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Table S1. Dataset 1 of EGFR inhibitors for SAR and QSAR study.

Num SMILES ICso Subset3
nM pICso
1 Brelccee(Ne2nenc3ecdeccccdec23)cl 0.003 *
2 CCOclcc2nene(Ne3cecee(Br)e3)c2ec10CC 0.006 *




3 CN(C)clec2e(Ne3ecee(Br)e3)nenc2enl 0.006 *
4 Brelecee(Ne2nenc3ce4[nH]encdee23)cl 0.008 *

5 CNclec2e(Ne3cecee(Br)c3)nenc2enl 0.008 *
6 Cnlenc2cec3nenc(Ncdecee(Br)cd)c3ec21 0.01 *
7 Cnlenc2cec3c(Nedecee(Br)cd)nenc3ec21 0.025 *

8 C#CCNC/C=C/C(=O)Nclcc2c(Nc3cee(F)e(Cl)e3)c(C#N)enc2ec10CC 0.03 10.52
9 COclcce2nenc(Ne3ceee(Br)e(Br)e3)c2cc10C 0.072 *
10 CCOclec2nce(C#N)e(Ne3cec(OCce4cccend)c(Cl)e3)ec2ec INC(=0)/C=C/CN(C)C 0.08 8.41
11 CN(C)clee2nenc(Nc3cecee(Br)c3)c2enl 0.091 *
12 CCC(=0O)Nclcee2nene(Ne3ecee(Br)e3)c2cel 0.1 9.68
13 Nelecee2e(Ne3eeee(Br)ce3)nenc2el 0.1 *
14 Nclcec2enenc2cel 0.1 *
15 O=C(CCCCCCnlcc(-c2cce3nene(Nedecee(Cl)cd4F)e3e2)nn1)NO 0.12 *
16 CNclcece2nenc(Ne3cece(Br)e3)c2enl 0.13 *
17 Nelec2e(Ne3ecee(Br)e3)nenc2enl 0.13 *
18 CN(C)C/C=C(\F)C(=O)Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2ec IO[C@H]1CCOCI 0.16 9.80
19 C=CC(=0)Nclnc2c(Nc3cce(F)e(Cl)e3)nenc2eel/C=C/CCN1CCOCC1 0.16 *
20 Oclcce2nenc(Ne3cecee(Br)ce3)c2ec10 0.17 *
21 CCCOclcece2nenc(Ne3cecee(Br)e3)c2cc10CCC 0.17 *
22 C=CC(=O)N(C)clcc2e(Ne3cece(Br)e3)nenc2enl 0.17 *
23 CCOclec2nenc(Ne3cee(OCce4cececend)c(Cl)e3)c2ecINC(=0)/C(F)=C/CN(C)C 0.18 9.74
24 C=CC(=0)Nclcc2c(Ne3eec(F)e(Cl)e3)nenc2ec10CC 0.18 9.74
25 OCC(O)CNclcc2e(Ne3ceeee(Br)ce3)nenc2enl 0.18 *
26 CN(C)C/C=C/C(=0O)Nclcc2c(Ne3cec(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCI 0.19 8.76
27 OCCNCclcc2e(Ne3ccee(Br)c3)nenc2enl 0.19 *
28 CNclcc2e(Ne3cecee(Cl)e3)nenc2enl 0.19 *
29 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc INC(=0)/C(F)=C/CN(C)C 0.2 9.70
30 CC#CC(=O)Nclcee2nenc(Ne3ccee(Br)c3)c2cel 0.2 *
31 COclec(CO)eecl-clec2e(N[C@H](CO)c3ceece3)nenc2[nH]1 0.2 *
