHD)=C([HD) C(H])=C3[HDC(HI([HDCA=C([HD)C(H])=C([H])C(]
H])=C4[H]

2.049

3.481

Ts19

O=C2N([H])C1=C([H)C(H])=C(H)C([H])=CIN([H])C3=C2C([H])=C([H])C(=C

2.458

2.897
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3[HD)C(=O)N([H])C4=N/C(=C(/[H])N4[H])C5=C([H)C([H])=NC([H])=C5[H]

Ts20

O=C2N([H)C1=C([H])C(H])=C(H])C([H)=CIN([H])C3=C2C([H])=C([H])C(=C
3[H])C(=O)N([H])CA=C([HDC([HD)=C([F)C(HD=CA[H]

2.676

1.392

Ts21

0=C2N([H])C1=C([H])C([H))=C([H])C([H])=CIN([H])C=3/C2=C(/[H])C([H])=C(
C=3[H])C(=0)N([H])C4=NC=5C(N4[H])=C([H])N=C([H])C=5[H]

2.510

1.849

Ts22

O=C(N([H)CENC(HD([HD)C1=C(HNC(=C([HDC(=CLH) C(HD(HDIHDC([H]
JIHDIHDN(HD[H])C=2C(=NOC=2C([H])([HD[HDC3=C([H])C([H])=C(OC([HI[
HDIH]C([H])=C3[H]

2.553

1.826

Ts23

O=C(N([HD)CENC(HD([HD)C1=C(HNC([CIN=C(HNC([CIH=CL[HDN(IHD[H]C
=2C(=N[S]C=2C([HD(HNIHDC3=C([H])C(HD)=C(OC(HD([HNH])C([H])=C3[H
]

2.538

2.559

Ts24

O=C(N([HDC(=NC([H])([HDC=1C([H])=C([HDC([HD=C2C=1C([H])=C([HD)C([H]
)=C2[H]N([HD[H])C=3C(=NOC=3C([H)([HDHDCA=C([H)C(H)=C([HD)C([H])
=CA[H]

1.553

1.122

Ts25

[H]C=5C(O[H])=C(0/C2=C(\[H])C(O[H])=C1OC3=C(O/C1=C2\[H])C(O[H])=C([H
1)C(O[H])=C30/C4=C(\[H])C(O[H])=C([H])C(O[H])=C4[H])C(O[H])=C([H])C=50
[H]

1.143

1.019

Ts26

[FIC=1C([H])=C(C([HD=C([FDC=1[HDC(H](HDIC@]([HD(N([HDC(=0)C=2C([
H])=C(C(HD=C(C=2[H)C([H)([HDIHDC(=O)N(C(HD(HDC(HD(HDCHN(
HDHDC(HDIHDCHDHDC(HD(HDHDIC@I(HD(OIHDIC@I3(IHDN([H])
C(HDHDCHDHDN(CI(HDHDSI(=0)(=0)Ca=C([H) C([H)=C([HDC(H])=
CA4[H]

4.523

3.732

Ts27

[FIC=1C([H])=C(C(HD=C([FN)C=1[HDC(HD(HDIC@I(IHN(N(H)C(=0)C2=C([
H])C(=C([H])C(=C2[H])C(=O)N3[C@]([HD)(C(HI)(HDC(HD(HDC3((HNHDC(
HD)(HDOC(HD(HDIHDC(HD (HDIHDIC@I(IHD(OIHDIC@]4([HDN(HI)C([H]
JIHDCHD(HDN(CA(HDIHDSI(=O)(=O)C(HI(HDIH]

3.886

3.934

Ts28

[FIC=1C([HD=C(C([HD)=C([F)C=1[HD)C(IHD([HDIC@I(HD(N([HDC(=0)C2=C([
H])C(=C([H])C(=C2[H])C(=O)N3[C@]([HI)(C(HD)([HDC(HD(HDC3(IHDIHD)C(I
HD)(HDOC(HD(HDHDC(HD(HDHDIC@I(H)(CHDIC@IA(IHDN(HDC([H]

JHDCHDHDN(CA(HDHD[SI(=0) (=O)C([HIX[HD) CE=C([HN)C(HD=C([H])C

(IHD=C5[H]

5.000

3.962

Ts29

O=C(N([HDIC@@)(HD(C1=C([HDC(HD)=C(HDC(HD)=C1HDC(HD(HDIHDC
2=C([HDC(=C([HDC(=C2[HYN(C(HD(HDHDISI(=0)(=O)C(H)(HDH])C(=O)
N(HDIC@I(HD(C@@](HD(N=[N+]=[N-
DE(HD(HDIC@@I(HN(OC(HD(HDHD) C(=O)N(HDIC@I(HD(C(=O)N([H])C
((HD(HDC3=C(HDC(HD)=C(HDC([HD)=C3MHN C(HN(C(HD(HDIHDC(HD(H
DIHDCHI(HDO/CA=CAHDC([FD=C(IHDC([FD=CA[H]

3.155

3.807

Ts30

O=C(N([HDIC@@](HD(C1=C(HNC(HD)=C(HDC([H])=C1HDC(HD(HDIH]C
2=C([HDC(=C([HDC(=C2[H)N(C(HD(HDHDISI(=O0)(=O)C(H)(HDH])C(=O)
N(HDIC@](HD([C@@I(IHN)(CIHDC(HN(HDIC@@I(IHN(OC(HD(HNC(HIX(
[HDIHDCEOIN(HDIC@I(HD(C(=O)N(HDC(HD(HD)C3=C([HD)C(H])=C([H])

C([HD)=C3HNC(HN(C(HDHDIHDCHDIHDIHDC(HI(HD O/C4=CAH])C(I

F])=C([H])C([F])=C4[H]

4.678

3.400
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Ts31

O=C(N([HDIC@@](HD(C1=C(H)C(HD)=C(HNC([HD)=CL[HDC(HD(HDIH])C
=2C([HD)=C(C([HD)=C(C=2[HDN(C([H]X[HDIHDISI(=O)EO)C(HIN(HDIHDC(=
ON(HDIC@](HD([C@@I([HN)(OC[HDC(HI(HDIC@@(HD(OC(HD(HDIC@
@I3([HDC(HD(IHDCI(HDIHD)C(=O)N(HDIC@I(HD(C(=O)N(HD)C(HD(H])C
4=C([HD)C(HD)=C(HDC(HD=CAHDC(HD(CHD(HDHDC(HN(HDIHDC(H]
)(IHDO/CS=CHNC([F)=C(H)C([F])=C5[H]

4.886

5.030

Ts32

0=C1C4=C(O/C(=CL/C(HD(HDC(HD=C(C(HD(HNIHNC(HD(HDIHDC=2C([
H])=C([HDC(O[H])=C([H])C=20[H])C3=C(OC(C([H])=C3HN(C(HD(HDHDC([
H([HDIHDC([H])=C40[H]

0.193

1.433

Ts33

O=C(OC(C(HI(HDHD(C(HDHDHDC(HD(HDHDN(HDIC@I(IH])(C(=0)

N(HDIC@I(HD(C@]([HD(OHDC(HD(HDIC@I(HD(C(=ON(HDIC@I(HI)(

CEON([HDC(HD(HDC1=C(HDC(HD=C(HDC(HD=CIHDC(HD(C(HD([H]
HDC(HDHDHDC(HDHDHDC(HDIHDCAHDCHD (HDIHDCHD(HD)
[HDC(HD(HDC(=O)N(HDH]

1.504

2.330

Ts34

O=C3N([HDIC@I([HN(C(=O)N(HD[C@I(HD([C@I(HN(OHNC(IHN)(THDN([H]
)C(HD(HDC1=C(HDC(=C(HNC(IHD)=CLHDN(C(HD(IHDHDC(HD([HDIH])
C(HD(HDC2=C(HDC(HD)=C(HDC(HD)=C2[H])C(HD(HDN3/CA=C(\H])C([

H])=C([HD)C([H])=C4[H]

1.087

1.850

Ts35

O=C3N([HDIC@I(HN(C(=ON(HDIC@I(HD(IC@I(HD(OHD C(IHD)(THDN([H]
)C(HD([HDCI=C(H) C(=C(H) C(HD=CLHPN(C(HDHDIHDCHI(IHDIHD
C(HN([HDC2=C(HNC(HD=C(HDC(IHD)=C2[H) C(HD(HDNSC(HD([H])C4=
C(HDC(HD=C([FDC([F))=CA[H]

2.565

2.361

Ts36

O=C3N([HDIC@I(HN(C(=O)N(HD[C@I(HD([C@I(HD(OHD C(IHD(HDN([H]
)C(HD([HDCI=C(H)C(=C(H) C(HD=CLHPN(C(HDHDIHDCHI(HDIHD
C(HN([HDC2=C(HNC(HD=C(HDC(IHD)=C2[H) C(HD(HDNIC(HD([H])C4=
C(HDC(HD=C([FI)C([H])=CA[F]

2.062

2.049

Ts37

O=C(N([HDIC@@](HD(C(IHI)(HD)C1=C([HDC(HD)=C(H)C([H])=C1[H])[C@]
(HDOMHDCHDHDN(HD C(HD(HDC2=C(H)C(H)=C([HD)C(=C2[H])N(C(
(HD((HDIHDC(HD([HDIHDIC@I3(N(HDC(=O)N(C3([HN)[HDC(HD(H)CA=C([
H])C([HD)=C(H])C([H])=CA[HD) C([HD(HDC=5C([H])=C([H])C([H])=C([H])C=5[
H]

1.301

1.184

Ts38

O=CIN(C(=N[C@@]1(C=2C([H])=C([H])C(HD=C([H])C=2[H])C3=C([HDC(=C([
H])C([HD=C3[H])C4=C([H)N=C([HDC([F])=CA[HDN([HDHDC([HI)(HDH]

