| SMILES | 1c50 Binary_Clas| pIC50

CC(/C=C/c1 760 1 6.119186
COclcc2cc 760 1 6.119186
C=CCNcl1[n 30000 0 4.522879
Cclccceclh 57000 0 4.244125
C/c(ccc(=¢ 17 1 7.769551
O=CNCclcc 120 1 6.920819
Cclcec(C2= 580 1 6.236572
Cccc/c(=Cc 500 1 6.30103
CN1C(=0)C 60 1 7.221849
CC(C)C[C@ 10000 0 5
CCi1Cc2c(O 3 1 8.522879
NC(=S)N(O 180 1 6.744727
CCccc/c(=C 250 1 6.60206
CC(C)(C)c1« 10000 0 5
CCCcccect 250 1 6.60206
COclccc(-c 1400 0 5.853872
Cclcec(-c2 120 1 6.920819
COC1(c2cc 40000 0 4.39794
NS(=0)(=0 25800 0 4.58838
Cclcc(-c2c 27 1 7.568636
COclcc(OC 10000 0 5
Cclcc(OCci 830 1 6.080922
0O=C(Nclcc 90 1 7.045757
ccceecca 200 1 6.69897
Cclcec(C(C 430 1 6.366532
COclcc(/C: 500 1 6.30103
CCi1Cc2c(O 125 1 6.90309
COclccc(/C 1100 0 5.958607
CCCCC10c: 59 1 7.229148
CCC(0O)(c1c 600 1 6.221849
C/C(=N\OC 20 1 7.69897
CCOC(=0)C 68 1 7.167491
COclcc(/C: 4000 0 5.39794
cci(cyccc| 150000 0 3.823909
clcne2nc(- 3550 0 5.449772
0=C10Cc2: 720 1 6.142668
O=C(clcccs 380 1 6.420216
Cnlcc(NC(= 290 1 6.537602
Oclcccecl- 3000 0 5.522879
0O=C(Cclcn 1600 0 5.79588
COclcc2oc 1400 0 5.853872
cceceeecc 1050 0 5.978811
CC(=0)0c1 3100 0 5.508638
COclccec(/C 120 1 6.920819
Ccccececec(s 8 1 8.09691
CN(0)C(=0 1000 0 6
N#CNC(=N' 420 1 6.376751
COclccc2ca 12500 0 4.90309
Cclccceclh 50000 0 4.30103
CCccccIce 300 1 6.522879



COC1(c2ccl
COC1(c2ccl
Oclnc(-c2c
CC(C1cCCic
Cclncenl-c
COclcc(/C:
CCOC(=0)c
C/C(=N\OC
COclcc(/C:
Ccccceccc
0=C(0)/C=
Nclce(C(=C
COclcccc(-
Ccccccecec(s
CCCCCCclc
COclcc2oc
CC1Cc2c(O
Sclccec2cce
CC(C)clccc
0=C(NCCCt
CC(C)=Ccc,
NC(=0)N(C
O=C1CCN(c
NC(=O)N(C
clcnn2c(Nt
N#Cclcc(-c
0O=Clc2ccc
COC1(c2ccl
COclcc([C(
CC(C#Cclc
Cccc(o)c#
COclccec(/C
Ccce/c(=Cc
COclccc(Ct
0=C(/Cc=C/
Cclcee2nc(
0O=C(Nclcc
C[S+I([O-]):
Ccccceccc
0O=C(Cclcn
CO/N=C/C:
CC1CN(c2c
CCCCCNC(=
CCcCcccec
0O=C(0)CccCcC
O=clc2ccc
CCclccccc]
NS(=0)(=0
COclccc(Cl
O=C(clcccr
COclcccc(-

92900
830
860
900
340

13900
160

14

2

500
60
900
430
800
58
74300
80
200000
160
1500
10

57

5

380
1760
20
5300
80
380
700
760000
900
700
12
36.7
1530
33
650
280
4700
150
1800
1500
950
4000
3
39000
50
100000
120
80

4.031984
6.080922
6.065502
6.045757
6.468521
4.856985
6.79588
7.853872
8.69897
6.30103
7.221849
6.045757
6.366532
6.09691
7.236572
4.129011
7.09691
3.69897
6.79588
5.823909
8
7.244125
8.30103
6.420216
5.754487
7.69897
5.275724
7.09691
6.420216
6.154902
3.119186
6.045757
6.154902
7.920819
7.435334
5.815309
7.481486
6.187087
6.552842
5.327902
6.823909
5.744727
5.823909
6.022276
5.39794
8.522879
4.408935
7.30103
4
6.920819
7.09691



cc[c@](ocC
COC1(c2ccl
Cclcc(NC(=
CC[C@@](
CClCe@]1
N#Cclcc(-c
COC1=CC(=
CN(0)C(=0
CCOC(=0)c
Cclcc(-c2c
0=C(O)clc
CCC(O)(c1c
CN1C(=0)C
O=clc2ccc
NC(=0O)N(C
C/C(=N\OC
COC(=0)cCC
0=C1/C(=C
COclcc(/C:
0=C1CCCN
Cclcc(-c2c
N#Cclccc(-
CCCCC(Sc1
C/C=C/clcc
CCC(O)(c1c
CC(clcc2cc
COclccc(O
CC1Cc2¢(0
CC1=C(C)C|
COC(=0)c1
NC(=O)N(C
O=[N+]([O-
0O=C(0)C(St
CCC(Sclnc|
COC1(c2cci
0=C(0)/C=
O=C(Cclcci
0O=C(0)C(S¢
Cclc(C(=0)
COclcc(C2!
CCC(O)(c1c
C/C(=C\CC,
N#CC1=C(]
CC(CC(=0)(
CC1CN(c2c
CC(C)(c)ocC
0O=C(0)C(St
CCCCclc(-c
O=clcc(-c2
0=C(O)clc
CC[C@@H

740
570
2090
520
60
2.3
310
45
255
40000
4600
1100
100

170
28
190
20
340
99000
24
380
900
50000
19
0.26
130
420
1700
7200
510
3400
800
2800
40000
47
600
700
1640
370
800
77
1660
70
8400
81000
240
100
1700
500
40

6.130768
6.244125
5.679854
6.283997
7.221849
8.638272
6.508638
7.346787
6.59346
4.39794
5.337242
5.958607
7
8.30103
6.769551
7.552842
6.721246
7.69897
6.468521
4.004365
7.619789
6.420216
6.045757
4.30103
7.721246
9.585027
6.886057
6.376751
5.769551
5.142668
6.29243
5.468521
6.09691
5.552842
4.39794
7.327902
6.221849
6.154902
5.785156
6.431798
6.09691
7.113509
5.779892
7.154902
5.075721
4.091515
6.619789
7
5.769551
6.30103
7.39794



NC(=0)N(C
CCCC(=0)N
CC(C)Cclcc
CC1=CCcCcC.
CC(C#Cclc
CCclccc(CS
COclcc(/C:
Cclc(C)c2c
COC1(c2cci
O=[N+]([O-
0=S(=0)(N:
0O=C1Nc2cc
C[C@H](CH
CCOC(=0)c
cceec/c=(
0=C1CCN(c
CC(=0)0c1
Cnlncc(NC
0=C(/N=c1
COC1(c2cc
CCOC(=0)c
Cclcec(O)c
O=clc2ccc
Cclcc(NC(=
CCCCC(Sc1
CC(=0)N(C
0=C1CCCN
COC(=0)cl
CC(C)=Ccci
CCCCC(Sc1
CNC(=0O)N(
0=C10Cc2
COclccc(/C
O=C(NCCC:
COC1=CC(=
COclcccc(/
NC(=0)N(C
C[C@H](CH
CCOC(=0)c
CSciccc(-c:
cccccccc
CC(clcee(-¢
COclcc(/C:
CC(C)(C)cle
CCccccoc:
C#HCCnlccc
OC1(c2cccc
Cclccee(Nz
NC(=0)N(C
CC1(C)Cc2c
COclccc2ca

170
52000
2500
30.51
100
100000
5480
71

14
50000
10000
5700
160
10000
50000
1100
200
41
380
60
120
100000
30

23
600
150
53000
45000
350
1200
45
380
150
77600
1900
100000
60
600
86
680
40
4000
1100
6250
480
0.9
50
2000
1000
1700
3000

O 000 R R RFROOORRRRRLROOORRROROORRRRORRRRERROOOROOOR R OORREROOLR

6.769551
4.283997
5.60206
7.515558
7

4
5.261219
7.148742
7.853872
4.30103
5
5.244125
6.79588
5
4.30103
5.958607
6.69897
7.387216
6.420216
7.221849
6.920819
4
7.522879
7.638272
6.221849
6.823909
4.275724
4.346787
6.455932
5.920819
7.346787
6.420216
6.823909
4,110138
5.721246
4
7.221849
6.221849
7.065502
6.167491
7.39794
5.39794
5.958607
5.20412
6.318759
9.045757
7.30103
5.69897
6
5.769551
5.522879



0=C(O)cln
Clclcec(-c2
CN(C)S(=0)
CC1CN(c2c
Ccce/c(=Cc
CC1=NN(cz
O=C(OCC#H(
C[C@@H](
CCC10c2¢(
COclcc([C
CSclccccecl
CCOC(=0)c
COC1=CC(=
Ccceeci=¢
Cclcec(S(=!
COclccc(Ce
CSclccc(CC
cceecececc
Cclcce(Cnz
COclccc(-c
Cnlcc(NC(=
CCOC(=0)c
CC(C)=CcC,
COclcc(-c2
CNclsc(-c2
NC(=O)N(C
CC[C@](OC
CC1Cc2¢(0
CCOC(=0)c
CC1(C)Cn2:
COclccce(/C
C[C@@H]1
CC(C)NC(=(
CCccccecoc:
O=C1CCN(c
CCCC10c2«
CC(C)(C)c1«
0=C(0OCcl1c
CN(C)clccc
Oclccc(Nc:
COclcc(O)«
Cclcec(S(=!
0=C(0)/C=
CC1CN(c2c
Cclccc2c(c
COclccc(S:
Ccceececc
COclcc(-c2
COclccc(/C
0=C(O)clc
Cclccc(C2=

6000
300
65
2700
2100
570
15000
50
63
10
100
130
330
1370
2.07
574

770
10
10
30

420

200

480

50000

900

110
23

580

2300
600
50000
3410
280
3700

870

300

170
80

100

1140
2.6
1200
5800
10000

350

340

116

300
31

860

R R R R R R OO0OORORRRERREROROORORRRRORRRRRRPRRRRRORRRERRREIROROORRLO

5.221849
6.522879
7.187087
5.568636
5.677781
6.244125
4.823909
7.30103
7.200659
8