32 COclec(CO)cecl-clec2e(N[C@H](C)e3eccee3)nenc2[nH]1 0.2 *
33 CC1(C)Ce2c(sc(=S)n2-c2ccece2)-c2c1sc(NC1=C(CI)C(c3cce(Cl)ec3)C(CHN)=C(O)O1)c2CHN 0.21 *
34 CN(C)C/C=C/C(=0O)Nclcce2nene(Ne3cece(Br)c3)c2cel 0.22 8.81
35 CN(CCO)clcc2e(Ne3ceee(Br)e3)nenc2enl 0.22 *
36 CNI1CCN(CCC(=0O)Nc2ccee3nenc(Nedeeee(Br)ed)ce3c2)CCl 0.23 9.64
37 OCCNclcce2nence(Ne3ceee(Br)e3)c2cenl 0.24 *
38 COclcc2nenc(Ne3ceee(C(F)(F)F)c3)c2ec10C 0.24 *
39 OCCNCcl¢(Br)cccclNelnenc2cenccl2 0.2455 *
40 CCOclcec2nee(C#N)e(Ne3ceec(F)c(Cl)e3)c2cc INC(=0)/C=C/CNC 0.25 9.60
41 C=CC(=0)Nclccc2c(Ne3cecee(Clye3)nenc2cel 0.25 *
42 Nclcee2e(Ne3ecee(Cl)e3)nenc2cel 0.25 *
43 Brelcece(Ne2nene3enc(NCCce4c[nH]en4)nc23)cl 0.25 *
44 CC1(C)Cc2c(sc(=S)n2-c2cccec2)-c2¢(CHN)c(N)ec(C#N)c21 0.25 *
45 O=C(Nclcc2e(Ne3ece(F)c(Cl)e3)nenc2ec 1 O[C@H]1CCOC1)/C(F)=C/CN1CCOCCl1 0.26 9.59




46 C#Cclccee(Ne2nene3cc(OCCCCnéceencd[N+](=0)[O-])c(OC)cc23)cl 0.26 9.59
47 COclcc2nenc(Ne3cec(F)e(Cl)e3)c2cc INC(=0)/C(F)=C/CN1CCCCC1 0.27 9.57
48 CCOclcc2nenc(Ne3cee(F)ce(Cl)e3)c2cc INC(=0)CCN(C)C 0.27 9.57
49 O=C(CCNICCCCCI)Nclcee2nenc(Ne3cecee(Br)c3)c2el 0.27 9.57
50 O=C(CCCCCnlcc(-c2cce3nenc(Nedecee(Cl)cdF)c3c2)nn1)NO 0.27 *
51 0O=C(O)CCNclcc2c(Ne3cecee(Br)e3)nenc2enl 0.27 *
52 Nclcee2sc3ce(Ncdecee(Br)cd)nenc3ce2cel 0.27 *
53 CC1(C)CC(=0)C(=NNc2cce(Cl)ce2)c2c1se(N)c2CHN 0.27 *
54 CN(C)CCC(=0O)Nclcee2nenc(Ne3ceeee(Br)e3)c2cel 0.28 9.55
55 0=C(O)CCCNclec2nenc(Ne3ceee(Br)c3)c2enl 0.28 *
56 0=C(O)CNclcc2c(Nc3ceee(Br)c3)nenc2enl 0.28 *
57 0O=C(O)CCCNclc(Br)ceec1Nclnenc2cenccl2 0.2818 *
58 CNC/C=C/C(=0)Nclcc2c(Nc3ceee(F)e(Cle3)e(C#N)enc2cc 10CCF 0.29 9.54
59 CCOclcc2nenc(Ne3cee(F)ce(Cl)e3)c2cc INC(=0)CCN1CCOCC1 0.29 9.54
60 C=CC(=0)Nclcccc(N2C(=0O)N(Cc3cccee3)Ce3enc(Ncdeee(NSCCN(C)CCS5)ecd0C)nc32)cl 0.29 9.54
61 Cclnc2cc3c(Nedeeee(Br)e4)nene3cc2[nH]1 0.29 *
62 COclec2nenc(Ne3cec(F)e(Cl)e3)c2ec INC(=0)/C(F)=C\CN1CCOCC1 0.3 9.52