2.538

2.740

Ts39

O=CIN(C(=N[C@@]1(C=2C([H])=C([H])C(HD=C([H])C=2[H])C3=C([HDC(=C([
H])C([H])=C3[H])C4=C([H])C(OC([HD)([HN[HD)=C([HD)C([H])=CA[HDN([H])[H])
C(HI(HDIH]

1.222

2.632

Ts40

O=CIN(C(=N[C@@]1(C=2C([H])=C(C([H])=C([HDC=2[H])C3=C([H])C([CI])=C(
[HDN=C3[H)[C@@]4([HD)C(IHD(IHD)CA(HDIHDN(HDHDC(HD(HDIH]

3.678

2.896

Ts41

O=CIN(C(=N[C@]1(C=2C([H])=C([HD)C([H])=C([H])C=2[H])C3=C([H])C([F])=C
((HDC(HD=C3HDN(HDIHDC(HD(HDIH]

2.143

1.637

Ts42

O=CIN(C(=N[C@@]1(/C2=C(\[H])C([H])=C([HD)C([H])=C2[H])C3=C([HDC(=C([
H])C([H])=C3[H])CA=C([H)C(OC([HN(IHDC(HN([HDHD)=C([HDC([H])=C4[H]
IN((HDIHDC(HD(HDIH]

2.337

2.238
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Ts43

O=CIN(C(=N[C@@]1(C=2C([H)=C([H])C(HD=C([H])C=2[H])C3=C([HDC(=C([
H]C([HD)=C3[H)C(HD(HDIHDN(HDHD C(HD(HDH]

2.260

2.310

Ts44

O=C(N([C@@]1([HDC(HI(HDCHDHDCHDHDC(HD(HD CL(HDIHDC(
H])([HDC2=CN([HDN=C2[H])C(HD([HDHD) C(HD(HD C(HD(HDIC@](HI)X(
NSC(=NC=4C([H])=C([H])C(O/C3=C([H)C([H])=C([HD)C([H])=C3[H])=C([H])C
=ACS5([HDHDN((HDHDIC@@16([HDCHD(HDCHD(HD C(HD(HD C(HD(
H])C6([HDH]

3.409

3.164

Ts45

O=C(N([C@@]1([HDC(HI)(HDCHDHDCHD[HDCHD(HD CL(HDHDC(
HD)([HDHDC(HD([HDC(HD(HDIC@I(HD(NAC(=N/C3=C(\[H])C([H])=C(OC=

2C(HD=C(HDC(HD=C(H])C=2[HDC([H])=C3CA(HD[HDN([HDHDIC@]5([H]
)C(HDIHDOC(HD(HDC(HD(IHDCS(HDIH]

2.914

3.847

Ts46

O=C(OC([HD(HDIC@N(HD)(N3C(=N/C2=C(\[H])C([H])=C(O/C1=C(\[H])C([H])=
C(HDC(HD=C1HDC(H)=C2C3(HDIHDN(HDHD[C@@]A(HDC(HD(IHDC(
(HDHDCHDHDCHD(HD CAHDHDN(HDIC@@]S([HN)C(IHD)(THD C(HD)
(HDC(HDHDC(HD(HDCS(IHDIH]

3.222

2.706

Ts47

O=C3N(C(=N[C@](C=1C([H])=C([S]C=1[CI))C=2C([H])=C(CH#CC([H])(HDH])C
(IHD)=NC=2[H])(C3([HDHDCHD(HDIHDN(HDIHDC(HD(IHDIH]

4.097

3.896

Ts48

N#CC=1C([H])=C(C([H])=C([H])C=1[H])C=2C([H])=C([S]C=2[H])[C@]3(N=C(N
(C(=0)C3(HDHDC(HD(HDIHDN(HDHDC(HD(HDIH]

3.244

1.873

Ts49

O=C(O[C@]2([H])[C@@]([HN(OC1=C(C(O[H])=C([H])C(OH])=C1[HDC2(H]DI
H])C3=C([H])C(O[H])=C(O[H])C([H])=C3[H])C=4C([H])=C(O[H])C(O[H])=C(OI
H])C=4[H]

1.276

2.728

Ts50

O=C(N([H]C3=C([HD)C([H])=C20C([C@IA([C@@]L(N=C(OCL([HNHDN(HDI
H])C2=C3[H])C([HD(HDOCA(HN)HD(C(HD(HDIHD C(IHD(HDIH])C=5/N=C(/
[HD)C([CI))=C(HDC=5[F]

3.288

2.888

Ts51

[H]/C4=C(/C([H])=C1C(OC([H])(HDIC@I([C@@]12N=C(OC2([H])[H)N([H])I
HD)C([HD(HDOC3([H])[H])=CA[H]) C5=C([H])N=C([H]) C(C#CC([H])(HD[H])=C
5[H]

2.910

3.616

Ts52

O=C(N([H])C3=C([HDC([H])=C20C([C@J4([C@@]1(N=C(OCL([HDIHDN(IHDI
H])C2=C3[H])C([H])([HNOCA(IHNHN(C(HD(HDIHD) C(HD(IHDIH])C5=NC([H
D=C([Br])C([H])=N5

3.078

2.657

Ts53

O=C(N([H])C3=C([H])C(HD=C20C([HD)(HDIC@@}4([C@R@]1(N=C(OC1([H])
HDN([HD)[H])C2=C3[H])C(HD(HDCA(HD[H]) C5=NC([H]))=C([CI])C([H])=C5C(
(HD(HDH]

2.504

2.395

Ts54

O=C(/C1=N/C([H])=C(C([HD=CL[HDC(HN([HDHDN([HDC2=C([H)C(=C([F])C
((HD=C2[HD[C@I3(N([HN)C(=ENHDN([SI(=0)(=0)C3(HDHN) C(HD(HDIHD (I
HD((HDIH]

4.523

4.046

Ts55

O=C(/C1=N/C([H])=C([F])C([H])=C1[HDN([H]) C2=C([F)C(=C([F])C([H])=C2[H]
)C@IB(N(HDC(=N[HDN([SI(=0)(=0)C3([HDIHNC(HD([HDIHDC(HD(HDIH]

4.312

4.509

Ts56

O=[SI3(=O)N(/C(=N\[H)N([HD)[C@](C=1[S]C([H])=C(C=1[H]))C2=C([HDC([H])=
C([HDC(C#N)=C2[HD(C3(HDIHDC(HD(HDHD) C(HD(HDH]

3.592

3.122
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Ts57

O=C(N(HDIC@]L((HDC(HN(HDCUHDHDIC@I(HD(OC(HDN(HDIHDC(HD)
(HDIC@I(HD(O[HDIC@@I(HD(N([HD)C(=0)C=2C([H])=C(H)C([H])=C(C=2[
HDCEOIN(C(HD(HDCHD(HD CHDHDIHD CHDHD C(HD(HDC(HD(
HDIHDC(HD([H])O/C3=CAH])C([F])=C([H])C([F))=C3[H]

2.658

2.105

Ts58

O=C(N([HD)CENC(HD([HD)C1=C(HDC([CIN=C(C([CIN=CLHIN(HDISI(=O)(=
O)C(HD(HDIHDN(HDIHDC=2C(=N[S]C=2C([H)([HD[HD C3=C(H) C(H])=C(
OC([HI(HDIHDC(HD)=C3[H]

2.553

4.081

Ts59

O=C(N([HDIC@N(HD(C(=O)N(HD[C@I([HN(C(=O)O[HN)C(HI)([H))C1=C([H])
C([HD=C(HDC(HD=C1[HNC(HD(HDC(HD(HDC(=O)O[HDIC@@](THD(N(I
H))C(=0)[C@@](HD(N(HDC(HD(IHDIC@@I([HD(O[H])C(=0)[C@@](IHD(N(
[HDC(=O0)[C@@I(IH)(N([H))C(=O)[C@@I(HN(N([H])C(=O)[C@@](IH])(N([H]
JIHDC(HDHDCHD(HDC(=O)OIHN)C(IHD(HD CHD(C(HD(HDIHD C(IHD(
HD)HDC(HD([HDCEO)OHD C(HD(HD CAHD(C(HDIHDHDC(HD(HDIHDC
(HDIHDHDC(HD(CHDHDIHDC(HD(HDH]~

5.523

6.540

Ts60

O=[S](=O)(C(HD(HNC(HN(HDIC@@I(HN(C(=ON([HDIC@I(HI)([C@I([H])
(OHDC(HD(HDIC@I(HD(C(=ON(HDIC@N(HD(C(=O)N(IHDC(HD(HDC1=
C(HDC(HD=C(H)C(HD=CLHDCHN(CHD([HDHDCHD(HDHD C(HD(
HDIHDCHD[HDCHD(CHD(HDHDCHDHDHDN(H) C(=0)[C@@]([H]
YN(HDCEO)OC(C(HN(HDIHD(CAHIHDIHDC(HDIHDIHDCHD(CHD (I
HDIHDC(HD[HDIHDCHD(HDH]

4.097

3.591

Ts61

O=C(N([HDIC@)(HD([C@I([HD(OHDC(H)(HDIC@T(HD(C(=ON(H][C@](
[HD(C(=O)N(HDC(HD(HDC1=C([HDC(HD)=C([HDC(IH)=C1HDC(HD(HNL
HDC(HD([HDHDC(HD[HDCHDCHDIHDHD C(HD(HDIHDIC@@I(HI)(
N([HD)C(=O0)OC(C(HDN(HDHD(CHD(HDHDC(HD(HDHDC(=O)N([HD[H]