7
6.886057
6.481486
5.863279
8.68403
6.241088
9
6.113509
8

8
7.522879
6.376751
6.69897
6.318759
4.30103
6.045757
6.958607
7.638272
6.236572
5.638272
6.221849
4.30103
5.467246
6.552842
5.431798
6.060481
6.522879
6.769551
7.09691
7
5.943095
8.585027
5.920819
5.236572
5
6.455932
6.468521
6.935542
6.522879
7.508638
6.065502



Cclcec(N2(
NC(=0)N(C
CC(=O)N(C
CCOC(=0)c
COclccc(/C
0=C(O)clc
O=C(OCCH(
CC(C)(C)cle
COclcc2c(¢
Cnlncc(NC
NS(=0)(=0
CCCclcc(Cl
COclcc(-c2
ccceeccc
O=[N+]([O-
Cclcc(OCc:
Cclcec(C(C
O=clc2ccc
NS(=0)(=0
C/C(=N\OC
CCC(O)(c1c
COclcc(/C:
ccececeeca
CN(C(=0)c:
CS(=0)(=0)
Cclcc(NC(=
0=C(COci1c
COC1(c2cc
0=C(0)/C(¢
C[S+I([O-]):
Cnlcc(NC(=
C/C(=N\O[t¢
clccc2cec(C
CCOC(=0)c
CNcloc(-cz
Cclcee2nc(
CCcccc(=c
CCC(Cclcce
NC(=0O)N(C
O=C1NCCN
CCOC(=0)c
Cclc[nH]c(
0=C(0)/C(:
NC(=O)N(C
CCCclccc2:
Cclc(C)c2c
CCOCclcc(
CCccccec
Cclnc(O)c(
COC1(c2cci
CCccc/c=C\

277000
213
40
650
960
1200
30000
30000
4500
34
3450
20
1300
560
150
570
3160
100
16150
60
1840
13900
175
12000
10000
2170
1200
3400
181
710
83

34
40000
110
50000
253
1600
3000
970
8800
96
7600
31

53

31
290
291
6000
5100
2600
3000

cococooFrRrrFrRFrFFEFPFPFPFPRPOFRPOPOOPOPFRPOPFRP PP POOOOORFRPROOFRPOPRPOPFRPPFPPOPOPRPOOOOR PP PEPPELDO

3.55752
6.67162
7.39794
6.187087
6.017729
5.920819
4.522879
4.522879
5.346787
7.468521
5.462181
7.69897
5.886057
6.251812
6.823909
6.244125
5.500313
7
4.791827
7.221849
5.735182
4.856985
6.756962
4.920819
5
5.66354
5.920819
5.468521
6.742321
6.148742
7.080922
7.468521
4.39794
6.958607
4.30103
6.596879
5.79588
5.522879
6.013228
5.055517
7.017729
5.119186
7.508638
7.275724
7.508638
6.537602
6.536107
5.221849
5.29243
5.585027
5.522879



C/C(=C\CC,
CC(=NOC(c
Cclccec(NC
Ccccee/c=(
COc1c(NC(:
CCN(CC)C(:
CC(C)CICN
Cclceec(0C
CC(clccc(C
Cclcc(-c2ct
CC1(C)Cc2c
C/C(=N\O)«
NC(=0)N(C
CCC(0C)(c1
ccececeeca
NC(=O)N(C
CN(C)clccc
ccceeeccca
O=C(c1[nH
CCCCcCCcue
Cclcc(C(=C
COclccc(Cl
CO/N=C(\C
CC(clcc2cc
Cclcec(C(C
COclccc(Cl
0O=Clc2ccc
NC(=O)N(C
COclccc2o
CCclcc(-c2
CCCCCclcc
COC(C)(car
C=CCclcc(s
CCCCC(Sc1
COCC1(c2c
CC(C)N(0)C
COC1=CC(=
CC1Cc2c(O
COclccc(N
N#Cclccc(-
CC1=NN(C(
CCOC(=0)c
Cclc(O)c(C
Cccccec(=c
CNC(=0O)N(
Cclcc(/C=C
CCC(O)(c1c
CCCccc(sc1
O=Cci1ccca
CC(C)(C)c1«
0O=C(0)C(St

265
32

10
7400
400
3220
20000

5000
57
2400
200
68
900
115
310
2200
1500
5700
170
1000
80000
270
1600
940

320
140
82400
760
940
500
65
500
170
130
200
35
600
600
100
2490
230
460
100
170
1000
1400
18440
10000
700

R O 000 R RPRRRORRRRRRRRPRRRRRORRLRRRLROROOROOORRRRELRRLOROROORORRR

6.576754
7.49485
8
5.130768
6.39794
5.492144
4.69897
8.221849
5.30103
7.244125
5.619789
6.69897
7.167491
6.045757
6.939302
6.508638
5.657577
5.823909
5.244125
6.769551
6
4.09691
6.568636
5.79588
6.026872
8.221849
6.49485
6.853872
4.084073
6.119186
6.026872
6.30103
7.187087
6.30103
6.769551
6.886057
6.69897
7.455932
6.221849
6.221849
7
5.603801
6.638272
6.337242
7
6.769551
6
5.853872
4.734239
5
6.154902



CC[C@@]('
CC(C1cCC1c
CCCCclc(-c
CCOC(=0)c
CCN(Cclca
CC[C@@]('
CC1(C)Cc2c
CCOC(=0)c
COclccec(/C
C/C(=C\CC,
CCC1(c2ccc
0=C(0)/C=
CSclcec(CC
CC1Cc2c(O
Ccceecec(s
CCN([C@@
CCOC(=0)c
CCC(=0O)NC
CCcceecec(s
COC1(c2cc
CC1=CCCC.
CCCCclcc(t
CSclccc(-c:
CCCCCclcc
CCCCC(Sc1
OCclcc(-c2
COclcc(CC
0=C(OCCH(
C/C(=N\OC
C[C@H](C#H
C/C(NCclc
O=clc2ccc
C=C1CcC[C
CSclccc(-c:
O=clcc(-c2
Cclcec(-c2i
CCOC(=0)c
COclcc(/C:
CCccc/c(=C
CIS+]([O-]):
O=CINCCN
CC(clccscl
COC(C)clce
CC1Cc2¢(0
Oclcc2cec(c
CCOC(=0)c
Ccceececc
CC[c@](O)
O=[N+]([O-
cceecececc
CC(C)(C)c1«

10000
1100
500
330
623
4500
88
200
80

10
150
28
41000
50
600
5500
4760
100000
300
400
14.38
2200
5000
3000
1200
260
1100
15000
20

80
70000
61.6
200000
4320
0.8
900
49
240
550
710
3000
2400
1200
175
1.85
130
230
21
8600
210
4000

5
5.958607
6.30103
6.481486
6.205512
5.346787
7.055517
6.69897
7.09691
8
6.823909
7.552842
4.387216
7.30103
6.221849
5.259637
5.322393
4
6.522879
6.39794
7.842241
5.657577
5.30103
5.522879
5.920819
6.585027
5.958607
4.823909
7.69897
7.09691
4.154902
7.210419
3.69897
5.364516
9.09691
6.045757
7.309804
6.619789
6.259637
6.148742
5.522879
5.619789
5.920819
6.756962
8.732828
6.886057
6.638272
7.677781
5.065502
6.677781
5.39794



COC1(c2cci
COclccc2a
CC10C(=0)
Ccccee/c=(¢
O=C1c2cci
Oclcce(-c2
CCCC(C#HCc
CCccccec
0=C(/c=C/
Cclcc(NC(=
0=C(0)Cc1
clcoc(-c2n
CCC(Sclnc|
N#Cclcc(-c
CCCCCCclc
CC(C)(C)cle
CC(C)N(O)(C
CC(=0)N(C
Cci1ccc(=c
CCOC(=0)c
COC(=0)c1
COCOclccc
CC1Cc2c(O
Cclcc(OCC
COC(clccce
O=C1NCCN
CC(clcec(-¢
COclcc(C(=
COC(=0)CC
Ccccccoc:
0O=C(Nclcc
COclccc(Ct
NC[C@H](¢
cccccecec(s
CC(C)(C)Sc:
0=C(0)Ccl
COclcc(-c2
CCC(0C)(c1
ccceceeca
N#Cclcc(-c
NS(=0)(=0
COclccec(/
COC1(c2cci
O=clc2ccc
CCOC(=0)c
Nclccc2[nt
CSclcec(CC
CC(C)(C)cle
COclccc(Cl
Cclccc(C2=
CC(CO/N=(

20
1600
1300
2000

310
50
300
170
10000
2070
3400
7000
3600
120
220

60

70

70

56200
100
160

2930
170
426
7000
50000
1400
460
1.06
128
170
250
10000

3900
439
40000
86

70
91100
22000
200
100
150
66000

300
6150
1460

110

7.69897
5.79588
5.886057
5.69897
6.508638
7.30103
6.522879
6.769551
5
5.68403
5.468521
5.154902
5.443697
6.920819
6.657577
7.221849
7.154902
7.154902
4.250264
7
6.79588
5.533132
6.769551
6.37059
5.154902
4.30103
5.853872
6.337242
8.974694
6.89279
6.769551
6.60206
5
8.09691
8.09691
5.408935
6.357535
4.39794
7.065502
7.154902
4.040482
4.657577
6.69897
7
6.823909
4.180456
9
6.522879
5.211125
5.835647
6.958607



CS(=0)(=0)
CCccccecoc:
O=[N+]([O-
CC(CHCclc
Cclcec(-c2
cceecececc
CCCCC(Sc1
CC[c@](0)
CC(Oclccc|
CC1Cc2c(O
COC1(c2nc
[N-]=[N+]=
COC1(c2cci
cccecececc
COC1(c2cci
Cclcc(-c2c
CC(clccc(-¢
Cclcec(S(=!
COclcc(/C:
Cclc[nH]c(
0=C(O)clc
C[C@H](CH
COclccccc!
COC1(c2ccl
NS(=0)(=0
COclccec(/
C/C(=N\OC
0=C1CCCN
Cnlncc(NC
NC(=O)N(C
0=C(0)/C=
CC(C)(C)cle
CC(clcccc(!
Oclccc(OC
Cclcc(C(Q)!
COclcc(CC
CIS+)([O-]):
Cclccc(C)n
O=C(NClcz
Clclcec(-c2
COclcccc(l
CN(0)C(=0
CC1Cc2c(O
0=C(0)CCc
COC1(c2cci
CN(Cclccce
CN(0)C(=0
0=C(CCCCc
FC(F)(F)Oc:
CCccceec(o)
CCclccc(-c:

270
280
8000
110
520
190
1400
31
190
60
40000
640
700
290
600
36
3400
3.6
310
7000
20
1000
10000
24600
5290
600
1510
5200
28
42
21
50000
140
5000
480
400
700
600
67000
50
3500
61
250
1800
30
2300
1000
150
500
100
530