63 C=CC(=0)Nclcccc(N2C(=0O)N(c3cecee3)Ce3enc(Nedeec(NSCCN(C)CCS)ec4OC)nc32)cl 0.3 9.52
64 CC#CC(=0O)Nclce2e(Ne3cee(F)c(Cl)e3)nenc2enl 0.3 *
65 COclec2nenc(Ne3ceec(Cl)e3F)c2cc10C(=0)N1CCN(C)C[C@H]1C 0.3 *
66 COclce2nenc(Ne3cece(Br)e3)c2cc10CCCOP(N)(=0)N(CCCI)CCCl 0.3 *
67 OCCclnc(-c2ccc(F)cc2)e(-c2eene3[nH]c(-c4cecccd)ec23)[nH] 1 0.3 *
68 OCCCCclnc(-c2cce(F)ec2)c(-c2cenc3[nH]c(-cdcccecd)ce23)[nH] 1 0.3 *
69 C=CC(=0)Nclccce(-c2¢[nH]c3ncce(-c4[nH]c(CCCO)necd-cdecc(F)ecd)c23)cl 0.3 *
70 C[C@@H](Nclnenc2[nH]e(-c3ccc(CO)ec3)ccl2)clcececl 0.3 *
71 COclce(C=0)cccl-clec2c(N[C@H](CO)c3ccece3)nenc2[nH] 1 0.3 *
72 C[C@@H](Nclnenc2[nH]e(-c3ccce(CO)e3)ccl2)clcececl 0.3 *
73 OCclcee(-c2ec3c(N[C@H](CO)c4cecced)nenc3[nH]2)c(F)cl 0.3 *
74 COclec2nenc(Ne3cec(OCce4ecee(F)cd)e(Cl)e3)c2cc10CCCN1CCNCCNCCNCC1 0.3 *
75 CN(C)C/C=C(/F)C(=0O)Nclcc2c(Ne3eee(F)e(Cl)e3)nenc2ec IO[C@H] 1 CCOCI 0.31 9.51
76 COclec2e(Ne3eee(F)e(Cl)e3)nenc2cc 1 OCCCCnlcenc] [N+](=0)[O-] 0.31 9.51
77 COclcc2nenc(Ne3cece(Cl)e3)c2ec10C 0.31 *
78 COclce2nence(Ne3cec(F)e(Cl)e3)e2cc10CCCCCCnlcencl[N+](=0)[O-] 0.32 9.49
79 COclcc2e(Ne3ceee(F)e(Cl)e3)nenc2cc10CCOCCn1 cenc 1 [N+](=0)[O-] 0.32 9.49
80 COclcc2c(Ne3ceee(Br)e3)nenc2cc 10CCCCCnlcencl [N+](=0)[O-] 0.33 9.48
81 Brclceccc(Ne2nene3ccd4ce[nH]ncdece23)cl 0.34 *
82 OCCN(CCO)CCCNclcee2e(Ne3cecee(Br)e3)nene2enl 0.35 *
83 Nclcee2e(Ne3ecee(I)e3)nenc2cel 0.35 *
84 COclcc2e(Ne3ceee(Br)c3)nenc2cc10CCCCnleencl[N+](=0)[O-] 0.37 9.43
85 Cnlncc2ec3c(Nedecee(Br)ed)nenc3ce2 1 0.37 *
86 0=C(0)/C=C/C(=0O)Nclcec2nenc(Ne3ecce(Br)e3)c2cl 0.37 *
87 C=CC(=0)Nclcccc(N2C(=O)N(C(C)C)Cc3cnc(Nedecc(NSCCN(C)CC5)ec40C)ne32)cl 0.38 9.42
88 C[C@@H](Nclnenc2oc(-c3ccc(NCCN(C)C)ec3)ecl2)clecceel 0.4 9.40




89 COclec(C(=O)NCCN(C)C)ece(OC)cl-clec2e(N[C@H](C)c3cecee3)nenc2sl 0.4 9.40
90 C=CC(=0)Nclccc2nenc(N3CCcdece(Br)ecd3)c2cel 0.4 *
91 OCclcce(-c2cc3c(N[C@H](CO)cdcccccd)nenc3[nH]2)ccl 0.4 *
92 COC[C@@H](Nclnenc2[nH]e(-c3cccec3)ecl2)cleccecl 0.4 *