0.649

2.008

Ts62

O=CIN(/C(=ENHDN(HDIC@IL(C(HD(HDC(HD(HDIC@I2(HD C(IHD(HDC(
HD)(HDCHD(HDC(HD([HD C2(HDIHDC(HD(HDIC@14(IHDC(HD(HDIC@
IIHD(N(HDC(=0)C3=C([HN) C([HD)=C([HN C(IHD)=C3[H) C(HD(HDC(HI)([H])
CA([HDHDC(HD(HDH]

3.886

3.523

Ts63

O=CIN(/C(=N\[HDN(HDIC@]L(C(HD(HDC(HD(HDIC@@I2([HN)C(IHD(HD)
C(HD(HDCIHDIHDCHD(HD C2(HDIHDC(HD/(HDIC@14(HD C(IHD(HDI
C@I(HDIN(HDC(HD(HDIC@I(HD CHD(HD C3(HN HD C(HDIHD C(HI)(
(HDCA(HDIHDC(HD(HDIH]

3.319

3.124

Ts64

O=CIN(/CEN/HDN(HDIC@1L(C(HD([HDC(HD(HDIC@@12(IHDC(HD(HD)
C(HNIHDCHD RN CHDHD C2(IHDIHDC(HD(HDIC@IA(HD C(IHD(HDL
C@I(HDN(IHDC(=O)N([H])C3=C([H]) C([HD=C(OC(HD(HNIHDC(H)=C3[H]
)C(HDIHDCHD (RN CAHDIHDC(HD(HDIH]

5.000

3.179

Ts65

O=CIN(CENHDN([HDIC@IL(C(HD(HDC(HD(HDIC@I2(HD C(IHD/(HDC(
HD(HDCHDIHDC(HN(HDC2(HDHD C(HD(HDIC@@I3([HD) CHD(HDN(
C(=0)OC(C(HN(HDHNCHD(HDHD CHDHDIHDC(HD(HDC(HD(HDC
3((HDHDC(HD(HDIH]

3.387

3.981

Ts66

O=[S]2(=0)N(/C(=N/[HN([HD)[C@]4(/C1=CH])C([H])=C(HDC([H])=C1[H]DI
C@@J2([HNC([HD(H)N(/C3=N/C(=C{/[FDC(=NI)OC([HD(HNHDCHD(HDL
HDCA(HDHDC(HD(HDH]

3.292

2.984

Ts67

O=[S]2(=0)N(/C(=N/[HDN([HD[C@]4(/C1=CAH])C([H])=C(HDC(H])=C1[F])I

3.721

3.109
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C@@I2(HDC(HD(HDN(/C3=N/C(=C(/[FI)C(=N3)OC(HD(HNHNC(HD([HDI
H)CA([HDHDC(HD(HDIH]

O=[S]2(=0)N(/C(=N/[HDN([H])[C@@]4(/C1=C(\[H])C([H])=C([HD)C([H])=C1[H]
Ts68 )C@I2(HDC(HD(HDNIC3=N/C(OC([HD(HDIHD=C([HN)C(=C3[HN)C(HI(H] |  3.215 3.236
)JOC([HI(HDC(HN(IHDIHD CAHDIHDC(IHD(IHDIH]

O=[S]2(=0)N(/C(=N/[HDN([H])[C@@]4(/C1=C(\[H])C([H])=C([HD)C([H])=C1[H]
Ts69 )C@I2(HDC(HD(HDNI/C3=N/C(=C(/[F))C(=N3)OC(HD(HDIHD)C(HD(HDC 3.086 3.195
((HD(HDIHDCA(HDIHDC(HI(HDIH]

O=C(C=1C([HD=C([HDC(HD)=C(C=1[HDC(=O)N(HDIC@]([HD([C@@](HD(OL
HDC(HD(HDN(HDIC@I(HD(CEOIN(HDC(HD([HDCHD(CHD(HDIHDC(
Ts70 (HD(HDIHDIC@@I(IHD(OIHDC(HD(HDCHD[HDCHD(HDIHDC(HD(IHD) 1.280 1.661
C2=C([HDC(HD)=C(HDC(HN)=C2[HIN([C@I(HD(C3=C(H)C([H)=C(HDC(I
H])=C3[H])C(HD(HDHDCHD(HDIH]

Calibration set

O=C(OC(HN(HNC(HD(HDC(HD)=C(HDIHDN(HDIC@I(HD(C(=O)N(HD)IC
@I(HD(CEOIN(HDIC@@)(IHD(C(HD([HDCHD(C(HD([HDIHDC(HD(HDL

APt | HpIc@@I(HOMHCIHNIHDIC@IIHICEONIHIC@IMHCEON(HD | 22 | 30
CHDHDC=1CqHD=CAHCH)
O=COCH) HNCARNTHNCTHDHCAHI=CARDIDNGHDIC@ITHC-

caiiby | ONIHDIC@ITHNCEONHDIC@@ITHDCAHNAHNCAHDCIHDAHDIIC | 5 oo | 510

(HD(HDHDIC@@(IHD(OHDC(HD(HDIC@I([HD(C(=O)N([HDIC@I(HD(C(
=O)N([H))C(HD)(HDC=1C([H])=C

O=C(/C1=CAHDC(HD=C([HDC(=CLHN)C(IHD(H)NAC(=NC=3C([H])=C([H])C
Calib3 | (OC=2C([H])=C([H])C([H])=C([H])C=2[H])=C([H])C=3C4(IHN[H)N(HD[H)N(C |  2.801 2.815
((EDHDIHDCS(HDCHDIHDCHDHD CHD(HD CHD(HD CS(HDIH]

O=C(O[HNC(HI(IHDC(HD(HDIC@@T(HN(C(=ON([HNC@I(HD(C(=O)N([
HDIC@I(HD(C(=O)N([HDIC@I(HD([C@@I(HD(O[HN)C(IHN(HDIC@I(H])(C
EON(HDIC@N(HD(C(=ON(HDIC@I(HD(C(=ON([HD[C@I(HD(C(=O)O[H]
)C(HD(HDC1=C(HDC(HD)=C(HDC(H]

Calib4 4.796 4.688

O=C(N([HDIC@X(HI([C@@I(IHN(OMHDC(HN(HDIC@N(HD(C(=O)N(HD[C@
calips | JIHDCEONHDC(HD(IHDCI=CHDC(HD)=C((HNC(H)=CIHNCHDC(
HD(HDHDCHDHDHDCHD[HD HD CHDHD CHDCHDHDIHD (L
HI(IHDIHDIC@@](HD(N(H])C

4.027 3.717

O=C(N([HDIC@X(HI([C@@I(IHN(OHNC(HN(HDIC@N(HD(C(=O)N(H)[C@
calivg | JIHDCEONHDC(HD(HDCI=CHDC(H])=CHNC(HD=CIHNCHD(C(
HD(HDHDCHDHDHDCHD[HD CHDCHD(HD HD CHDHDIHD (L
HD((HDCHD(CAHD(HDIHD

0.979 3.121

0=C2N(C(=N[C@]4(C=1C([H)=C(HDC([F)=C([HD)C=1[HDIC@@]2([H)C([H])
Calib7 | ([H)N(/C3=N/C(OC([H])([HD)[H])=C([F)C(=N3)OC([H)([HD)[H))CA(HN)[HDN([ 4357 |  3.957
HDIHDC(HD(HDIH]

Calibg | O=C2N(C(=N[C@]4(C=1C([F])=C([HDC([F])=C(H)C=1[FDI[C@@]2([HNC(H])( |  3.824 4.008
[HDN(/C3=N/C(=C(/[F])C(=N3)OC([H])([H]) HD) C(IH])(IH]) [H]) CA([HD)[H])N([H]
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)HDC(HD(HDIH]

Calib9

O=C2N(C(=N[C@]4(/C1=C(\HDC([CI)=C(HDC([H])=C1[H])[C@@]2([H])C([H]
J(IHDNE/C3=N/C(OC([HD)([HDHD)=C([FDC(=N3)C(HD(HDIHDCA(HDIHDN(
HDIHDC(HD(HDIH]

3.409

3.183

Calib10

O=C2N(C(=N[C@]5(C=1C([F])=C(HDC(H)=C([F)C=1[H)[C@@]2([H])C([H])
(IHDNEC3=N/C(OC([HI)([HDIHD)=C([CINC(=N3)[C@]4([HDC(HD(HDCA([HDI
HDCS(HDHDN(HDIHD C(HD([HDH]

4.187

4.330

Calib11l

O=C2N(C(=N[C@]5(C=1C([H])=C(C#N)C([H])=C([H])C=1[HD[C@@]2([H]))C([H
DHDN(/C3=N/C(=C([F])C(=N3)[C@@]4([H])C(HD(HDCA(HDIHD C(HD(H]
)HDCS((HDHDN(HDHDC(HD(HDIH]

3.367

3.126

Calib12

[FIC=1C([HD=C([FNC(=C([HN)C=1[H])[C@@]24N=C(N(C(=O)[C@]2([H])C([H])
(IHDN(/C3=N/C(=C(/[F])C(=N3)OC([HI)([HDHD C(IHI)(IHD)OHD) CA(HDIHD (L
HD)(HDIHDN(HDIH]

3.796

3.608

Calib13

O=C2N(C(=N[C@]4(C=1C([F)=C(HDC([F])=C([F])C=1[HD[C@@]2([H)C([H])(
[HDN(/C3=N/C(OC(HD(HDIH])=C([FI)C(EN)C(HD(HDC(HD(HDIHD CA([H]
JIHDN(HDHDC(HD(HDH]