R PR R P O0OORORRORORRRRORORRRLROOROOOORORRORRRERRRORRRERORRRERORR

6.568636
6.552842
5.09691
6.958607
6.283997
6.721246
5.853872
7.508638
6.721246
7.221849
4.39794
6.19382
6.154902
6.537602
6.221849
7.443697
5.468521
8.443697
6.508638
5.154902
7.69897
6

5
4.609065
5.276544
6.221849
5.821023
5.283997
7.552842
7.376751
7.677781
4.30103
6.853872
5.30103
6.318759
6.39794
6.154902
6.221849
4.173925
7.30103
5.455932
7.21467
6.60206
5.744727
7.522879
5.638272
6
6.823909
6.30103
7
6.275724



OC1(c2ccec
C=CCnlccc
Ccccccecc(s
CC1Cc2¢(0
C[C@H](CH
CN(O)C(=0
O=clcc(-c2
Cnlcc(NC(=
COC1(c2ccl
Cclccc(C2=
COclccc2ca
COC1(c2ccl
0=C10Cc2
C/C(=C\CC,
Cclccc2ccc
0=C(0)/C=
0O=C(Nclcn
COC1(c2ccl
CCOC(=0)c
Cclccee(Nz
O=Cc1ccca
O=[N+]([O-
CCnlcc(NC
Cclcc(C(=C
Cclnccecd(
0O=C(O)clc
CC(C#Ccla
CS(=0)(=0)
NC(=0)N(C
CCCCCclcc
CC(C#Ccla
COclcc(-c2
CNC(=0O)N(
CC1Cc2c(O
Cclcec(S(=!
O=[N+]([O-
0O=C(O)CSc
CCccc/c(=C
Ccccceccc
CC1Cc2¢(0
CC1Cc2c(O
CclncenlC
CCccc/c(=C
Cnlc(=0)cc
Cclcc(-c2c
C[C@@H](
CCN(CC)C(:
COclcc(-c2
0O=C(Oclcc
CCCCC(Sc1
CCOC(=0)c

6000
1.4
1500
22
110
1070
1.9
41

20
6040
45400
300
400
210
4600
160
12

40
4710
4800
78300
14900
200
42800
10
50000
200
13500
180
10000
1000
0.83
420

3.7
1220
10000
300
155
60
55
140
200
6930
6.3
700
2400
459
1600
1800
1700

O 00O R ORRORRRRRRLROORRRREROOROROROROOOORRRORRLRRLROORRREROREREROBRDO

5.221849
8.853872
5.823909
7.657577
6.958607
5.970616
8.721246
7.387216
7.69897
5.218963
4.342944
6.522879
6.39794
6.677781
5.337242
6.79588
7.920819
7.39794
5.326979
5.318759
4.106238
4.826814
6.69897
4.368556
8
4.30103
6.69897
4.869666
6.744727
5

6
9.080922
6.376751
8.09691
8.431798
5.91364
5
6.522879
6.809668
7.221849
7.259637
6.853872
6.69897
5.159267
8.200659
6.154902
5.619789
6.338187
5.79588
5.744727
5.769551



FC(F)(F)cic
O=C(OCC#(
COclccce(/C
CCOC(=0)c
S=c1[nH]nc
C/C=C/clcc
Ccccccc(o)
Cclccen2c(
0=C(0)/C(:
Cclcc(/C=C
COclcc(/C:
CCC(O)(c1c
Cclccec(Nz
O=C(clcccs
CCCCCclcc
cc1=c(cc/
CCclccc(S2
COclccc2a
CCCclcc(Cl
CC1Cc2¢(0
O=C(clcccs
CN(O)C(=0
clcc2c(ccl
Ccccecc(s
CCCCclc(-¢c
Oclnc(-c2c
O=C(NC1cC(
O=C(Nclcc
Cclcce2nc(
Cnlncc(NC
0=C(O)clc
Ccccecc(s
O=clcc(-c2
COclcc(O)¢
COclccccc!
Cccccee/c=¢
Cclcce(C)cl
0O=C(/c=C/
COC1(c2cci
COC(=0)CN
Cccccecc(s
Ccccececec(s
C/C(=N\OC
Cclcnc(C(C
NC(=0)N(C
Cclcec(S(=!
CC(C)(C)CN
Cclccee(Nz
cccccccc
CCC(0)(c1c
CC1Cc2c(O

100000
15000
100000
7000
1260
50000
100000
1200
23
120
410
40000
7900
380
3000
450
180
36200
26

46
380
3200
420
600
265
470
100000
10000
50

45
900
10000
4.3
400
1140
4400
240
3900
1000
2.32
200

820
40000
640
2500
450
1300
1490
2.7

62

R R OO R ORORRRRLROOROORRORRRLROORRRRORRRORROROORRREOOOOOOSODO

4
4.823909
4
5.154902
5.899629
4.30103
4
5.920819
7.638272
6.920819
6.387216
4.39794
5.102373
6.420216
5.522879
6.346787
6.744727
4.441291
7.585027
7.337242
6.420216
5.49485
6.376751
6.221849
6.576754
6.327902
4

5
7.30103
7.346787
6.045757
5
8.366532
6.39794
5.943095
5.356547
6.619789
5.408935
6
8.634512
6.69897
8.09691
6.086186
4.39794
6.19382
5.60206
6.346787
5.886057
5.826814
8.568636
7.207608



Ccce/c(=Cc
Cclcc2cc3c
CCOC(=0)c
Cclccee(Nz
Cc(c)cc(=c
cccecececc
CC(clcccol
COclcec(/C
CNC(=O)N(
CN(0)C(=0
CCCCC(Sc1
COclccec(/C
CCCCC(Sc1
COclccec(!
O=C(OCC#H(
Ccccee/c=(
NC(=O)N(C
CC(=0)clcc
O=C(NCCCt
CC(C)OC(=(
COclcc(/C:
COC1=CC(=
Ccceecec(s
NC(=O)N(C
0O=C(C(=0)!
COclccc(-n
C/C(=N\O[t
Oclccc(-c2
CC(c)(c)oc
0O=C(0)C(St
CC(clccccc
NS(=0)(=0
CC(=0)Oc1
C=C(c/c=C
Clclcee2nc
Cclcec(-c2i
O=CINCCN
C/C(=N\OC
Cclccc2c(c
N#Cclcc(-c
CCC(O)(c1c
0O=C(0)C(S¢
O=C1c2cci
CC(=0)N(C
O=C(NCCC:
0=C(0)[C@
O=[N+]([O-
C=C1C(0)C
COclcc([Cc
COclccc(-c
C/C=C/clc¢

300
250
10000
3400
1800
600
1950
760
36

50
4000
30000
500
6700
20000
44

89
4900
2200
102
960
10000
700
830
0.53
70

500
60
100
2700
10000
7400
1000
60
380
5300

6050
80
2500
800
480
900
95100
42
600
16.54
13800
170
50000

6.522879
6.60206
5
5.468521
5.744727
6.221849
5.709965
6.119186
7.443697
7.30103
5.39794
4.522879
6.30103
5.173925
4.69897
7.356547
7.05061
5.309804
5.657577
6.9914
6.017729
5
6.154902
6.080922
9.275724
7.154902
8.09691
6.30103
7.221849
7
5.568636
5
5.130768
6
7.221849
6.420216
5.275724
8.045757
5.218245
7.09691
5.60206
6.09691
6.318759
6.045757
4.021819
7.376751
6.221849
7.781464
4.860121
6.769551
4.30103



OC1(c2ccec
CC(C)clccc
C=CCN(CC=
CCCcccec
Cc(c)(chcc
CS(=0)(=0)
0O=C(0)C[C
CCOclccc2
Cclcec(C2=
COclccc(/C
CC(Cclccc(
CCcccec(=c
O=C(OCCH(
Cclcc(-c2n
Cccccc(ccc
cc(c)ce(ca
C/C(=N\OC
clcc2c(ccl
O=clcc(-c2
0=Clc2ccc
Cclcncccl-
O=C(OCC#(
COclcc(/C:
CCC(O)(c1c
CCOclcc(/¢
CS(=0)(=0)
C[C@H](C#H
Ccccecec(s
cccccccc
COclccc(Cl
COclcc(-c2
0=C(N[C@
C/C(=N\O)
CC(C#Cclc
cc(c)/c=¢/
Cccccee/c=¢
CCNC(=0)N
COclccc(Ce
CC(C#Cclc
COclccec(C
CC(clccocl
CC(C1=Cc2
C/C(=N\OC
COclcec(/M
COC1(c2ccl
Cnlnnc(NC
0=C10Cc2:
CSclcccecl
Cclcnc2c(S
CC1Cc2c(O
O=clc2ccc

140
260
6900
105
8000
10000
2100
10
330
110
25
1500
30000
600
14
970
22
230
102
320
430
50000
200
40000
10000
200
80
3300
240
4740
189
50000
40
4000
1670
2800
24

30
4000
725
2100
200
360
8220
300
54
5500
820
200000
37

10

R P ORORRPRORRLRORORROOORORORORRLROORORRRRRRRRLROORRRERREROOORORR

6.853872
6.585027
5.161151
6.978811
5.09691
5
5.677781
8
6.481486
6.958607
7.60206
5.823909
4.522879
6.221849
7.853872
6.013228
7.657577
6.638272
6.9914
6.49485
6.366532
4.30103
6.69897
4.39794
5
6.69897
7.09691
5.481486
6.619789
5.324222
6.723538
4.30103
7.39794
5.39794
5.777284
5.552842
7.619789
7.522879
5.39794
6.139662
5.677781
6.69897
6.443697
5.085128
6.522879
7.267606
5.259637
6.086186
3.69897
7.431798
8



co[C@@](
Cclc(CC(=C
Cclcec(S(=!
cc(/c=C/cl
COclcccc(C
C[C@H](CH
O=C(c1sc(M
Cclccccclc
Cnlncc(NC
Cclccc(N/n
O=[N+]([O-
Cc(c)=ccc
CCC1CN(c2
COclcc(/C:
0=C(CCOc!
CCCccC(sc1
CCCCC(Sc1
0=C(Oclcc
C#CCCCC(=
CCOC(=0)c
COclcccc(/
CC1=NN(C(
Cclcc(OCc:
0=C(0)CSC
N=C1/C(=N
O=cl[nH]n
CCclccc(/C
COclcccc(-
0=C(Oclcc
CC(clcee(-¢
COclccc(-c
Oclccc(-c2
Ccce/c(=C
COC(=0)c1
CCi1ccc(=c
O=clc2ccc
CN1CCn2ni
COclccec(C
CC(C#Cclcl
0=C10Cc2
COclccc(Ce
0O=C(0)C(St
CC(C)(C)CN
S=c1[nH]nc
cccccccc
NC(=0)N(C
NC(=O)N(C
CC1(C)OoC(:
Cclcc(/C=C
COC1c2c(-¢
FC(F)(F)cic