93 Brelccee(Ne2nenc3ccc(NCCCN4CCCCC4)ce23)cl 0.41 9.39
94 C=CC(=0)Nclccecc(N2C(=0)N(C)Cc3cne(Nedecc(NSCCN(C)CCS)e(OC)e4)ne32)cl 0.41 9.39
95 CCOC1=C2C(=CCc3c2sc(N)c3C(=0)Nc2cec(Cl)cec2)OC(0)=C1C#HN 0.41 *
96 C=CC(=0)Nclccc2nene(Ne3ceee(C)e3)c2el 0.42 *
97 CC1(C)C2=C(OC(0)=C(C#N)C2c2ccccc2)C(=NNc2cec(Cl)ce2)e2elsc(N)c2CHN 0.42 *
98 Nelsc2c(c1C(=0)Nclcee(Cl)eel)CCC(=0)C2=NNclccc(Cl)ccl 0.42 *
99 C=CC(=0)Nclccce(N2C(=O)N(C)Cc3cne(Nedecc(NSCCN(C)CCS)ecd)ne32)cl 0.43 9.37
100 C=CS(=0)(=0O)clcc2c(Nc3ecce(Br)e3)nenc2enl 0.43 *
101 Brelceec(Ne2nenc3cc4[nH]nccdec23)cl 0.44 *
102 Brelcecc(Ne2nenc3cec4[nH]cccdec23)cl 0.44 *
103 CN(CC(=0)O)clcc2c(Nce3ceee(Br)c3)nenc2enl 0.44 *
104 CN(C)CCCNC(=0)/C=C/C(=O)Nclcec2nenc(Nc3ceec(Br)e3)c2el 0.44 *
105 CNclec2e(Ne3ecee(C)e3)nenc2enl 0.45 *
106 C=CC(=0)Nclccc2c(Ne3ceee(Br)e3)nenc2cel 0.45 *
107 CCN(CC)CC(O)CNC(=0)clce(C)e(/C=C2\C(=0)Nc3nenc(Nedece(F)e(Clyc4)e32)[nH] 1 0.45 *
108 COclec2nenc(Ne3cee(F)ce(Cl)e3)c2cc10CCCCnlcenc] [N+](=0)[O-] 0.47 9.33
109 C#Cclccee(Ne2nene3cc(OCCCCCnécencd[N+](=0)[O-])c(OC)ce23)cl 0.47 9.33
110 COclce2nenc(Ne3ceee(Br)e3)c2cc INC(=0)[C@@H]1COC(=0O)N1 0.47 9.33
111 CL.Nclcee2e(cl)scle(Ne3ceee(Br)e3)nencl2 0.47 *
112 C=CC(=0)Nclcc2c(Nc3ceee(C)e3)nenc2enl 0.48 *
113 C#Cclccee(Ne2nene3ec(OC)c(OCCCCCndcencd[N+](=0)[0-])cc23)cl 0.49 9.31
114 COclcc2e(Ne3cecee(Br)ce3)nenc2cc10CCCnlcenc1[N+](=0)[O-] 0.49 9.31
115 O=C(O)[C@H]10[C@@H]1C(=0O)Nclccec2nene(Ne3ecee(Br)ce3)c2cl 0.49 9.31
116 C#Cclccee(Ne2nenc3ec(OC)c(OCCCCCCndeenc4[N+](=0)[O-])ec23)cl 0.5 9.30
117 O0=C(O)[C@@H]10[C@H]1C(=0)Nclccc2nene(Ne3ecee(Br)e3)c2cel 0.5 9.30
118 COclec(C(=O)NCCN(C)C)ccel-clec2e(N[C@H](C)c3ccece3)nenc2sl 0.5 9.30
119 COclcec(C(=0)NCCN(C)C)cel-clec2e(N[C@H](C)e3cecee3)nenc2s 1 0.5 9.30
120 C=CC(=O)N1CC[C@H](N2C(=0O)N(c3ccccec3Cl)Cc3cnc(Nedcce(NSCCN(C)CC5)e(C)ed)nc32)Cl 0.5 9.30
121 CN1CCN(CCCH#CC(=0O)Nc2ce3e(Nedcee(F)e(Cl)c4)nene3en2)CCl 0.5 *