4.252

4.506

Calib14

O=C(/C1=N/C([H)=C([FNC([HN)=CI[HDN([H])C2=C([H]) C(=C([FDC([H])=C2[H
DIC@IB(N([HDC(=NIHDN([S1(=0)(=0)C3(HDHN C(HD(HDHD C(HD(HDIH]

4.312

4.159

Calib15

O=[SI3(=0)N(C=2C([H])=C(C(HD=CL/C(=C([H)N(C1=2)C([HD(H)C3([HDH]
)CHDIHDCHDIHDIHDC(=O)N(HDIC@I(HD(CHD(HDN(HDIC@I(HI)(
CEOIN(HDC(HD(HDC(HD(CHD(HDIHDCHD(HDHDIC@@I([HD(OIH])
C(HDIHDCIHDIHDC(HD(H

5.398

4.593

Calib16

O=C(N(HDIC@@](H)(C=1C([H])=C([HDC([HD)=C([HN)C=1[H)C([HD(HD[H])
C2=C([H)C(=C(HDC(=C2[HDN(C(HD(HDHD[SI(=O)(=O)C(HI)(HDIHDC(=

ON([HDIC@I([HD(IC@I(HN)(OMHDC(HD(HDN(HD C(HD(HDC3=C([H])C4=
C(C([HD)=C3[H)C(HD=C([H)NA[S](=

3.569

3.680

Calib17

O=C(OC([HD(HDC=IN=C(OC=1C([H)(HDHDC(HD(HDHDN(HDIC@I(H])
(CEON(HDIC@@I(IHD(C(IHD(HDC2=C([H) C([HD)=C([HD)C([H])=C2[H])[C
@I((HDOIHNC(HDHDN(HDC(HD(HDC3=C(HDC(OC(HDN(IHDIHD)=C([H])
C(HD=C3[HNC(HI)(HDISI(=0)(=0)

0.824

2.441

Calib18

O=C(N([HDIC@@](HD(C=1C([HD)=C(HDC([H)=C(HDC=1[HDC([HD(HDIH])
C2=C([H])C(=C([H])C(=C2[HDN(C([HI(HDIHDSI=O)(=O)C(HIHDIHDC(=

ON(HDIC@I([HD(C@I(HD(OHNC(IHN(HDN(HD C(HD(IH)C3=C([H])C(O

C(IHD(HDIHD=C(IHDC(HD)=C3[H])

2.038

2.070

Calib19

O=C(OC(HD(IHDC=IN=C(OC=1C([HD(IHDHDCHD(HDHDN(HDIC@]([H])
(CEON(HDICeI(HN([C@@](HD(OHDC(HD(HDIC@I(IHN)(C(=O)N(HDIC
@)(HD(CEON(HNC(C(HDHDHDCS(HDHDHDCHD(HDIHD (RN (C(
HD((HDIHDCHD(HDIHDC(H]

5.921

4.009

Calib20

O=C(N([HD)CENC(HD(HDC1=C(HNC([CIN=C(HNC([CIH=CL[HDN(HD[H]DC
2=C(N(UN=C2/C([HD)([HDHD C(HD(HDHD) C3=C([HDC([H])=C(OC(HI)(HDH
DC(HD=C3[H]

1.398

1.196
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Calib21

O=C2N([H])C1=C([H)C(H])=C(H)C([H])=CIN([H])C=3/C2=C(/[H])C([H])=C(
C=3[H])C(=O)N([H])C4=C([HDC([H])=NC([H])=CA[H]

2.530

2.605

Calib22

O=C2N([H])C=1C([H])=C(HDC(H])=C([HDC=IN([H])C3=C2C([H])=C([H])C(=
C3[H])C(=O)N([H])C4=N/C(=C(/[H])NA[H])CE=C([H])C(HD=C([FDC([H])=CS[H
]

2.533

2.778

Calib23

O=C(N([H)CENC([HD)([HD)C1=C([H]) C(=C(H)C([CI))=C1[H])C2=C([H)N=C([
H])C([H])=C2[H])N([HD)[H])C=3C(=NOC=3C([H])([H])[H])C4=C([H])C([H])=C(
OC([HI(IHDIHDC(HD)=CA[H]

1.745

1.995

Calib24

O=C(N([HD)CENC(HD(HDC1=C(HDC(=C(HDC([CID=C1[H)C=2C(H])=C([H
DISIC=2[H])N(HD[H])C=3C(=NOC=3C([H])([HD[H])C4=C([H])C([H)=C(OC([H
D(HDIHDC(HD=CA[H]

1.921

2.576

Calib25

O=C(N([HD)CENC(HD(HDC1=C(HDC(=C(HDC([CID=CIHDC(HD)=C(HD[H
DN([HDIHDC=2C(=NOC=2C([H])([HN)[H)C3=C([H)C([H)=C(OC(HD(HDIHD)
C([H])=C3[H]

2.367

2.071

Calib26

O=C(N([HD)CENC(HD(IHDC1=C(HDC(CIN)=C(OHDC(CI=C1[H]N([HDH])
C=2C(=NOC=2C([H])(HD[H])C3=C([HN)C([H])=C(OC(HD(HN[HDC(H])=C3[H
]

2.319

2.491

Calib27

O=C(N([HDCENC(HD)(HDC1=C(HD)C([CI)=C(HDC([CIN=C1[HN(HD[H])C
=2C(=NOC=2C([H])([HD[H])C3=C(HDC(HD=C(HDC(H])=C3[H]

1.409

2.198

Calib28

O=C(N([HD)CENC(HD(HDC1=C(HDC(BrD=C([HNC([CI)=CIHDN(HD[H])C
=2C(=NOC=2C([H])([HD[H])C3=C([HNC(HD=C(OC(HN)(HD[H])C([H])=C3[H]

2.569

2.072

Calib29

O=C(N([HD)CENC(HD([HD)C1=C(HDC(CIN=C(C([CIN=CIHPN([HDC(=0)C([

HD)(HDN(HDC(HD(HDCHDHDHDN(IHD [H])C=2C(=N[S]C=2C([H])(H])I
H])C3=C([HDC(HD=C(OC(IHN(HDIHN)C([H])=C3[H]

4.000

3.805

Calib30

[H]C=2C(O[H])=C([H])C=10C=3C(0C=1C=20[H])=C([H])C(O[H])=C40C5=C(O
C=34)C(O[H])=C([H])C(O[H])=C5[H]

1.097

1.459

Calib31

[FIC=1C([H])=C(C([HD)=C([FDC=1[HDC(HD(HDIC@](HD(N([HDC(=0)C2=C([
H])C(=C([H))C(=C2[H])C([HD(HDIHDC=OIN(CHI)([HDC(HD(HD C(HI)([H]
IHDC(HDHDCHDHDC(HD(HDIHDIC@NHD(OHDIC@I3(IHDN(HDC(
HI(IHDCHDIHDN(C3(HDL

5.000

3.113

Calib32

[FIC=1C([H])=C(C([HD)=C([FDC=1[HDC(HI(HDIC@I(HD(N([HDC(=0)C2=C([
H])C(=C([H))C(=C2[H])C([HD(HDIHDC(=OIN(C(HI)(HDC(HD(IHD C(HI)([H]
JIHDC(HDHDCHDIHDC(HD(HDIHDIC@N(HD(OCIHDIC@I3(IHDN(HDC(
HI(IHDC(HDIHDN(C3(HDL

4.301

3.425

Calib33

O=C3N(C([HI(HDC(HI(HDC=5C([H])=C(OC=2C(OC(HD(IHNIHD=C([H])C=
IN=C(N(C([HD(HDC=1C=2[H)[C@@([HN)(C(HD(HDC3(H)[HDIC@@]A(H
DEHDARDEHDIHDEHDIHDCHD(HD CAHDIHDN(HDIHD C(HD=C([

H])C=5[HD[C@]6([HDC(HD(H)C(H

3.921

3.938

Calib34

O=C(N([HDIC@@](HD(C1=C([HDC(HD)=C(HDC(HD)=C1HDC(HD(HDIHDC
2=C([HDC(=C([HDC(=C2[HYN(C(HD([HDIHDISI(=0)(=O)C(H)([HDH])C(=O)
N(HDIC@](HD(C@I(HNOHN)C(HN(HDIC@@I(H))(OC(H(HDIHDC(=O

2.678

3.264
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IN([HDIC@I(HD(C(=O)N(HDC([H])

Calib35

O=C(N([HD[C@@](HD(C1=C([HDC(HD)=C(HDC(H))=C1HDC(HD(HDIHDC
2=C([HDC(=C([HDC(=C2[H)N(C(HD(HDIHDISI(=O0)(=O)C([HI(HDIHDC(=O)
N(HDIC@](HD([C@@](THN)(O[HDC(HI(HDIC@@](IHD(OC(HD(HNC(IHD)
=C([HDIHDC(=O)N([HDIC@I(HD(C(=

4.481

3.325

Calib36

0=C1C([H])=C(OC=2/C1=C(/O[H])C([H])=C(O[H])C=2[H])C3=C(O[H])C([H])=C
(O[HDC([H])=C3[H]

0.083

0.503

Calib37

O=C3N([HDIC@I(HN(C(=ON(HDIC@I(HD(IC@I(HD(OHD C(IHN(THDN([H]
)C(HD(HDCI=C(H) C(=C(H) C(IHD=CL[HDC(CHD(HD HD(CHD(HDIH])
C(HN[IHDIHDCHD(HD) C2=C(HNC([FD=C(HDC([F)=C2[HNC(H)([HDN3C
((HD(HD)C4=C(HDC([FD=C(H