510
2000
170
1200
100000
220
290
480
190
1920
6900
18000
3800
50
300
500
1600
50000
3000
182
800
61
730

7
2730
600
590
42
8700
3100
13900
76
5700
4100
69180
100
20
69000
10000
280
376
500
2900
3710
270
91

48
6000
54

40
400

R R PR ORRPRROORRROORROOOROOORRRORRRRERROOORRLRERLROOOORRRERREROOROLR

6.29243
5.69897
6.769551
5.920819
4
6.657577
6.537602
6.318759
6.721246
5.716699
5.161151
4.744727
5.420216
7.30103
6.522879
6.30103
5.79588
4.30103
5.522879
6.739929
6.09691
7.21467
6.136677
8.154902
5.563837
6.221849
6.229148
7.376751
5.060481
5.508638
4.856985
7.119186
5.244125
5.387216
4.160019
7
7.69897
4,161151
5
6.552842
6.424812
6.30103
5.537602
5.430626
6.568636
7.040959
7.318759
5.221849
7.267606
7.39794
6.39794



CSclccec(N
O=clcc(-c2
O=C(NC12(
COclccc2c
COC1(c2ccl
CC(clccc(C
CC1Cc2c(St
Cclcce2nc(
CCccccoc:
COclcce2[r
O=cl[nH]n
C/C(=N\O[t¢
COclccc(Ct
COclccc(Ce
CC1(C)NC(c
CCCOclccc
Cc(cicca)l
CNcloc(-cz
Oclcc(O)cc
CC(C)(C)cle
C/C(=N\OC
OC(clccc(M
Nclccc2ocl
Clclcec(-c2
CC1Cc2c(O
C=C1cCccce
Cclcce2nc(
CCCCCNC(=
0=C10Cc2
COC1=CC(=
CCOC(=0)c
Cclcec(S)c:
NC(=0)N(C
CCCCC(Sc1
CC1Cc2c(O
COC1(c2cc
COclcc(/C:
CC(C)(C)CN
CC(C#Cclc
COC1(c2ccl
C/C(=N\OC
CCCCclcc(-
0=C(0)/C(:
0=C(0)C(St
O=C1NCCN
COC1(c2ccl
NC(=O)N(C
C/C(=N\OC
CC(C)(C)CN
O=C1NCCN
CCCclcc(C)

2200
2900
100000
400
30
2620
11
600
770
22500
100
70

52
2134
6800
12000
1700
50000
240
2800
48
400
28900
50

38
12.73
40
300
250
450
1000
200000
1400
700
300
760
530
180
2000
720
30
6000
21
400
2100
480
120
90
380
5800
12

R OR R RPRRORRORRORRRRREROOORRRRRRRORROROOOOOR R RORRREORREROODO

5.657577
5.537602
4
6.39794
7.522879
5.581699
7.958607
6.221849
6.113509
4.647817
7
7.154902
7.283997
5.670806
5.167491
4.920819
5.769551
4.30103
6.619789
5.552842
7.318759
6.39794
4.539102
7.30103
7.420216
7.895172
7.39794
6.522879
6.60206
6.346787
6
3.69897
5.853872
6.154902
6.522879
6.119186
6.275724
6.744727
5.69897
6.142668
7.522879
5.221849
7.677781
6.39794
5.677781
6.318759
6.920819
7.045757
6.420216
5.236572
7.920819



0=C(0OCc1c
CCclcc(/C=
Cclcc(C(Q)!
Cclec(/C=C
CCOC(=0)c
Oclcce(-c2
COclcc(/C:
0=C1CC(0)
CS(=0)(=0)
CC1CN(c2c
COclccec(C
CN(c)ccec
CSclc(CC(C
CC1Cc2c(O
Cc(c)(cc(c
CCOoC(C)=C
COclcc(O)«
COclcc(/C:
CC(C)(C)c1s
Cc=C(C)[C@
O=cl[nH]ct
Cclcec(C(C
COclcce2[r
0=C(NCCC:
CC1Cc2c(O
COclccc(/C
COC1(c2cci
Clclcec(-c2
CC(C#Cclc
COclccc(-c
COC1(c2scl
Cclcc(OCc:
Oclccc(-c2
Cclcc(OCc:
COclccce(/C
CN(0)C(=0
CCCCC(Sc1
COclcc(/C:
NS(=0)(=0
0=C(0)C(S
Oclccee(Ne
Oclccce(Nc:
Cclccc(/C=
CCccccec
CCOclcccc
NC(=O)N(C
COclccccc!
C/C(=C\CC,
clccc(COcz
Oclccce(Nc:
CC1Cc2c(O

150
90
1800
45

95

20
270
390
740
3100
100000
290
170
16

10
200
2500
200
260

2
10000
1000
74200
4200
33
440
4200
10000
70
1370
140
160
30

80
940
90
900
350
15000
400
1200
30
160
30
10000
550
2700
131
7500
60

55

R R OR ORORRRORORRRRRRRROROORROOOORRRORRRERRRLROORRRRRRORR

6.823909
7.045757
5.744727
7.346787
7.022276
7.69897
6.568636
6.408935
6.130768
5.508638
4
6.537602
6.769551
7.79588
8
6.69897
5.60206
6.69897
6.585027
8.69897
5

6
4.129596
5.376751
7.481486
6.356547
5.376751
5
7.154902
5.863279
6.853872
6.79588
7.522879
7.09691
6.026872
7.045757
6.045757
6.455932
4.823909
6.39794
5.920819
7.522879
6.79588
7.522879
5
6.259637
5.568636
6.882729
5.124939
7.221849
7.259637



NC(=O)N(C
COclccc(/C
0=C10Cc2:
Cclcec(-c2
Oclc(Cl)cc|
CCOC1(c2c
C/C(=N\OC
O=clc2ccc
Cclec(/C=C
C/C=C/clcc
CC(clccc(C
COC1CCc2«
CCOC(=0)c
CCOC(=0)c
Cclcc(-c2ct
CCcccec(=c
CCCCC(Sc1
COC1(c2ccl
Oclccc(Nc:
O=cl1[nH]n
COclcc(/C:
CN(0)C(=0
CC1Cc2c(O
CCCN(0)C(:
CccceecCet
0=C(0)/C=
0=C(O)clc
CC1Cc2¢(0
CC1Cc2c(O
COclcc(/C:
COclccc(Ce
O=cl1[nH]c
0O=C(CCclc
COclccc(N
Oclccc(-c2
COclcc2c(¢
C=CCclcc((
CC1Cc2c(O
CC(C)Cclcc
CC(=0)N(O
CC(c)=ccc
O=clc2ccc
O=clc2ccc
CCcccccal
COC1=CC(=
Cci(c)c=C
COC(=0)CC
O=C(clccc(
Cclcec(-c2i
0O=C1CcocC
O=C(NCCCt

194
400
140
1420
3600
80

40

30
1000
50000
360
40000
150
5500

1300
800
150

30
600
4000
87
28
160
310
27
800
500
300

99
10000
100
400
900
4200
20

60
23000
38
600

100
23000
550
2400
580
50
350
26830
1100

OO R R RPRORORRRRORRORRRORRRRRRRRRRLRORRRREROROROROORRERREOOHRIERLR

6.712198
6.39794
6.853872
5.847712
5.443697
7.09691
7.39794
7.522879
6
4.30103
6.443697
4.39794
6.823909
5.259637
8.045757
5.886057
6.09691
6.823909
7.522879
6.221849
5.39794
7.060481
7.552842
6.79588
6.508638
7.568636
6.09691
6.30103
6.522879
8.69897
7.004365
5

7
6.39794
6.045757
5.376751
7.69897
7.221849
4.638272
7.420216
6.221849
8.30103
7
4.638272
6.259637
5.619789
6.236572
7.30103
6.455932
4.571379
5.958607



COclcc2oc
CC(C)clccc
Cnlc(-c2cc
COC1(c2ccl
Cclcec(S(=!
NC(=O)N(C
CC(C(=O)Ni
Oclccc(-c2
CC(/C=C/c1
COclcc(/C:
0=C(0)/C=
Cclcec(C2=
O=cloc2cc
0=C10C(=¢(
COC(=0)c1
0=C(NO)N(
CCC(O)(c1c
COclccc(/C
0=C10Cc2:
Nclcee(-c2
cceee/c=c
Cc[c@](cc
0=C(0)/C=
O=[N+]([O-
cociccc(:
Cclccec(Nz
COclccc(-c
0=C(0)/C=
0=C(CSc1n
0O=C(Cclcn
CN(C)clccc
cc(/c=C/cl
O=CINCCN
CC1Cc2c(O
Cclnn(Cc2s
COclccec(/C
COclccc(-c
COclcc(-c2
0=C(0OCc1c
CC1Cc2¢(0
cceee/c=c
0=C(Oclcc
CCC(O)(c1c
CC(C)(C)cle
O=C(NCC1.
Cclcc(OCC
0O=C(Nclcc
CCCCNC(=(
CCCCC(Sc1
O=clcc(-c2
Cclcc(-c2ct

480
35
10000
80

1.1
740
100

850
270
160
250
24000
660
9800
5200
11
300
250
50
2000
70
27
3090
590
1700
590
17
15000
6800
50
80
200
4000
65000
80
400
649
130
26
1100
1000
198
6000
78
358
600
10500
3000
0.5
270

R PR OO R RPRROROORRRRERREROORRROORRLRORORRORRRROORORRRERRRRRRRPORLR

6.318759
7.455932
5
7.09691
8.958607
6.130768
7
8.154902
6.070581
6.568636
6.79588
6.60206
4.619789
6.180456
5.008774
5.283997
7.958607
6.522879
6.60206
7.30103
5.69897
7.154902
7.568636
5.510042
6.229148
5.769551
6.229148
7.769551
4.823909
5.167491
7.30103
7.09691
6.69897
5.39794
4.187087
7.09691
6.39794
6.187755
6.886057
7.585027
5.958607
6
6.703335
5.221849
7.107905
6.446117
6.221849
4.978811
5.522879
9.30103
6.568636



0=C(O)cln
COC(=0)c1
Ccccecececg,
CCCclcc(Cl
CCC(O)(c1c
CCclnc(-c2
Oclccc(-c2
CNS(=0)(=(
Cclcc(-c2c
COclccc(N.
CCCC(0)(c1
FC(F)(F)cic
COclccec(/C
CCCCclc(-c
Cci(c)ycoc
NC(=O)N(C
COclccc(/C
COclccc(S:
COC1(c2ccl
CN1CCC(=C
CCOC(=0)c
COclccc(-c
CSC1(c2cc(
CC(=0)cc1
ccececececc
O=C1INCCN
CC(=0)clcc
COclcc(-c2
CC(C)(C)c1«
Cclcc(NC(=
CN(C)clccc
CC(C)clccc
COclccec(C
0O=C(CCCc1
CC(clcc2cc
cci(c)ccc
CCOC(=0)c
Cccecececec(s
COC(=0)c1
0=C(0)C(S
CC(C)(C)CN
COclccc2ca
COclccc(Ct
OCCOclccc
CCCCCCNC
Cclcc(-c2ct
0=C(0)/C=
Ccccecc(s
COclcc(/C:
C=C1CcCC[C
CCCCCCclc