122 C/C=C/C(=0O)Nclecc2c(Nc3ecee(Br)e3)nenc2enl 0.5 *
123 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc 10CCCOP(N)(=O)N(CCCI)CCCl 0.5 *
124 OCCCclnc(-c2cce(F)cce2)e(-c2cene3[nH]c(-c4cceeed)ec23)[nH] 1 0.5 *
125 NCclccee(-c2ne(-c3cec(F)ce3)c(-c3cencd[nH]c(-cSceceeS)ce34)[nH]2)cl 0.5 *
126 COclce(C=0)cccl-clec2e(N[C@H](C)e3ccece3)nenc2[nH] 1 0.5 *
127 COclcccecl-clec2e(N[C@H](CO)c3ccece3)nenc2[nH]1 0.5 *
128 COclce(C=0)cccl-clec2e(NCce3ceccee3)nenc2[nH]1 0.5 *
129 COclec2nenc(Ne3cec(F)e(Cl)e3)c2cc10CCCCCnleencl [N+](=0)[O-] 0.51 9.29
130 O=C(CCN1CCOCCI1)Nclcee2nene(Ne3ecee(Br)ce3)c2cel 0.51 9.29
131 CCOclec2nenc(Ne3cee(F)e(Cl)e3)c2cc INC(=0)CCN1CCCCCl1 0.51 9.29




132 Brclcecee(Ne2nence3cc(NCCCndceencd)nee23)cl 0.51 *
133 Brelccee(Ne2nenc3cence23)cINCCCnleencl 0.5129 *
134 COclcc2¢(Ne3ceee(F)e(Cl)e3)nenc2cc10CCCCCnlcencl [N+](=0)[O-] 0.52 9.28
135 CCI1(C)Cc2c(nn(-c3cce(Cl)ce3)c(=0)c2CHN)-c2c1sc(N)c2CH#N 0.52 *
136 COclce2nenc(Ne3cee(F)e(Cl)e3)c2cc INC(=0)/C(F)=C/CN1CCOCC1 0.53 9.28
137 COclce2nenc(Ne3cee(F)e(Cl)e3)c2ecc10CCCCnle([N+](=0)[O-])enclC 0.53 9.28
138 C#Cclccee(Ne2nene3ec(OCCOCCn4cenc4[N+](=0)[0-])c(OC)cc23)cl 0.54 9.27
139 C=CC(=0)Nclcc2nenc(Ne3ccee(Br)c3)c2enl 0.54 *
140 C/C=C/C(=0O)Nclccc2nenc(Ne3ceee(Br)e3)c2cel 0.55 *
141 C#Cclecec(Ne2nene3ce(OC)c(OCCCCn4cencd[N+](=0)[O-])cc23)cl 0.56 9.25
142 CN(CC(0)CO)clcc2e(Ne3ccee(Br)ce3)nenc2enl 0.56 *
143 O=C(/C=C/C(=0O)Nclcc2c(Nc3ccee(Br)c3)nenc2en1 )NCCCnleencl 0.56 *
144 C#Cclccee(Ne2nene3cc(OCCCCCCn4eenc4[N+](=0)[O-])c(OC)cc23)cl 0.57 9.24
145 CCOclce2nee(C#N)e(Ne3eec(F)ce(Cl)e3)c2cc INC(=0)/C=C/CN(C)Cclccc(F)ecl 0.57 9.24
146 C=CC(=0)Nclcccc(N2C(=0)N(C3CC3)Cc3cne(Nedecc(NSCCN(C)CCS5)ec40C)ne32)cl 0.58 9.24
147 C#Cclccee(Ne2nence3ec(OCCOC)c(OCCOC)ee23)el 0.6 7.86
148 CCOclec2nee(C#N)c(Ne3ceec(F)ce(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 0.6 8.00