4.699

3.185

Calib38

O=C3N(C([HD(HDIC@@I([H)(C(=O)N(HDIC@I(HD(C@I(HD(OHN C(HII
HDN(HDC(HD(IHD)C1=C(HDC(=C([HN)C([H])=C1[HDN(C(IHD(HDIHDC(H])
(IHDHDC(HD(HD C2=C(HDC(HD=C(HDC(HD=C2[HDC3([HNIHDC(HD(H
DCa=C([HDC(H)=C([HDC(H])=C

1.659

1.724

Calib39

O=C3N([HDIC@](HD(CEO)N(HDIC@N(HD(C@I(HD(OIHNC(HD(IHDN([H]
)C(HD([HDC1=C([H))C(=C([HDC(IHD=CLHDN(C(HD(HDHDC(HD(HDHI)
C(HD(HD)C2=C(HDC(HD=C(HDC(HD=C2[HNC(HI)([HDNIC(HD(IH))C(H
D(tHDCA=C(HDC(HD=C(HDC(

1.167

1.823

Calib40

O=CIN(C(=N[C@]1(C=2C([H)=C([HDC([H)=C([H])C=2[H])C3=C([H])C(=C(H
DC(HD=C3[H])CA=C([H)C(HD=NC([H)=CAHDN([HDHDC(HD((HDH]

1.420

2.309

Calib41

O=CIN(C(=N[C@@]1(C=2C([H])=C([HDC([H)=C([H)C=2[H])C3=C([H])C(=C([
H])C([H])=C3[H])C4=C([H)N=C([H)C(=CAH])C(HD(IHDHDN(HNHDC(H])
(IHDMH]

2.367

2.645

Calib42

O=CIN(C(=N[C@@]1(/C2=C(\[H])C([H])=C([H])C([H])=C2[H])C3=C([H])C(=C(L
H])C([H])=C3[H])C4=C([H)N=C([H])C(C#N)=CA[H])N([H])[HDC(IH])([HD[H]

2.328

2.634

Calib43

O=C(N([C@I1(HDC(HD(HDC(HD[IHDCIHD(HD C(HD(HDCL(HDIHD C(H
D(IHDC=2N=C([S]C=2[H)C(HD(IHNOC(IHD([HDIHDC(HD([HDC(HD(HDIC
@I([HD(NSC(=N/C4=C(\HDC([H])=C(O/C3=C([H])C(HD=C([H])C(IHD=C3[H])
C(HD)=CACS([HDIHDN(HDHDL

3.886

3.501

Calib44

O=C3N(C(=N[C@](C=2[S]C([H])=C(/C1=C(\HNC(CHCC([H])([HDHD=C(IHDN
=C1[H])C=2[H])(C3(HNIHDC(HD(HDIHDN(HDIHDC(IHD(IHDIH]

4.108

3.728

Calib45

O=C(N([HDC(HDHNC(HDHDS(HDHDEHDIHDCHD(HD C(HD([H])C
((HDHDCHDHD CHDHD C(HDHDN([H]) C2=C1C([H])=C([H]) C([H])=C(
[HDC1=NC3=C2C([HN(HNC(HD(HDC(HD(HDC3(HD[H])C=40C=5C(C(=0)
C=4[H])=C(O[HDC([H])=C(O[H])

1.975

1.955

Calib46

O=C(N(HDC(HD(HNC(HDHDCAHDIHDCAHIHDCAHDIHDC(H(HDC
((HDHDCHDIHNCHDAHDS(HD(HDN(HD) C2=C1C([H])=C(H)C([CIN)=C
([HDC1=NC3=C2C(HN(HNC(HD(HNC(HD(HDC3([HD[H])C=40C=5C(C(=O
)C=4[H])=C([H])C(OC([HD)([H])

1.374

2.116

Calib47

O=[SI3(=0)N(C(=N[C@@](C=1[S)/C(=C(/[H])C=1[CI])C2=C([H])C(CHCC(HIX(I

4.620

4.484
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HDIHD=C([HDN=C2[H])(C(HD)([HDHD C3(HDIHDN(HD HD C(HD(HDH]

Calib48

O=C(N([H])C3=C([H])C([H)=C20C([C@]4([C@@]1(N=C(OC1([HN[HDN(HDL
H])C2=C3[H])C([H)([HDOCA(HDHD(C(HD([HDHD CHD(HDHD) C=5/N=C(/
[HDC([F)=C([H])C=5[H]

2.932

2.825

Calib49

[HI/C4=C(/C([H])=C1C(O[C@I(HN([C@I3([C@]12N=C(OC2([HI)[HDN(HDIHI)

C(HNHDOCI(HDIHD C(HDHD C(HDHDS(HD(HDIHD=CA[H])C5=C([H])
N=C([H])C(C#CC([HD(HD[HD=C5[H]

3.056

2.813

Calib50

[FIC(FDFDC(HD([HDC(HI(HDIC@]3(H])O/C1=CAH])C(HD=C(C([H])=C
1[C@@]2(N=C(OC2([HN)HDN(HD[HD[C@]3AC(HD(HNOCA([HD[H])C5=C([H
DN=C([H])C(CHCC(HD(HDIHD=C5[H]

2.061

2.233

Calib51

O=C(N([H])C3=C([H])C(HD=C20C([H))(HD[C@@}4([C@@]1(N=C(OC1([H])
HDN([HDH])C2=C3[H]))C(HD(HDCA(HD[HD C5=NC([H])=C(C#N)C([H])=C5C
((HD(HDIH]

2.668

2.520

Calib52

O=C(N([H])C3=C([H])C([H])=C20C([C@I4([C@@]1(N=C(OC1([HN[HDN(HDL

H])C2=C3[H]) C([HD)([HD CA(IHD HD(C(HD(IHD HDC(HD(HDHDCS=NC([H])
=C(/N=C5/[H])OC([H])(HDIH]

3.213

3.362

Calib53

O=C(N([H])C3=C([HD)C([H])=C20C([C@@I4([C@]L(N=C(OCL([HNIHDN(HDI
H])C2=C3[H])C([HD(HDOCA(HNHD(C(HD(HDIHD C(HD(HDIHD)C=5/N=C(/
[HD)C([CID)=C(HDC=5[H]

0.520

1.689

Calib54

[FIC=1C([HD)=C(C([HD)=C([FDC=1[HDC(HD(HDIC@](HD(N([HDC(=0)C2=C([
H))C(=C([HD)C(=C2[H])C([HD)(HDIHD)C(FOIN(C(IHD(HDC(HD(HD C(HI)([H]
JIHDC(HDHDCHDIHDC(HD(HDIHDIC@I([HD(OIHDIC@I3(HDN(HDC(I
HD)(HDC(HD(HDN(C3(HDL

1.237

2.964

Calib55

[FIC=1C([H])=C(C(HD=C([FN)C=1[H)C(HD(HDIC@I(IHN(N(H)C(=0)C2=C([
H])C(=C([HD)C(=C2[H])C([HD(HDIHD)C(FOIN(C(IHD(HDC(HD(HDC(H])([H]
JIHDC(HDHDCHD(IHDC(HD(HDIHDIC@I([HD(OIHDIC@I3(HDN(H)C(I
HD)(HDC(HD(HDN(C3(HDI

1.921

2.770

Calib56

O=C(N([HDIC@]L([HDC(HD(HDCUHDIHDIC@I(HD(OC(HD(HDIHDC(H])
(HDIC@(HD(OHDIC@@T([HD(N([H])C(=0)C2=C([H])C(=C(HDC(=C2[H])C(
=O)N(HDI[C@@]([H)(C3=C(HDC(H)=C(IHDC(H)=C3[HNC(HN([HDIHDN(
C(HD(HDISI=0)(=0)C(HD(HDIH]

1.745

2.845

Calib57

O=C(N([HD)CENC(HD([HD)C1=C(HDC([CIH=C([CMC(HD=C1HDN([HDIHDC
=2C(=NOC=2C([HD(HNIHNC3=C([H))C(HD)=C(OC(HN)([HD)[H])C([H])=C3[H]

2.041

2.297

Calib58

O=C(N(HDIC@](HD(C@I(HD(OMHNC(HD(HDIC@I(HD(C(=ON(HDIC@I(
[HD(CEOIN(HDC(HD(HDC1=C([HNC(HD)=C([HD)C(H])=C1[HDC(H])(C([H]
JHDHDCHDIHDHDCHD[HDIHDCHDHD CHDCHDHDIHDC(HD
(HDIHDIC@N(HD(N(HDC(=

4.229

2.813

Calib59

O=C(O[HDC(HD(HDC(HD(HDIC@I(HD(N(HDHDC(=O)N(HDIC@@](HI)(
C(=O)N([HDIC@I(HN(CEON([HDIC@I(HI)([C@@I(IHN(OHNC(HI)(IHDIC
@I(HD(CEON(HDIC@RI(HN(CEON(HDICRI(HD(C(=ON(HD[C@@]([H])
(C(=0)OHDC(HN(HD)C1=C(H)C([H])=

4.796

4.594
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Calib60

O=C(N([HDIC@X(HD(C(=O)N(HD[C@I(HD([C@@I(HD(OHDC(HD(HDIC@
IHD(CEON(HDIC@I([HD(CEOIN(HD CHD(IHDCHD(C(HD(HDIHD (I
HD(HDHDCHD(CHDIHDHDCHDHDHD CHD(HDIHD C(HD(HDC(
HD(CHD(HDIHDC(HD([H]

2.327

3.115

Calib61

O=CIN(/C(=NHDN(HDIC@IL(C(HD(HDC(HD(HDIC@I2(HD C(IHD(HDC(
HD((HDCHDHDC(HD(HDC2(HDHDC(HD(HDIC@14(HDC(HI(HDIC@
I(IHD(N([HDC(=O)N([HD)C3=C([HNC(HD)=C(C#N)C([H])=C3[H) C([HD)(THD ([
HD(IHDCA(HDHDC(HD(HD)