7400
3400
6000
11
223
5000
40

25

82
2810
8800
600
9000
115
190
1360
49000
680
600
100000
140
500
72
62380
29
4600
600
439
1900
680
500
250
80
130
1500
680
160
1500
370
500
10000
58000
2500
8000
11900
170
87
300
4.2
200000
115

R OR R RPRROOOOORRORRORRRRRLRORRLRORORRRPRORRPROORRLROROORRREROREREROODO

5.130768
5.468521
5.221849
7.958607
6.651695
5.30103
7.39794
7.60206
7.086186
5.551294
5.055517
6.221849
5.045757
6.939302
6.721246
5.866461
4.309804
6.167491
6.221849
4
6.853872
6.30103
7.142668
4.204955
7.537602
5.337242
6.221849
6.357535
5.721246
6.167491
6.30103
6.60206
7.09691
6.886057
5.823909
6.167491
6.79588
5.823909
6.431798
6.30103
5
4.236572
5.60206
5.09691
4,924453
6.769551
7.060481
6.522879
8.376751
3.69897
6.939302



NC(=0)N(C
CCOC(=0)C
COclccc2ca
C[C@@H]1
C=CCNC(=C
CC(=0)0c1
COclcc(-c2
O=cloc2cc
Ccoc(=0)/
CNclnc2c(t
cceceeeca
Cclcec(CN(
CC(clcc2cc
CC1Cc2c(O
C=CCnlcc(t
COC1(c2ccl
CC1Cc2c(O
Cclncenl-c
0=C(Cclcn
CC(C)C(=0)
0=C(O)cln
COC(C)(c1c
C/C(=N\OC
Cclcenc(N:
Cnl[nH]c(=
COclccc2ca
O=C(clcccs
[N-]=[N+]=
CC1Cc2c(O
C=C1CcCC[C
NC(=O)N(C
0=C(0)/C=
Cclncenl-c
C[S+I([O-]):
COC1(c2ccl
0=C(0)C(St
OC1(c2ceec
CC(C#Cclc
Cccccec(=c
Cnlc(=0)cc
COclcc(/C:
CC(=0)C(C)
COclcc(Cl)
Brclcec(-cz
C/C(=C\c1c
N#Cclcc(-c
COclccc2ca
OC(clccec(
Cclcec(C2=
NC(=0)N(C
CC(C)cC(=C

3600
500
3600
830
5000
450
620
21000
35
100
220
2100
1500
105
1.8
200
110
830
2300
13000
380
500
20
180
100
6100
380
440
360
200000
200
91
1000
770
40
400
1460
300
460
9900
58.4
53450
300
8400
430
190
47400
5100
190
120
16000

5.443697
6.30103
5.443697
6.080922
5.30103
6.346787
6.207608
4.677781
7.455932
7
6.657577
5.677781
5.823909
6.978811
8.744727
6.69897
6.958607
6.080922
5.638272
4.886057
6.420216
6.30103
7.69897
6.744727
7
5.21467
6.420216
6.356547
6.443697
3.69897
6.69897
7.040959
6
6.113509
7.39794
6.39794
5.835647
6.522879
6.337242
5.004365
7.233587
4.272052
6.522879
5.075721
6.366532
6.721246
4.324222
5.29243
6.721246
6.920819
4.79588



COclccc(/C
COC1c2c(-¢
CC1CN(c2c
O=C(clcccs
CNcloc(-cz
COclcc(O)¢
Cclcec(S(=!
0=C(0)/C=
Cclcec(C2=
NC(=O)N(C
0=C(0)/C=
c/c(cce(=(
cc[c@](ocC
CCC(0)(c1c
Cclcc(-c2ct
COclcec(/C
COclccc2ca
O=C(NCCCt
Nclcee(-c2
CC1(C)Cc2¢
Cclcec2c(c
Cclcc(/C=C
Ccceecec(s
CCOC(=0)c
C=C1CcCC[C
NC(=O)N(C
CC1Cc2c(O
CC(C)(C)CN
clcee(-c2¢(
O=C(clcccs
0=C(0)[Ce
Cc(/c(F)=C
COC(=0)N(
Cclcc(C(O/
0O=C(COC(=
CCOC(=0)c
CCCCC(=0)
clccc2c(cl
COclccc(-c
CC(C)clccc
0=C(O)clc
NNC(=0)c1
COclccc2ca
0=C(O)cln
Cclc(C)c2c
CC1=NN(cz
NS(=0)(=0
CC[C@H](C
COclccc(/C
CC(C)(C)c1«
CC(=0O)NNc

90

60
5200
380
50000
2100
1700
150
350
600
14

20
410
10000
33
30000
2900
1900
400
30
10000
370
1400
2000
25100
230
97
10000
10000
380
60

90

90

20
1490
130
12000
97000
1593
360
500
3500
2800
10000
520
530
810
750
980
770
65000

O R PR R R RROOOR R OOORORRRRROORRLROOORORROOORORRRRERRERRERLOOORORLR

7.045757
7.221849
5.283997
6.420216
4.30103
5.677781
5.769551
6.823909
6.455932
6.221849
7.853872
7.69897
6.387216
5
7.481486
4.522879
5.537602
5.721246
6.39794
7.522879
5
6.431798
5.853872
5.69897
4.600326
6.638272
7.013228
5

5
6.420216
7.221849
7.045757
7.045757
7.69897
5.826814
6.886057
4.920819
4.013228
5.797784
6.443697
6.30103
5.455932
5.552842
5
6.283997
6.275724
6.091515
6.124939
6.008774
6.113509
4.187087



CN(O)C(=0
COCCNC(=t
COclccc2ca
COC1(c2ccl
0=C(0)Cn1
0O=C(Nclcc
O=clc2ccc
CN(0)C(=0
Cclcce(Ncz
O=C(Cclcci
Oclcccecll
COC(=0)cl
0=C(Oclcc
NC(=0)N(C
CC(C)=CCc:
Cnlnc(C(F)
COclccc(N
COclccc2a
COclcc(/C:
CCCccccc:
Oclc(Cc2ct
COclcc(/C:
CCOC(=0)c
0=C(0)/C=
CC(C#Cclc
0=C10Cc2
cccceeca
Cclcc(C)c(-
N#Cclccccl
CCCCNC(=(
COC1(c2ccl
Cclcec(C2=
C=CCC(O/N
COclccec(/
CCOC(=0)c
cc(c)cic@
Cclcc(-c2c
CCCOclcc(
COC(=0)c1
OC1(c2ccec
Ccccc(ccc
COclccc(N
Cclccc2c(c
Clclcee2nce
CCN(C)C(=(
CN(O)C(=0
CC[Ca@@](r
COclcc(/C:
0O=C1cccc
Cclccc(S(=!
CC1Cc2c(O

200
50000
76600

400

4.9
240
55.9
70
700
120
30
7900
50000
60
900
5000
1100

670
13900

220

0.8

560

110

140

1700
320
500

1600

9300

5500

1070
142
6100
1150
10000
86
800
3500
70

10
400
10000
170
22000
250
154
100000
98550
3500
12

P O 00O R RFRPRORORRRORROOOROROOORRORRRRERROROORRLROORRRERRERRRRERROOHR

6.69897
4.30103
4.115771
6.39794
8.309804
6.619789
7.252588
7.154902
6.154902
6.920819
7.522879
5.102373
4.30103
7.221849
6.045757
5.30103
5.958607
6.173925
4.856985
6.657577
9.09691
6.251812
6.958607
6.853872
5.769551
6.49485
6.30103
5.79588
5.031517
5.259637
8.522879
5.970616
6.847712
5.21467
5.939302
5
7.065502
6.09691
5.455932
7.154902
8
6.39794
5
6.769551
4.657577
6.60206
6.812479
4
4.006343
5.455932
7.920819



c/c(cccc(=
CCC[C@H]
N#Cclcc(-c
CCCccccec
0O=C1CCCN
CC(C)(C)CN
CC(C)(C)C(
Cnlnnncl-
Cclcec(C2=
0=C10Cc2
NS(=0)(=0
Cclncenl-c
0=Clc2c(C
COclcc(/C:
COC(=0)[C
0=C1N/C(=
CCCCCcCcC1:
O=clcc(-c2
CC(clccccc
CC(=0)Nc1
CC(C)(C)Sc:
Cclcc(-c2ct
C/C(=N\OC
COC1(c2ccl
CCnlc(=0):
CC(C)C(=0)
CCclcccc(M
O=c1c(O)c(
CCOC(=0)Nn
COclcc(/C:
NC[C@H](
CN(0)C(=0
0O=C(Nclcc
COC(=0)c1
CCC(=0O)NC
CCCCCNC(=
Cnlc(=0)cc
CCCcccci:
COC1=CC(=
Cclce(-c2c
CCOC(=0)c
C/C(=C\CC,
Fclccc(CNz
CclccsclCr
cccccccc
CCnlncc(N
O=C(ccccc
COC1(c2cn
NC(=0)N(C
CN(O)C(=0
0=C(/N=C1

59
770
350

40

5500
1420
15000
3000
230
360
68000
1000
7000
800
1.01
54000
330
100
30
1340
1.6

22
120
800

4.5
1800
3000

100

72

400

10000
200
1130
770
100000
300
440
320
100

20
220
210

1000
1100
790
29
6000
500
1800

20
360

R R OR ORRPROORRRRRRERRORORORRLRRLROORRRRRORRRORRLROOORREROOOORRRR

7.229148
6.113509
6.455932
7.39794
5.259637
5.847712
4.823909
5.522879
6.638272
6.443697
4.167491
6
5.154902
6.09691
8.995679
4.267606
6.481486
7
7.522879
5.872895
8.79588
7.657577
6.920819
6.09691
8.346787
5.744727
5.522879
7
7.142668
6.39794
5
6.69897
5.946922
6.113509
4
6.522879
6.356547
6.49485
7
7.69897
6.657577
6.677781
6
5.958607
6.102373
7.537602
5.221849
6.30103
5.744727
7.69897
6.443697