149 C[C@@H](Nclncnc2oc(-c3ccc(NCCN4CCCCC4)cec3)cecl2)clecceel 0.6 9.22
150 C#CC(=O)Nclcc2e(Ne3ceee(Br)c3)nenc2enl 0.6 *
151 O=Cclcce(-c2ec3c(N[C@H](CO)c4cecced)nenc3[nH]2)c(F)cl 0.6 *
152 O=C(O)CCNclcc2nene(Ne3ecee(Br)e3)c2enl 0.61 *
153 O=C(/C=C/C(=0O)Nclcc2c(Nc3cce(F)c(Cl)e3)nenc2en1 )NCCCN1CCOCCI 0.61 *
154 0=C(O)CCNclc(Br)ceec1Nclnenc2cencel2 0.6166 *
155 CCOC(=0)clcc(N)c(C(=0)OCC)c2c1C(C)(C)Ccle-2sc(=S)nl-clcceccl 0.62 *
156 Nelse2e(c1C(=0)Nclcee([N+](=0)[0-])cc1)CCC(=0)C2=NNclcecc(Cl)ccl 0.62 *
157 O=C(CCCNI1CCCCC1)Nclcec2nenc(Ne3ceee(Br)e3)c2cel 0.63 9.20
158 COclcce(NN=C2C(=0)CCc3c2sc(N)c3C(=0)Nc2ccc(Cl)ce2)cecl 0.63 *
159 CCOC(=0)cle(NC(=0)CCl)sc2c1-clsc(=S)n(-c3cccee3)c1CC2(C)C 0.64 *
160 C#Cclccee(Ne2nence3cc(OCCCn4cencd[N+](=0)[O-])c(OC)ce23)cl 0.65 9.19
161 O=C(CCCCCnlcc(-c2cee3nenc(Nedeee(F)e(Cl)ed)e3e2)nnl )NO 0.65 *
162 Brclcecee(Ne2nence3ene(NCCN4CCOCC4)cce23)cl 0.65 *
163 COclec2nenc(Ne3cece(Br)e3)c2cc10CCCnleencl [N+](=0)[O-] 0.66 9.18
164 COclec2nenc(Ne3cec(F)e(Cl)e3)c2ec I NC(=0)/C(F)=C\CN1CCCCC1 0.67 9.17
165 COclce2nenc(Ne3ceeee(Br)e3)c2c(OC)c10C 0.67 *
166 CCOclce2nec(C#N)e(Ne3ecee(F)ce(Cl)e3)c2cc INC(=0)CCN(C)C 0.68 9.17
167 O=C(CCCCCCnlcc(-c2cce3nene(Nedece(F)e(Cl)ed)e3e2)nnl )NO 0.69 *
168 C=CC(=0)Nclccc2nenc(Ne3cee(F)c(Br)ce3)c2cel 0.69 *
169 CNclce2nenc(Ne3ceeece(Br)e3)c2ecIN 0.69 *
170 O=C(/C=C/CI)Nclcc2c(Nec3cecee(Br)e3)nenc2enl 0.69 *
171 CCI1(C)Cc2c(sc(=S)n2-c2cccec2)-c2e1nn(-clece(Cl)cel)e(=0)c2CHN 0.69 *
172 CCI1(C)Cc2c(se(=S)n2-c2cccec2)-c2c1sc(NC(=O)CCl)c2CH#N 0.69 *
173 OC[C@@H](Nclnenc2[nH]c(-c3ccece3)ecl2)clcececl 0.7 *
174 C=CC(=0)Nclccce(n2c(=0)n(CCc3cccce3)c(=0)c3enc(Nedecc(NSCCC(N(C)C)CCS)ecd0C)nc32)cl 0.7 *




175 CN(CC(=0)0O)Cclc[nH]c2ce3nenc(Nedeeee(Br)cd)e3ecl2 0.72 *
176 C=CC(=0)Nclcc2c(Ne3ece(F)e(Br)e3)nenc2enl 0.72 *
177 CCN(CC)CCCNC(=0)/C=C/C(=0O)Nclcc2c(Nc3ceee(Br)c3)nenc2enl 0.73 *
178 C=CC(=0)Nclccc2nenc(Ne3cee(F)c(Cl)e3)c2cl 0.75 *