4.523

4.248

Calib62

O=CIN(/C(=NHDN([HDIC@IL(C(HD(HDC(HD(HDIC@I2(HDC(IHD)(HDC(
HD)([HDC(HD(HDCHD(HDC2(HDHDC(HD(HDIC@TA(HD C(IH)(HDIC@
IIHD(N(HDC(=O)N([HDC3=C(HN)C(HT)=C([HD)C([H])=C3[HN C([H)(HDC([H
DHDCAHDIHDC(HD([HD)

3.796

3.673

Calib63

O=CIN(/C(=N/[HDN(HDIC@]L(C(HD(HDC(HD(HDIC@@I2([HN)C(HD(HD)
C(HD(HDC(HD[HDC(HD(HDC2(IHDIHDC(HD(HDIC@I(HDC(HD(IHDN
(CHDHDCH(IHDCI([HDIHDC(HDHDCHD(HDC(HD(HD CHD(HD
C(HD(HDIHDC(HD(HD

3.119

2.925

Calib64

O=[S]2(=O)N(/C(=N/[H)N(HD[C@]4(/C1=CAH])C([F])=C([F)C(H)=C1[F])[C
@I2([HDC(HD(IHDN(C3=N/C(OC(HD(HDIH])=C(H) C(=C3HN) C([H])([H])O
C(HD(HDIHDCA(HDHD C(HI(IHDH]

4.155

4.368

External set

Extl

O=C2N([HDI[C@I([HN(CEOIN(HDIC@@I(HN(C(HI(HN)CHD(C(HN([HDI
H)C(HD(HDIHDIC@@)([HD(OHDC(HD(HDIC@I(HN(C(=O)N([HD[C@]([H
DCEOIN(HDC(HIXHD) C=1C(H])=C(HD C(IHD)=C(HNC=1[HD C(H])(C([H])
(HDIHDC(HD(HDIHDCHDHDHD C(HD(HD C(=OIN(HD CHD(HDC(HD)
(HDCHDHDCIHDIHDC(HD(HDCHD(HDOC(=O)N(HD[C@@]2([H])C(]
HI)(CHDHDIHDC(HD(HDIH]

3.600

3.204

Ext2

O=C(OC(HD(HDC=1N=C(OC=1C([H])([HDHDC(HDHDHDN(HDIC@]([H])
(CEON(HDIC@@)([HD(CHD(HD CHN(C(HD(HDHD C(HD(HDIHDIC@

@)(HD(OH)C(HD(HDIC@I(HDN(CEOIN(HDIC@I(HN(CEOIN(HDC(HD(
HDC(HD(CHD[HDHDCHD(HDHD CHDCHDHDIHDC(HD(HDIH]C
((HD(HDIHDC(HDAHDSI=0)(=0)C(IHD(HDIH]

5.921

3.884

Ext3

0=C(/C1=C(H)C(=C(HDC(=C1[H])C2=NN=C(O2)[C@@](C([HD(IHDHD(C(
H])([HDC=3C([H])=C([H])C([HD)=C([H])C=3[HD[N+]([H)([HD[HDN(C(HI)}([H])
[HDISIEO)EO)C(HD(IHDHD CHD(CHD(HD RN C(HD(HDIH]

0.783

2.741

Ext4

O=C(N([HDIC@X(HI([C@@I(IHN(OHNC(HN(HDIC@HD(C(=O)N(HD[C@
I(IHD(CEOIN(HDE(HD(HDC1=C(HD) C(HD)=C(HD) C(H])=C1[HDC(HN)(C(L
HD((HDHDCHDHDHDCHD[HDIHD CHDHDC(HD(CHDAHDIHD (L
HI([HDHDIC@@(IHD(N(IHDC(=0)OC(CHN(HDIHN(C(HD(HDIHD C(HI)X(
[HDIHDCHI(HDISIEO)EO)C(HI(IHDIH]

1.947

2.860

Ext5

O=C(OC(HN(HNC(H)=C(HDIHDN(HDIC@I(IHD(C(=O)N(HD[C@]([H])(C(

=ON([HDIC@@](HD(C(HDIHDCHDCHIHDIHDC(HI(HDIHDIC@@I(
(HD(OHDC(HD(HDIC@I(HD(CEOIN(HDIC@I(THN(C(EOIN(HDC(HIXIHD)
C=1C([H])=C([HDC(HD)=C(HD C=1HNC(HD(C(HDHDHDCIHN(IHDIHDC(
(HDHDIHDSHDHDCEOIN(HDCAHDIHDCHD=C(HD HD C(HD(C(HI(

3.575

3.030
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(HDIHDC(HI(IHDIH]

O=C2N(C(=N[C@]4(C=1C([HD)=C([HDC(HD=C([HD)C=1[H])[C@@]2([H)C([H]
Ext6 J([HDN(C3=N/C(=C(/[F)C(=N3)OC([HI)(IHD HDC(IHI)(HD HD CA(HDHDN( 3.921 3.183
HDHDC(HD(HDH]

O=C2N(C(=N[C@]4(C=1C([H])=C([HDC(HD=C([H)C=1[H])[C@@]2([H])C([H]
Ext7 JIHDNEC3=N/C(OC([HD)(HDC(HD(HDHD)=C(FDC(=N3)OC(HD(HDHDCA( | 2.863 3.643
(HDHDN(HDIHDCS(HD(HDIH]

O=C2N(C(=N[C@]4(C=1C([HD)=C([HDC(HD=C([HD)C=1[H])[C@@]2([H])C([H]
Ext8 JIHDNE/C3=N/C(OC([HD)([HDIH])=C([FDC(E=N3)CHD(HD CHDHDIHD CA(L 3.796 3.456
HDIHDN(IHDIHDC(HD)(IHDIH]

O=C2N(C(=N[C@]4(C=1C([HD)=C([HDC([F)=C(HDC=1[FD)I[C@@]2([HDC([H])
Ext9 (IHDN(/C3=N/C(OC(HD(HDIHD)=C(F)CENS)CHD(HDC(HD(IHDIHDCA(H | 4.276 3.931
DIHDN(HDIHDC(HD(HDIH]

[F)/C1=C(IN=C(/N=CL/OC(HD)([HDHDNIC([H])([HD[C@@]2(N=C(N(C(=0)[C
Ext10 @12([HDC3(MHDHDC(HD(HDHDN(HDIHD C4=C(HDC(HD)=C([F)C([H])=C 3.495 3.203
A[FDC(FD(FDIF]

O=C2N(C(=N[C@]4(C=1C([H])=C(C#N)C([H])=C([H])C=1[H])[C@@]2([HDC([H
Extll DIHDN@C3=N/C(=C(/[F)C(=N3)OC([HN(HDIHD C(HD(HDIHD) CAHDIHDN( 3.854 3.758
HDIHDC(HD(HDIH]

O=C(OC(C(HI(HDHD(C(HDHDHD C(HD(HDIHDN(HDIC@I(IHD)(C(=0)
C(HD(HDN(HDIC@N(HD(C@I(HD(OHDC(HD(HDIC@I(HD(C(=O)N(HDI
Ext12 C@I(HN(C(=O)N(HDC(HD)(IHD)C1=C(H]))C([H])=C(HDC(HD)=C1[H])C([H])( 0.649 2.437
(HDHDCHDAHDHDCHDHDCHD(CHDHDIHDCHDHDHDCHD(I
H])C(=O)N([HD[H]

O=C(OC(C(HI(HDHDCHD(HDHDC(HD(HDHDN(HDIC@I(IHD(C(=0)
C(HD(HDN(HDIC@X(HD([C@I(HD(OHDC(HD(HDIC@T(HD(C(=O)N(H]I
Ext13 C@I(HN(C(=O)N(HDC(HD)(HD)C1=C(H]))C([H])=C(HDC(HD)=C1[H])C([H])( 1.504 2.485
CHDHDIHDCHDHDHDCHD(HDIHD C(HD(HDCHD(C(HD(IHDHD)
C(HD(HDIHDCHD(HDC(=O)N(HD[H]

N#C/CI=C(\[H])C(=C([H])C([H])=C1[H])C2=C([H])[SJ/C(=C2/[H])[C@@]35N=C
Extl4 | (N(C(=0)[C@]3([H])C(HD)([H)N(C4=NIC([H])=C(C([H])=N4)C(H)([HD[H])C5 | 4.046 | 3.352
(HDHDC(HD[HDIHDN(HDIH]

O=[S](=0)(N(C=1C([H])=C(C([H])=C(C=1[H]) C(=O)N(HDIC@I(HN(C(HD(H])
N(HDIC@](HD(CEOIN(HN)CHD(HDCHD(C(HD(HDIHD C(HD(HDIHDL
Ext15 C@@](HN(OC(HD(HDHDC(HI(HDHD C(HD)(HD) C2=C([HD)C(IHD)=C([H]) 3.602 2.192
C([HD)=C2[H])C(=O)N([HD)[C@@]([H)(C3=C([HN)C(HD)=C([HNC([H])=C3[H])C
(HDHDIHDC(HDAHDIHDC(HD(HDIH]

O=C(N([HDIC@X(HD([C@@I(IHN)(OHNC(HI)(HDIC@I(HD(C(=O)N(HDC(L
HD(HDCAHDCARDIHDHDCHDIHDHDCHDHD C(HDHDOMHDC(IH])
(HDC1=C([HDC(HD=C(HDC(H)=CLHDC(HN(HDIC@I(HD(N(H)C(=0)C
((HDHDCHDCHDIHDIHD C(HD(IHDIHDC(=0)O[H]