O=C1N=C(c
O=C1NC(O:
Cclec(/C=C
CCCC(=0)c
CC(C)(C)cs
cceee/c=c
COclccc2a
COC1(c2ccl
CCcccc(=c
NC(=0)N(C
NC(=O)N(C
COC(=0)CC
cc(cycccc
Cclcec(S(=!
CC1Cc2c(O
NC(=O)N(C
CCCcCcC(sc1
O=C(NC(=S
CCOC(=0)c
O=cl1[nH]n
cccccccc
CNC(=0)C1
Cnlnnc(-c2
N#Cclcc(-c
0=C(O)cln
ccceeccca
OC(c#CCOt
COclcec(/C
N#Cclccc(-
Ccci(c)occ
O=[N+]([O-
0=C/C=C/c
0O=C(Nclcc
N#Cclcc(-c
O=C(clcccs
CN1C(=0)C
cccccccc
Cclcenc2c(
Cnlncccl-c
COclcec(/C
CCOC(=0)c
CcloccclCl
COclcc(/C:
O=clc2ccc
Cccccecc(s
O/N=C1C(=
0=C10Cc2:
COclcc(O)¢
0=C(0)/C=
Cclcc(NC(=
C=CCNC(=C

300
2600
100
8500
5550
1000
7100
850
100000
70
15000
6000
15000
1500
100
117
20
0.34
31
600
260
280
80
1000
6100
270
100000
600
380
350
50000
35000
1800
3000
380
40
1020
200000
229
30000
370
460
230
57.9
400
27000
88
4010
30
720
37

R R PR ORORRRRRLROROORROOOORRRLROROORRRRRRRRROOOOROROOOOROR

6.522879
5.585027
7
5.070581
5.255707
6
5.148742
6.070581
4
7.154902
4.823909
5.221849
4.823909
5.823909
7
6.931814
7.69897
9.468521
7.508638
6.221849
6.585027
6.552842
7.09691
6
5.21467
6.568636
4
6.221849
6.420216
6.455932
4.30103
4.455932
5.744727
5.522879
6.420216
7.39794
5.9914
3.69897
6.640165
4.522879
6.431798
6.337242
6.638272
7.237321
6.39794
4.568636
7.055517
5.396856
7.522879
6.142668
7.431798



CCCOclcc(
O=clc2ccc
NS(=0)(=0
C/C(=N\OC
Cclc(C)c2c
Cclcc(/C=C
Cnlc(-c2cc
c=c(c/c=C
CC(C#Cclc
CC(C)(C)CN
0O=C(0)ccCc
C/C=C/clcc
Cclcc(OCC
CC(=0)clcc
Cclccec(C(C
0=C(/N=c1
0O=Cc1ccca
O=C(clccce
O=clcc(-c2
Cclcc(S)c2i
CC(=0)clcc
CCCCNC(=(
CS(=0)(=0)
C[C@H](cH
Coci1cc(o;
CC1CN(c2c
CS(=0)(=0)
COclcc(-c2
Cnlc2c(c3c¢
0O=C(CCCc1
0=C(O)clc
CCOC(=0)c
CC(c)cocC(:
CCC(0)(c1c
CC(clccccc
CCCCC(=0)
COclccccc:
Cclcc(-c2ct
CC(c)c(o)(
O=C(Nclcc
C[C@H](CH
COclccc(/C
CCC(O)(c1c
COclccc(N
CC(C)(C)CN
N#Cclc(-c2
CN(0)C(=0
O=clcc(-c2
Cclcc(-c2c
CC(=0)C1(c
Cclnn2c(c!

800
100
1780
15
130
1000
650
1100
3100
10000
107
50000
820
15300
3540
380
130500
70
11.6
200000
390
65
10000
230
23
13000
10000
614
1200
130
2290
1860
176
55
1400
800
600
37
40000
280
260
100000
40000
1100
1020
4330
39
3.7
140
130
4.8

6.09691
7
5.74958
7.823909
6.886057
6
6.187087
5.958607
5.508638
5
6.970616
430103
6.086186
4.815309
5.450997
6.420216
3.884389
7.154902
7.935542
3.69897
6.408935
7.187087
5
6.638272
7.638272
4.886057
5
6.211832
5.920819
6.886057
5.640165
5.730487
6.754487
7.259637
5.853872
6.09691
6.221849
7.431798
4.39794
6.552842
6.585027
4
4.39794
5.958607
5.9914
5.363512
7.408935
8.431798
6.853872
6.886057
8.318759



CCOC(=0)c
0O=C(O)clc
CC(C)cC(=C
Cclcc(-c2c
C/C(=N\OC
ccceeccc
C[S+]([O-]):
COclcec(/C
coccoccl
C[C@@H]1
0=C(NO)c1
CC[C@](O)
Ccci(c)ccc
CNC(=0)c1
CC[C@](0)
CCOC(=0)c
CC(/C=C\c1
0=C(0)/C=
COC1=CC(=
CC(C)Cclcc
COclcc(-c2
Cclcece2nc(
CHCCnlcc(!
Brclcec2nc
COclccc(Ce
Oclcc(O)cc
C[C@H](C#H
CCOC(=0)c
CC12CC3C(
CC[C@](0)
Cclc(C)c2c
COC1(c2cc
COclccc2ca
COclcc(/C:
COclccc2ca
C/C=C/clcc
0O=C(Nclcc
Cclccec(C(=
COclccc(Cl
0=C(0)/C((
O=C1NCCN
CC(=0)0c1
CS(=0)(=0)
CC(C)(C)cx
Cl[C@@H](
N#Cclcc(-c
Cnlc(=0)cc
CCCCclcca
COclccc(-c
Cclcc(CN(C
0=C(0)Cn1

250
50000
1300
90

20
500
5000
91
24000
50000
120
65
50000
230
10000
84
160
21
660
3200
696
192
3.1
150
200
18490
900
240
100000
28

90
2500
180
13.5
10000
50000
30
1700
1700
20
4600
6100
850
8000
200
160
1100
42
0.38
380
2.5

6.60206
4.30103
5.886057
7.045757
7.69897
6.30103
5.30103
7.040959
4.619789
4.30103
6.920819
7.187087
4.30103
6.638272
5
7.075721
6.79588
7.677781
6.180456
5.49485
6.157391
6.716699
8.508638
6.823909
6.69897
4.733063
6.045757
6.619789
4
7.552842
7.045757
5.60206
6.744727
7.869666
5
4.30103
7.522879
5.769551
5.769551
7.69897
5.337242
5.21467
6.070581
5.09691
6.69897
6.79588
5.958607
7.376751
9.420216
6.420216
8.60206



CCOC(=0)c
COclcc(OC
COCclcc(-¢
CC(clccc(B
CO/C(C)=C,
CCCclsc(-c
Cclcce2nc(
CC(C)(0)cl
0=C10Cc2
Ccccececec(s
CCOclccc(f
COclccc(Ce
COC1=CC(=
COclcc(CC
O=C1N=C(c
CC(C1cCCic
COC1(c2ccl
CC(C#Cclc
Cclncenl-c
Cccccee/c=(
CC[C@@](
C[S+I([O-]):
clcee(-c2¢(
0=C10Cc2
0O=C1CCCN
CCC(0oC)(c1
C/C(=N\O)«
CN(C)S(=0)
COC1=CC(=
Cclcec(S(=!
0O=C(0O)ccCc
0=C(NCCCt
N#Cclcc(-c
0O=C(O)clc
COclccce(/C
Ccccecc(s
CC[C@@]1
CCOC(=0)c
CCCclcc(Cl
CC1Cc2¢(0
CS(=0)(=0)
CS(=0)(=0)
NC(=0O)N(C
CC(C)(C)CN
0=C10Cc2
0O=C1CCCN
cceceeeca
COC(=0)/C
CCCclc(OC
Ccccccecec(s
O=cl[nH]n

45
800
160
420

1600
5100

30
1500

27
600

29000

76
120
590
110

1200
30000
160
1000

340
80
10000
4000
700
40000
40
210
360
10000

100
15
300
2900
199.2
1900
1240
105
165
10000
10000
1700
410
160
1800
320
180
18900
400
600

R PR ORRFRPRORRPROOORROORORRRRORRRLROROORRROROORRRLRRLRORROROORRERR

7.346787
6.09691
6.79588

6.376751
5.79588
5.29243

7.522879

5.823909

7.568636

6.221849

4.537602

7.119186

6.920819

6.229148

6.958607

5.920819

4.522879
6.79588

6

8.221849

6.468521
7.09691

5
5.39794

6.154902
4.39794
7.39794

6.677781

6.443697

5

8.522879

7

7.823909

6.522879

5.537602

6.700711

5.721246

5.906578

6.978811

6.782516

5
5

5.769551

6.387216
6.79588

5.744727
6.49485

6.744727

4.723538
6.39794

6.221849



COclccc(O
CC(C#Cclc
COC1(c2nc
NC(=O)N(C
CCclccc(N:
Clclcec(-c2
CCOC(=0)c
CCC(O)(c1c
CCC(OC)(c1
Cclcc(Cl)cc
0=C10Cc2:
0=C(0)clc
CCC1Cc2c(!
0O=C(Nclcc
O=C(NCCCt
CCOC(=0)c
CCOclcc(/¢
CCC(0)(c1c
O=C(OCC#H(
COclcc(/C:
COclccc(-c
CCcceec(=c
CCOC(=0)c
CC1Cc2¢(0
0=C1CCCN
0=C(/c=C/
C[C@H](C#H
COclccec(C
O=clcc(-c2
C/C(=N\OC
C/C(=N\OC
CC(C)clccc
CC(=0)Oc1
Cclcece2nc(
C/C(=N/OC
O=clc(/C=lI
0=C(0)COc¢
COC1(c2ccl
CC1Cc2c(Ct
CN(C)Cclcc
COclcc(/C:
cceecececc
CC(O)cicc(
CCOC(=0)c
COC1(c2cci
COclccc(N
COclccc(Cl
N#Cclccc(-
CC(C#Cclc
CCCCC(Sc1
Cclccec(NC

10000
1300
500
420
125000
37500
170
40

50
44000
140
2000
33
420
2200
130
860
11000
75000
2300
36000
2900
237
11
2500
4100
110
7600
2000
50

16
1100
59.8
7200
170
28500
6300
20

80
300
490
520

2760
400
12300
72000
100
150
900
1870

OFrRPr P PRPRPOOFRORFRRPRRPRRPRRPRPOOPRORORRPROOROORRPROOOOORRORPRRPRORPRORRLRRPROORIER OO

5
5.886057
6.30103
6.376751
3.90309
4.425969
6.769551
7.39794
7.30103
4.356547
6.853872
5.69897
7.481486
6.376751
5.657577
6.886057
6.065502
4.958607
4.124939
5.638272
4.443697
5.537602
6.625252
7.958607
5.60206
5.387216
6.958607
5.119186
5.69897
7.30103
7.79588
5.958607
7.223299
5.142668
6.769551
4.545155
5.200659
7.69897
8.522879
7.09691
6.522879
6.309804
6.283997
5.559091
6.39794
4.910095
4.142668
7
6.823909
6.045757
5.728158



Oclccec(Ne
COclccc(-c
Clclcec(-c2
CC(clnc2cc
COC(C)(c1r
0=C1C(Cc2
CC1CN(c2c
Cclcec(-c2
COC1=CC(=
0O=Cl10[C@
OC1(c2cccc
CCOC(=0)c
NC[C@H](¢
CC(clcec2nc
CCOC(=0)c
COclc(C(C)
0O=C(NCc1c
CCOC(=0)C
NC(=0O)N(C
COclccc(-c
CCC(OCCc1
CSclccc(-c:
0=C10Cc2:
Cnlncc(Cl):
CCCclcc(Cl
Cclc(-c2cct
O=C(NC1cC(
NC(=O)N(C
Cclcec(C2=
CC(C)(Cc1c
0O=Clc2ccc
CCCCCCOc:
0O=C(Nclcc
C#CCCCC(=
O=C(NCCCt
0=C(NCCCt
COclcc(/C:
COC(=0)c1
COC1=CC(=
ccec/c(=C
COclccec(/C
O=C(Ccccc
0=C(O)clc
NC(=O)N(C
CC1Cc2c(O
CS(=0)(=0)
CCC(OC)(c1
C[C@H](c1
Cclcec(C2=
ccccecececc
O=clcc(-c2

3700
1500
2300
520
40000
2.4
3600
380
490
5600
640
300
10000
860
130
1300
2700
4.5
150
400

8

580
26
5400
13
230
100000
900
1580
100
150
1350
50000
6000
10000
15100
240
6500
150
500
220
50
610
96

66
6200
600
1100
300
135

R R R ORORRRRRRRLROROOOOORRORORRORRRRRROORRLRORRORREROROROODO

5.431798
5.823909
5.638272
6.283997
4.39794
8.619789
5.443697
6.420216
6.309804
5.251812
6.19382
6.522879
5
6.065502
6.886057
5.886057
5.568636
8.346787
6.823909
6.39794
8.09691
6.236572
7.585027
5.267606
7.886057
6.638272
4
6.045757
5.801343
7
6.823909
5.869666
4.30103
5.221849
5
4.821023
6.619789
5.187087
6.823909
6.30103
6.657577
7.30103
6.21467
7.017729
7.180456
5.207608
6.221849
5.958607
6.522879
6.869666
8.522879



Cclcec(C2=
COclccc(-c
CCOC(=0)c
N#Cclccc(-
CC(C#Cclc
NC(=0)N(C
CCOC(=0)c
Cclinc(-c2c
CCc(0oC)(c1
Oclcce(-c2
0O=C(0)C(S¢
0=C(NC12(
CC(=0)0I[C
C/C(=C\CC,
ccececeeca
O=cl1[nH]n
CCOC(=0)c
CCCCCOc1«
COclccc2ca
CCOC(=0)c
Cclcce2nc(
N#C/C(=C(,
NCclccc(-c
CC(clcc2cc
cc[c@](ocC
O=C(NCc1c
Cclcce2nc(
CCCccCa=(
C/C(=N\OC
Fclccc(CNz
CCocC(C)=C
Cclccc(/C=
cccccccc
CCCOC(=0]
CC(C)=CcC,
CCCclsc(-c
Cclnc(NC(=
O=C1NCCN
O=C(NCCCt
COC1=CC(=
Cclcenc(N:
0O=C(O)clc
COclccce(/C
Ccccea=C(
CCOC(=0)c
Cclcc(C(Q)!
cccceeca
C[C@H](cH
COclcc(/C:
CCN(Cclca
O=clc2ccc

520
15000
1790
380
600
60
30000
1320
4800
210
300
100000
750
362
270
600
190
8.65
1000
97500
80
53000
50
1200
220
14400
600
1010
27
570
200
880
13
2200
2460
4500
0.42
4800
900
380
2800
1100
8100
3300
1400
1700
590
90

86
171
100

R R R R RPO0OO0OO0OO0OO0OO0ORRPROROOORRRPRRROROROROROORRRRRRLRORROOORERERREROOHR

6.283997
4.823909
5.747147
6.420216
6.221849
7.221849
4.522879
5.879426
5.318759
6.677781
6.522879
4
6.124939
6.441291
6.568636
6.221849
6.721246
8.062984
6
4.010995
7.09691
4.275724
7.30103
5.920819
6.657577
4.841638
6.221849
5.995679
7.568636
6.244125
6.69897
6.055517
7.886057
5.657577
5.609065
5.346787
9.376751
5.318759
6.045757
6.420216
5.552842
5.958607
5.091515
5.481486
5.853872
5.769551
6.229148
7.045757
7.065502
6.767004
7



CC(C)(C)c1x
0=C10Cc2:
COclccc(-c
0O=C(Nclcc
0O=C(Cclcci
COC1(c2ccl
C/C(=N\OC
0=C(O)cln
Cclc(C(=0)
COclccc(/C
COclccce(/C
ccec/c(=C
Oclccc(-c2
COC1(c2ccl
CC1Cc2c(O
Oclccc(-c2
CCOC(=0)c
CC(C#Cclc
CCcc/c(=C
COclccc(-c
COclcc(/C:
CCOC(=0)c
CCOC(=0)c
0O=C(Nclcc
CC(=O)NC(:
O=clcc(-c2
CSclcec(-c:
CC(C)(C)sC,
CC(=0)clcc
CCOC(=0)c
Ccccecececc
0=C(0)Ccl
CC(clccesl
CCC(0)(c1c
O=clc2ccc
CIS+]([O-]):
Oclcc(O)c(
Cclcec2c(c
CCOclccc2
O=cl1[nH]n
COclccc(Ce
CCOclcc(/¢
CCcceecec(s
CCOC(=0)c
CC(C)(C)c1«
CC(C)=CCc:
0O=C(NCc1c
COclccc(Ce
COclcccc(l
COC1(c2cci
c/c(ccccc

300
115
720
4
100
20
50
65
5910
4620
100000
900
7

60
23
600
67
3500
1700
2700
2
2190
1260
2237
100000
1600
2770
120
19000
460
60
3700
1800
88
10
80
4400
10000
1800
600
46
1250
800
130
9000
2350
440
860
240
1300
17

P OR R RFRPROORRPRORROOORRROORROROOOOOOROOORRRERERERRERREROOORRRRERRRRER

6.522879
6.939302
6.142668
8.39794
7
7.69897
7.30103
7.187087
5.228413
5.335358
4
6.045757
8.154902
7.221849
7.638272
6.221849
7.173925
5.455932
5.769551
5.568636
8.69897
5.659556
5.899629
5.650334
4
5.79588
5.55752
6.920819
4,721246
6.337242
7.221849
5.431798
5.744727
7.055517
8
7.09691
5.356547
5
5.744727
6.221849
7.337242
5.90309
6.09691
6.886057
5.045757
5.628932
6.356547
6.065502
6.619789
5.886057
7.769551



COclcc(-c2
CCOC(=0)c
N#Cclcc(-c
O=[N+]([O-
CCN(Cclca
O=C(OCC#(
ccceeeca
NC(=O)N(C
CC(clcec(/t
C/C(=N\OC
ccecceeca
C/C(=N\OC
CCOC(=0)c
cci(cjccc
COC(=0)Nc
CC(CHCclc
CCOC(=0)c
O=C(clcccs
0=C10Cc2:
Cclonc(NC
CC(C)(C)NC
CC(C)=CCc:
ccecceeca
CCOclccc2
NC[C@H](¢
cccceeccca
CCCNC(=0)
CC(C)NC(=(
CC(C)Cclcc
COC1(c2ccl
O=CINCCN
C[C@H](C(:
Nclnc(-c2c
CCccc/c(=C
COclccc(Cl
0=C1CCCC
CC(clcec(-¢
O=clcc(-c2
O=clc2ccc
CC1Cc2¢(0
CC1Cc2c(O
COclcc(/C:
CC(C)C(=0)
O=C(Nclcc
Cclcc(OCc:
Cnlc(=0)cc
O=[N+]([O-
CCccccec
Cclcc(Nc2r
cccceeccca
COclcc(/C:

336
1060
36
800
65
75000
6300
4000
710
33
170
490
2030
4600
89000
1700
700
380
70
160
10000
100000
680
390
9300
180
34

49
600
50
8600
800
10000
6700

36000
1400
0.5
15
40
19
3000
1600
360
230
2300
470
140
14.4
210
0.25

6.473661
5.974694
7.443697
6.09691
7.187087
4,124939
5.200659
5.39794
6.148742
7.481486
6.769551
6.309804
5.692504
5.337242
4.05061
5.769551
6.154902
6.420216
7.154902
6.79588
5

4
6.167491
6.408935
5.031517
6.744727
7.468521
7.309804
6.221849
7.30103
5.065502
6.09691
5
5.173925
8.69897
4.443697
5.853872
9.30103
7.823909
7.39794
7.721246
5.522879
5.79588
6.443697
6.638272
5.638272
6.327902
6.853872
7.841638
6.677781
9.60206



COC1(c2ccl
O=clc2ccc
OCclcc2cc
COclcc(/C:
CN(O)C(=0
COclcc(O)¢
0=C(0)/C((
COclcc(-c2
NC[C@H](¢
CC(C)(C)c1«
COclccec(C
CCOclccec(y
Cclcc(NC(=
Cclccc(/C=
COclccc(N
COclcc(-c2
O=[N+]([O-
C/C(=N\OC
0=C(NO)c1
NS(=0)(=0
CCC(=0)NC
C/C(=C1/s(
N#Cclccc(-
0=C(0)/C=
CCCCCclcc
CCCclcc(Cl
CCcc/c(=C
Cclcc(OCC
NC(=0)N(C
CC(C)(C)c1s
Cnlcc(NC(=
CC1Cc2¢(0
CCOC(=0)c
CCcccccoc:
O=C(NO)Nt
CC(C)(CHCc
Cclcce2nc(
COclccccc:
Cclcec(COc
0=C(/Cc=C/.
0O=C(0O)Cc1
Cclcc(OCC
0=C(0)/C=
COclccc2c
CCCOclcc(
CC(C)C(=0)
Cclcc(C)n(-
COC(=0)[C
Cclcc(OCC
Cclccc(C(=
CCCCC(Sc1

200

8
2200
600
180
300
43
190
5600
5880
28
500
10000
290
34
191
700
13
250
12590
100000
10000
170
490
3720
30
2300
526
37
7500
73

27
5600
350
24500
150

100
5900
970
5000
2215
143
420
900
730
1000
1.2
1065
860
800

6.69897
8.09691
5.657577
6.221849
6.744727
6.522879
7.366532
6.721246
5.251812
5.230623
7.552842
6.30103
5
6.537602
7.468521
6.718967
6.154902
7.886057
6.60206
4.899974
4