Ext16 1.721 1.884

Ext17 O=C(N([HDIC@@](HN(C1=C(HNC(HD)=C(HNC(HD)=CIHDC(HD(HDIHDC |  2.638 2.171
2=C([HDC(=CHDC(=C2[HYN(C(HD(HDHDISI(=0)(=O)C(H)([HDH])C(=0)
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N(HDIC@](HD([C@I(IHN(OCIHN)CHD(HDN(IHDC(HD(HDC3=C([H])C4=C(
C([HD)=C3[HNC(HD=C(IHDNA[HDC(HD(IHD CS=C(H)C(H)=C(H)C([H])=C
5[H]

O=C(N([HDIC@N(HD)(C=IN=C(OC=1C([H])([HDIHDC(HD(HDIHDC(HD(HDL
H])C=2C([H])=C(C([H])=C(C=2[H])N(C([H])([HDHD[SI(=0)(=O)C([HD(HDH])
Ext18 C(=O)N(HD[C@I(HD([C@I(IHN)(OIHNC(HD(HDN(IHDC(HD(HDC3=C([H]) 2.049 3.481
COC([HI(HDIHD=C(HDC(HD)=C3HNC(HD(HD C4=C([HN)C(HD)=C(HDC(]
H])=C4[H]

O=C2N([H])C1=C([H)C([H])=C(H)C([H])=CIN([H])C3=C2C([H])=C([H])C(=C

DS B[] C(=O)N(HI) C4=N/C(=CU[H)NA[H])C5=C(H]C([H])=NC([H])=C5[H] 2458 | 2897
0=C2N([H])C1=C([H])C([H))=C(IH]) C([H))=CIN([H])C3=C2C([H])=C([H)C(=C

=X20 | 3[H])C(=0)N(HI)C4=C(HC(HD=C(FNC(HD=CA[H] 2676 | 1.392

cor | O=C2N(HNCL=CHNCHN=CARNCHD=CIN(HIC=3/C2=CATHNCIHD=CC | 10| 110

C=3[H])C(=O)N([H])C4=NC=5C(N4[H])=C([H])N=C([H])C=5[H]

O=C(N([HD)CENC(HD(IHDC1=C(HDC(=C(H)C(=CLHDC(HD(HDIHDC(H]
Ext22 JIHDIHDN([HDIHDC=2C(=NOC=2C([H])([HN)[H)C3=C([HNC([H)=C(OC([HI([ | = 2.553 1.826
HDIHDC(HD=C3[H]

O=C(N([HD)CENC(HD([HD)C1=C(HDC([CID=C(HDC([CID=CL[HDN(IHD[H]DC
Ext23 =2C(=N[S]C=2C([H])([HD[H])C3=C([H])C([H])=C(OC([H)([HN[H])C([H])=C3[H 2.538 2.559
]

O=C(N([H])C(=NC([H])([HDC=1C([H])=C([HDC([H])=C2C=1C([H])=C([HDC([H]
Ext24 )=C2[H])N([H])[H])C=3C(=NOC=3C([H])([H])[H])C4=C([H])C([H])=C([H])C([H]) |  1.553 1.122
=C4[H]

[H]C=5C(O[H])=C(O/C2=C(\[H])C(O[H])=C10C3=C(0/C1=C2\[H])C(O[H])=C([H
Ext25 1)C(O[H])=C30/C4=C(\[H])C(O[H])=C([H])C(O[H])=C4[H])C(O[H])=C([H])C=50 | 1.143 1.019
[H]

[FIC=1C([HD=C(C([H)=C([F))C=1[HD)C(IHD([HDIC@I(HD(N(HDC(=0)C=2C([
H])=C(C([H])=C(C=2[H])C([HN)([HD[HD) C(=O)N(C([HD(HDC(HD(HDC(HD(
Ext26 HDHDC(HDIHDCHDHDC(HD(HDIHDIC@I(HD(OIHDIC@I3(IHDN([H]) 4.523 3.732
CHDHDC(HD(HDN(C3(HDIHDISI(=0)(=0)C4=C([HDC(H)=C(IHDC([H])=
C4[H]

[FIC=1C([H)=C(C([HD)=C([FDC=1[HDC(HD)(HDIC@I[HDN([H])C(=0)C2=C(][
H])C(=C([HDC(=C2[HNC(=O)N3[C@](HD(C(IHI)(IHN)C(HD(HDC3(HDIHDC(I
HD((HDOC(HD(IHDIHDCHI)(IHDIHDIC@I(HD (CIHDIC@IA(HDN(HI)C([H]
JHDCHD(HDN(CA([HDIHDISI(=O)(=O)C(HN(HDIH]

Ext27 3.886 3.934

[FIC=1C([HD)=C(C([HD)=C([FNC=1[HDC(HD(HDIC@](HD(N([HDC(=0)C2=C([
H])C(=C([HDC(=C2[HNC(=O)N3[C@](HD(C(IHI)(IHC(HD(HDC3(HDIHDC(I
Ext28 HD((HDOC(HD(IHDHDCHI)(IHDIHDIC@I(HD (CIHDIC@IA(HDN(H)C([H] 5.000 3.962
JHDCHDHDN(CA(IHDIHDISI(=0)(=0)C(HN([HN) CES=C(HNC(HD=C(HDC
([HD=CS[H]

O=C(N([HD[C@@](HD(C1=C(HDC(HD)=C(HDC(HD)=C1HDC(HD(HDIH]C
2=C([HDC(=C([HDC(=C2[H)N(C(HD(HDHDISI(=0)(=O)C(H)(HDH])C(=O)
N(HDIC@I(HD([C@@]([HD(N=[N+]=[N-

Ext29 3.155 3.807
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DE(HD(HDIC@@I(HN(OC(HN(HDIHD C(=O)N(HDIC@]([HD(C(=O)N([H])C
((HD(HDC3=C([HDC(HD)=C(HDC([HD)=C3HN C(HD(C(HDHNDIHDC(THD(H
DIHDC(HI(HDO/CA=CAHDC([FD=C(IHDC([FD=CA[H]

Ext30

O=C(N([HDIC@@](HD(C1=C([HNC(HD)=C(HDC(HD)=C1[HDC(HD(HDIH])C
2=C([HDC(=C([HDC(=C2[HYN(C(HD(HDHDISI(=0)(=O)C(H)([HDH])C(=O)
N(HDIC@](HD([C@@]([HN)(O[HDC(HN(HDIC@@I(IHN(OC(HD(HNC(HIX(
[HDIHDCEOIN(IHDIC@I(HD(C(=O)N(HDC(IHN([HN)C3=C([HN)C(HD=C([HD)

C([HD=C3HNCHNC(HDHDIHDC(HDHDIHDC(HD(HDO/CA=CHDC(L

F)=C([H)C([F])=C4[H]

4.678

3.400

Ext31

O=C(N([HD[C@@](HD(C1=C([HNC(H)=C(HDC(H])=C1[HDC(HD(HDIHDC
=2C([HD=C(C([HD)=C(C=2[HDN(C(HD(IHDHDISI(=O)(=O)C(HN)(HDIHN)C(=
ON([HDICeI([HD(IC@@](HD(OHDC(HD(HDIC@@(HD(OC(HI)([HDIC@
@I3([HDC(HD(IHDC3(HDIHDC(=ON(HDIC@I(HD(C(=O)N(HDC(HD)(H])C
4=C(HDC(HD=C(HDC(HD)=CAHD)CHN(CHD[HDHDCHD(HDIHDC(H]
J([HDO/CS=CAHDC([FD=C(HDC([FD=C5[H]

4.886

5.030

Ext32

0=C1C4=C(O/C(=CL/C(H)(HDC(HD=C(C(HD(HDIHNC(HD(HDIHDC=2C([
H])=C([HDC(O[H])=C([H])C=20[H])C3=C(OC(C([HD=C3[HN)(C(H)(HDHDC(
H])([HDIHDC([H])=C40[H]

0.193

1.433

Ext33

O=C(OC(C([HI(HDHDC(HDHDHDC(HDIHDIHDN(HDIC@I(TH])(C(=0)

N(HDIC@](HD([C@I(HD(OHN)C(HD(HDIC@I(HD(CEON(HDIC@I(HIX

CEOIN([HDC(HD(HD) C1=C(HNC(HD=C(IHDC([HD)=CLHD C(HDN(C(HD([H]
JIHDCHDHDHDCHD(HD HD CHDHD CHD(C(HDHD [HDC(HD([HD)
(HDC(HD(HDC(=OIN(HDIH]

1.504

2.330

Ext34

O=C3N([HDIC@RI(HN(C(=ON(HDIC@I(HD([C@I(HD(OHD C(IHN)(THDN([H]
)C(HD(HDC1=C(HDC(=C(HNC(IHD=CIHDN(C(H)(HDHDC(HD)(HDH])
C(HD(HDC2=C(HN)C(HD)=C(HDC(HD)=C2[H])C(HD(HDN3/C4=CAH])C(I

H])=C([H])C([H])=C4[H]

1.087

1.850

Ext35

O=C3N([HDIC@I(HD(C(=O)N(HDIC@T(HD([C@I(HD(OIHNC(IHD(HDN(H]
)C(HD(HDC1=C([H]))C(=C(IHNC(IHD=CLHDN(C(HD[HDHDC(HD(HDH])
C(HD(HDC2=C(H))C(HD)=C(HDC(HD)=C2[H) C([HD(HDN3C([HD)([H])C4=
C(HDC(HD)=C([FN)C([F])=CA[H]