5
6.769551
6.309804
5.429457
7.522879
5.638272
6.279014
7.431798
5.124939
7.136677
7.568636
5.251812
6.455932
4.610834
6.823909
8.30103
7
5.229148
6.013228
5.30103
5.654626
6.844664
6.376751
6.045757
6.136677
6
8.920819
5.97265
6.065502
6.09691



O=C(NC1C(
Cclcec(N2(
CC(C)(C)NC
COC1(c2ccl
CCCCclcca
COC(=0)[C
Cclccec(/C
Cclcc(-c2c
COclccc(/C
COclcc(-c2
0=C10Cc2:
COclccec(C
COclccc(-c
O=C(clcccs
clcen2c(N(
CCCclcc(/C
CCCC[C@H
CCc(0oC)(c1
CC1=NN(C(
0=C10Cc2
COclcccc(l
COC1(c2cci
ccececeeca
Cnl[nH]c2«
Cclcc(-c2c
CC1Cc2c(O
CC(clccc(C
COclccc(Cr
NC(=0)N(C
CC1Cc2c(O
Brclccc(CS
O=C(clcc(-
COC(=0)c1
Cclcc(-c2ct
COclccc2ca
CC(=0)N(O
Cclncenl-c
0=C(0)/C=
COC1=CC(=
Cclcec(C2=
0=C(O)clc
CC(=0)N(C
COclcc(0OC
COclccc(-c
COclcc(/C:
CCCcc(Sc1
Cccccec(=c
COclcec(/C
CC10c2ccc
C/C(=N\OC
CC(C)(C)CN

11300
3500
4400

300
200
6.67
130
70
20000
842
450
35000
17000
380
420
86
2000
160
110
22
7100

10600

1250
1

8.6
30
680
28

89

70
100000
50
3500
3.9
38000
770
2000
1200
1670
330

50000
6210

10000
5000

13900
1600
3100

10280

87
30
10000

ORr PR OO0OO0OO0O0O0O0OO0ORO0OO0OO0ORORORORRRRRRRLROOORRRORRRLROORRORRRERRREROODO

4,946922
5.455932
5.356547
6.522879
6.69897
8.175874
6.886057
7.154902
4.69897
6.074688
6.346787
4.455932
4,769551
6.420216
6.376751
7.065502
5.69897
6.79588
6.958607
7.657577
5.148742
4.974694
5.90309
9
8.065502
7.522879
6.167491
7.552842
7.05061
7.154902
4
7.30103
5.455932
8.408935
4.420216
6.113509
5.69897
5.920819
5.777284
6.481486
4.30103
5.206908
5
5.30103
4.856985
5.79588
5.508638
4.988007
7.060481
7.522879
5



NC(=0)c1[r
COclcc(CN
O=C(OCCH(
COclcccc(-
O=clc2ccc
0=S(=0)(c1
CC(cl1sc2cc
CC1Cc2¢(0
CN(O)C(=0
N=clc2c(n¢
CCC(C#Cc1
O=[N+]([O-
COC1(c2ccl
CCOC(=0)c
Fclccc(CNz
0=C(0)C1C
CN(C)clccc
Ccccceccc
CC1Cc2c(O
N#Cclccccl
COclcc2oc
Cclccceclh
0=C10C(cz
CCC(O)(c1c
0=C(0)/C=
C/C(=N\OC
Cclccc(C2=
CCCCnlc(C
Cccccecec(s
COclccec(C
COclccce(/C
O=C1NCCN
0=C(Oclcc
Ccccceccc
0=C10C(O
CC(CHCclc
COclcc(OC
CN(O)C(=0
CC(C)(C)CN
0O=C(Cclcn
C=CCscc=(
N=C1/C(=N
CN(C)CCNC
0=C10Cc2
Cclc(CC(=C
CCCcccclca
CC(C)(C)c1«
CCOclccc2
CCCC10c2¢
C/C(=N\O)t
Cclcc(NC(=

35
56000
10000
590
58.9
2800
3700

20

20

1930
500
50000
20

94
160
67
350
270
210
16300
30000
8200
80000
3.7
56
1400
2690
95
400
200000
1950
37000
7100
50
6000
900
3700

85

10000

2900
83000
2780
3000
3800
900
400
5000
110

25

90

46

R R R P ORRPROOOOOOROROROOOOR R OORROOOORRRRRERRRLRORORREROORRERLOOHR

7.455932
4.251812
5
6.229148
7.229885
5.552842
5.431798
7.69897
7.69897
5.714443
6.30103
4.30103
7.69897
7.026872
6.79588
7.173925
6.455932
6.568636
6.677781
4.787812
4.522879
5.086186
4.09691
8.431798
7.251812
5.853872
5.570248
7.022276
6.39794
3.69897
5.709965
4.431798
5.148742
7.30103
5.221849
6.045757
5.431798
7.070581
5
5.537602
4.080922
5.555955
5.522879
5.420216
6.045757
6.39794
5.30103
6.958607
7.60206
7.045757
7.337242



O=CINC(O
CCCCC(Sc1
CCOC(=0)c
CCCCCCc1c
CN1CCC(S(:
C/C(=N\OC
COclccce(/C
CC(C)(C)cle
Oclccc([Ce
CC1CN(c2c
CN(clccc(S
CC(=0)NC(i
COclcce2[r
0=C(0)/C=
CC1Cc2c(O
Oclccc(-c2
CC(C)C(CHC
C/C(=C\CC,
COC1(c2cci
Clclcec(-c2
CN(0)C(=0
0=C(O)clc
N#Cclcc(-c
O=C1INCCn
CC1CC(O)(¢
ccccecececc
CCOC(=0)c
COC1=CC(=
C/C(=N\O)«
COclccec(C
NC[C@H](¢
C[C@H](cH
cceecec(=c
0=C1C(Cc2
Cclnc(COc
CC(=0)N1C
CC(C)(C)CN
CCOC(=0)[
COclccc(-c
clccc2c(cl
O=[N+]([O-
CCOC(=0)c
CCOC(=0)c
0=C(/C=C/.
cccececececc
COclccc(/C
CCOC(=0)c
0=C1C(Cc2
Cclccceclc
COclccec(/
COclcc(/C:

2600
700
130
110
740

33
130

5000

5900

5500
160

100000
100000
25

130

10

500
175

10

700
130

1470

100
8.1
180

28

270
170
130
100000
1400
96
100000
1.1
380
700

9020
920

1107

20
50000
782
370
16.8
30
100000
97

4.2

1900
480

2800

O R ORRPRORRRRORORORRREROROORRRRRRRORRRRRRRRLROOROOORRRERRERRRLRO

5.585027
6.154902
6.886057
6.958607
6.130768
7.481486
6.886057
5.30103
5.229148
5.259637
6.79588
4

4
7.60206
6.886057
8
6.30103
6.756962
8
6.154902
6.886057
5.832683
7
8.091515
6.744727
7.552842
6.568636
6.769551
6.886057
4
5.853872
7.017729
4
8.958607
6.420216
6.154902
5.044793
6.036212
5.955852
7.69897
4.30103
6.106793
6.431798
7.774691
7.522879
4
7.013228
8.376751
5.721246
6.318759
5.552842



NS(=0)(=0
Cclcoc(NCi
CN1C[C@c¢
CCOC(=0)c
0O=C(Nclcc
0O=C1C(C(c:
O=clc2ccc
cc(c)c(cl=
O=c1c(O)c(
0=C10Cc2
CCOC(=0)c
CC(CHCclc
CNclnnc(C
NC(=0)N(C
N#Cclcc(-c
CC(CHCclc
Cl[C@@H](
COclcc(/C:
Cccccceccc
CC(C)C(=0)
Clclcec(-c2
CCCOC(=0]
COclccccc!
N/C(=N/O)
NC(=0)C1(
O=clc2ccc
CCC(O)(c1c
CCOC(=0)c
CC1Cc2c(O
CN(O)C(=0
NC(=O)N(C
CCOC(=0)c
O=cloc(-c2
Cclcenceci(
COclcc(-c2
Cclncenl-c
Cl[C@@H](
COclcc(-c2
cceec/c=(
COclccc2c
N#Cclcc2c
CC(C)Cclcc
0=C10Cc2
0=C(N[C@
O=C1CCN(¢
C/C(=C\CC,
COclcc(CC
C=CCclcccl
COclccc(Ct
Fclcce(-c2|
CC(/c=c/c|

4960
210
19600
1600
30
1800
15
3200
2700
380
3300
120
60600
310
124
160
500
13900
330
6700
900
710
204000
190
270
20
7.9
3400
20
530
700
1200
0.64

473
810
50
558
1700
1.96
1960
2000
810
1900
730
50
420
26000
1300
550
40

5.304518
6.677781
4.707744

5.79588
7.522879
5.744727
7.823909

5.49485
5.568636
6.420216
5.481486
6.920819
4.217527
6.508638
6.906578

6.79588

6.30103
4.856985
6.481486
5.173925
6.045757
6.148742

3.69037
6.721246
6.568636

7.69897
8.102373
5.468521

7.69897
6.275724
6.154902
5.920819

9.19382

8.30103
6.325139
6.091515

7.30103
6.253366
5.769551
8.707744
5.707744

5.69897
6.091515
5.721246
6.136677

7.30103
6.376751
4.585027
5.886057
6.259637

7.39794



COC1(c2cci
CCCCCCclc
NC(=0O)N(C
0=C(/N=c1
Cclcoc(C)c
Cclccc(-c21
CC1Cc2c(O
0=C(0)/C=
Cclcce2nc(
ccceeeccca
CCCceect
COC1(c2cc
CC(clccc(C
clcce(SCc2
COclccc2ca
COclccc(Cl
C=C(c/c=C
CCccc/c(=C
Cclccc(-c2:
0=C1CCCN
CC1Cc2c(O
Cclccc(C2=
0=C(/N=c1
COclcc(OC
CC1Cc2c(O
CC(C#Cclc
Cc(c)cc(ct
0=C(0)/C=
COC1(c2cci
CCOC(=0)c
CCccc/c(=C
CC(C)(C)cle
Cclccc(-c2i
Cc(c)cc(=c
CSclceec(-¢
Ccccecc(s
CC1CN(c2c
NC(=0)N(C
CC(clcee(-¢
COclccc2c
0O=C(Nclcc
C/C(=N\OC
CC(C)=CCc:
Cclccc(Cc2
O=C(NCCN
CC(C)N(O)(C
Clclcee2nc
CCOclccec(-
O=[N+]([O-
COC(=0)c1
COclccc(N

70
2600
440
380
3500
380
30
290
1800
870
140
1700
100
70000
59300
97
24500
200
60
79000
22
120
380
20

10
1000
600
18
2500
860
750
8000
740
1200
930
800
6000
90
350
237000
10760
20

2
4400
82000
70
1200
20000
5000
6000
30000
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