2.565

2.361

Ext36

O=C3N([HDIC@I(HN(C(=ON(HDIC@I(HD(IC@I(HD(OMHD C(IHN(THDN([H]
)C(HN(HDCI=C(H)C(=C(H) C(IHD=CLHDN(C(HDHDIHDCHIXIHDIHD
C(HN([HDC2=C(H)C(HD)=C(IHDC(HD)=C2[H) C(IHD(HDN3C(HD([H])C4=
C(HDC(HD)=C([FD)C([H])=CA[F]

2.062

2.049

Ext37

O=C(N([HDIC@@]([H])(C(HN([HD)C1=C(H)C(HD=C(HDC([H]D)=C1[H])IC@]
((HD(OHDC(HDHDN(HD C(HD([HD) C2=C([HDC([HD)=C(IHDC(=C2[HN(C(
(HD(HDIHDC(HD(HDHDIC@IBN(IHN)C(=O)N(C3(HDHD C(HD(HDC4=C([
H]C([HD)=C([HD)C(HD)=CAHDC(HI)(IHDC=5C([HD)=C([H])C(H])=C([H])C=5]
H]

1.301

1.184

Ext38

O=CIN(C(=N[C@@]1(C=2C([H])=C([H])C(HD=C([H])C=2[H])C3=C(HDC(=C([
H])C([HD=C3[H])C4=C([H])N=C([HD)C([F])=CA[HDN([HD[HDC(IHI)([HDH]

2.538

2.740

Ext39

O=CIN(C(=N[C@@]1(C=2C([H)=C([H])C(HD=C([H])C=2[H])C3=C(HDC(=C([
H])C([HD=C3[H])C4=C([H]) C(OC([HN)(HN[HD)=C([HN) C([HD=CAH)N(HDIH])

1.222

2.632




International Journal of Computer Applications (0975 — 8887)
Volume 182 — No. 11, August 2018

C([HD(HDIH]

Ext40

O=CIN(C(=N[C@@]1(C=2C([H])=C(C([H])=C(HDC=2[H])C3=C([H)C([CI])=C(
[HDN=C3[H)[C@@]4([HD)C(IHD(IHD)CA(HDIHDN(HDHDC(HD(HDIH]

3.678

2.896

Ext41l

O=CIN(C(=N[C@]1(C=2C([HD)=C([HN)C(HD=C([H])C=2[H])C3=C([H])C([F])=C
((HDC(HD=C3HDN(HDIHDC(HD(HDIH]

2.143

1.637

Ext42

O=CIN(C(=N[C@@]1(/C2=C(\[H])C([H])=C([HD)C([H])=C2[H])C3=C([HDC(=C([
H])C([H])=C3[H])C4=C([H])C(OC([HD)([HD) C(HD(HDHD)=C([H])C([H])=C4[H]
IN((HDIHDC(HD(HDIH]

2.337

2.238

Ext43

O=CIN(C(=N[C@@]1(C=2C([H])=C([HD)C(H)=C([H])C=2[H])C3=C([H])C(=C([
H]C([HD)=C3H)C(HD(HDIHDN(HDHD C(HD(HDH]

2.260

2.310

Ext44

O=C(N([C@@]L([HDC(HI(HDCHDHDCHDHDCHD(HD CL(HD HD
H](IHDC2=C(N([HDN=C2[H])C(HD([HDHD) C(HD(HD C(HD(HDIC@](HI)X(
NSC(=NC=4C([H])=C([H])C(O/C3=C[H)C([H])=C([HD)C([H])=C3[H])=C([H])C
=4CS([HDHDN((HDHDIC@@16(IHDCHD(HDC(HD(HD C(HD(IHD C(HD(
H])C6([HDH]

3.409

3.164

Ext45

O=C(N([C@@]L([HDC(HI(HDCHDHDCHD(HDCIHD(HD CL(HD HD
HD)((HDHDC(HD[HDC(HD(HDIC@N(HD/(NAC(=N/C3=C(\[H])C([H])=C(OC=

2C([H]D)=C(HD)C(H])=C(HDC=2[H])C([H])=C3CA([H])[HD)N([H])[HDIC@]5([H]
)CHDIHDOC(HD(HDC(HD(HDCS(HDIH]

2.914

3.847

Ext46

O=C(OC(HN(HDIC@I(HD(NIC(=N/C2=C(\[H])C([H])=C(C/C1=C([H]))C([H])=
C(HDC(HD=CL[HD)C(HD)=C2C3([HN)HDN([HDHDIC@@]A([HD)C(IHD)(HDC(
(HD[HDCHDHDC(HD(HD CA(HDHDN(HDIC@@]S(HN)C(IH)(THD C(HD)
(HDC(HD[HDC(HD(HDCS(HDIH]

3.222

2.706

Ext47

O=C3N(C(=N[C@](C=1C([H])=C([S]C=1[CI))C=2C([H])=C(C#CC([H])([HDH])C
(IHD)=NC=2[H])(C3([HDHDC(HD(HDIHDN(HDIHDC(HD(IHDIH]

4.097

3.896

Ext48

N#CC=1C([H])=C(C([H])=C([H])C=1[H])C=2C([H])=C([S]C=2[H])[C@]3(N=C(N
(C(=0)C3(HDHNC(HD(HDIHDN(HDHDC(HD(HDH]

3.244

1.873

Ext49

0=C(O[C@I2(M)IC@@]([H)(OCL=C(C(O[H)=C(H)C(OMHD=CIHN C2(HD
H)C3=C((H])C(O[HI)=C(OHNC([HD=C3H])C=4C([H])=C(O[HDC(OHD=C(OL
HDC=4{H]

1.276

2.728

Ext50

O=C(N([H])C3=C([H])C([HD=C20C([C@I4([C@@]1(N=C(OC1([HN[HDN(HDL
H])C2=C3[H)C([HI)([HDOCA(HDHD(C(HD([HD RN CHD(HDHD) C=5/N=C(/
[HDC([CIN=C(HDC=5[F]

3.288

2.888

Ext51

[HI/CA=C(/C([H])=C1C(OC([H)(HDIC@I3([C@@]12N=C(OC2([HN[HIN([HDI
H))C(HD(IHDOC3(HD[H])=CA[HDCS=C([HNN=C([H])C(CACC([H])([HD[H])=C
5[H]

2.910

3.616

Ext52

O=C(N([H])C3=C([H])C([H])=C20C(IC@]4(IC@@]L(N=C(OCL(H[HNN(H])[
H])C2=C3[H])C([HD)([HDOCA([HDHD(C(HD(HDIHD) C(HD(IHDIH])C5=NC([H
D=C([BrDC([H])=N5

3.078

2.657

Ext53

O=C(N([H])C3=C([H])C([HD=C20C([HD)([HD[C@@}4([C@R@]1(N=C(OC1([H])
HDN([H])[H])C2=C3[H])C([HD(HD C4([HD[H])C5=NC([H])=C([CI))C([H)=C5C(

2.504

2.395
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(HD(HDIH]

O=C(/C1=N/C([H])=C(C([HD=CL[HDC(HD([HDHDN(H)C2=C([H])C(=C([F])C
Ext54 ((HD=C2[HD[C@I3(N([H)C(=N[HDN([S](=O)(=O)C3(IHDHDC(HI(HDHDC( |  4.523 4.046
H])((HDIH]

O=C(/C1=N/C([H])=C([F])C([H])=C1[HDN([H])C2=C([F)C(=C([F])C([H])=C2[H]

P05 ) [C@IN(H)CENIHDN(ISIE0)=0)CaHDIHDCAHDHDHDCAH -] | 22| 42
O=[SI3(=O)N(CENH)N(H]) [C@](C=1ISIC(H])=C(C=1[H])C2=C(IHDC(H]) =

B0 C(HI)C(CH#N)=C2[HT)(C3(HI) ) C(HD (HDIHDCAHDHD[H] 3921 el
O=C(N(HDIC@ILHD RN (M CLHD D [C@I ) (OCTHDTHDHD C(HD)

csr | (HDIC@ITHDOMDIC@@IHDIN(HCEO)C=2C(HD=CAHCAHD=CC=2L | oo | 10

H)C(=O)N(C(HD)([HDCHD(HD CAHDIHDIHDC(HDIHDS(HDHDCHD(
HDIHDC(HD([H])O/C3=CAH])C([F])=C([H])C([F))=C3[H]

O=C(N([HD)CENC(HD([HD)C1=C(HDC([CIN=C(C([CIN=CL[HDN(HD[SI(=O)(=
Ext58 O)C(HD(HDIHDN(HDIHDC=2C(=N[S]C=2C([HD(IHD[HDC3=C([H]) C([H])=C( 2.553 4.081
OC([HI(HDIHDC(HD)=C3[H]

O=C(N([HDIC@N(HD(C(=O)N(HDIC@](HD(C(=O)O[HN)C(IHI)(H))C1=C([H])
C(HD=C(HDC(HD=CLHDC(HD(HDC(HD(HDC(=O)OHDIC@@T(THD)(N(I
H))C(=0)[C@@](HD(N([HN)C(H)([HDIC@@](HD(O[H])C(=0)[C@@]([H])(N(
Ext59 [H)C(=O)[C@R@I(HND(N(HDC(=O)[C@@I(IHN(N(HDC(=O)[C@@I(H])(N([H] 5.523 6.540
JIHDC(HDHDCHD(HDC(=O)OHD)C(IHD) (HD C(HD(C(HD(HDIHD C(HD(
HDHDC(HD(HDC(=0)OHN)C(IHD)(HDC(HD(C(HD(HDIHD C(HD([HDIHDC
(HD(HDHDC(HDCHD([HDHDC(HD)([HDIH]~

"Experimental inhibitory activity; “Predicted inhibitory activity