179 C=CC(=0)Nclccc2nene(Ne3cee(F)e(Cl)e3)e2nl 0.75 *
180 CNclnee2nenc(Nc3ecee(Br)c3)c2nl 0.76 *
181 C=CS(=0)(=O)Nclcc2c(Nc3ccee(Br)c3)nenc2enl 0.76 *
182 COclcc2c¢(Ne3cee(F)e(Cl)e3)nenc2cc10CCCnlcenc [N+](=0)[O-] 0.77 9.11
183 C=CC(=0)Nclcc2e(Nc3cee(F)e(Cle3)nenc2enl 0.77 *
184 O=C(NCCNI1CCCCC1)Nclcee2nenc(Ne3eeee(Br)e3)c2cl 0.772 9.11
185 COclec2e(Ne3ecee(Br)e3)nenc2cc1OCCCCCCnlcenc 1 [N+](=0)[O-] 0.78 9.11
186 C=CC(=0)Nclcc2c(Ne3ecee(Br)e3)nenc2cc 1 SCCCN(CC)CC 0.78 *
187 Brclecce(Ne2nence3enc(NCCe4c[nH]end)ce23)cl 0.78 *
188 Nclcee2nenec2cel 0.79 *
189 CCOclcec2nee(C#N)c(Ne3cec(F)ce(Cl)e3)c2cc INC(=0)/C=C/CN(C)CCF 0.8 9.10
190 C=CC(=0)Nclcccc(N2C(=0O)N(c3cecdcceccdc3)Ce3ene(Nedecc(NSCCN(C)CCS)ec40C)ne32)cl 0.8 9.10
191 Cnlccec2ec3c(Nedecee(Br)cd)nence3cec21 0.8 *
192 OCCNclne(NCc2ceccce2)c2en[nH]c2nl 0.8 *
193 C[C@@H](Nclnene2[nH]e(-c3ccee(O)e3)ccl2)clcececl 0.8 *
194 C[C@@H](Nclncene2[nH]e(-c3cccee3CO)ccl2)clcececl 0.8 *
195 CCOC1=C2C(=CCc3c2sc(N)c3C(=0)Nc2cce(Cl)eec2)OC(N)=CICH#N 0.8 *
196 C=CC(=0)Nclccce(N2C(=0O)N(c3ccecdcecee34)Ce3enc(Nedecc(NSCCN(C)CCS)ec40C)ne32)cl 0.8 *
197 NC(=0O)Nclcce2nence(Ne3ece(Br)ece3)c2cel 0.803 9.10
198 Nclce2nenc(Ne3ceee(Br)e3)c2ccIN 0.81 9.09
199 Brclccee(Ne2nene3ene(NCCN4CCOCC4)nce23)cl 0.81 *
200 O=C(/C=C/C(=0O)Nclcc2c(Nc3ceee(Br)e3)nenc2enl )NCCCN1CCOCC1 0.81 *
201 CCOC(=0)c1c(NC2=C(C1)C(c3cecc(Cl)ece3)C(CHN)=C(0)02)sc2c1-clsc(=S)n(-c3ccece3)c1CC2(C)C 0.81 *
202 COclec2e(Ne3cecee(Br)ce3)nenc2ec10CCOCCn1cencl [N+](=0)[O-] 0.82 9.09
203 CC1(C)C2=C(OC(N)=C(C#N)C2c2ccccc2)C(=NNc2cec(Cl)ce2)e2elsc(N)c2CHN 0.83 *
204 NC(=0)Nclcce2nene(Ne3eee(F)c(Cl)e3)c2el 0.854 9.07
205 CC1(C)Cc2c(sc(=S)n2-c2cccec2)-c2c1sc(N)c2CH#N 0.86 *
206 CCOclcc2nenc(Ne3cec(OCc4ceccend)c(Cl)e3)c2cc INC(=0)/C(F)=C\CN(C)C 0.89 9.05
207 COclcc2nenc(Ne3cec(F)e(Cl)e3)e2ecc10CCCnlcencl [N+](=0)[O-] 0.89 9.05
208 COclcce2nenc(Ne3ceeec(I)e3)c2ec10C 0.89 *
209 COclccee(0OC)cl-clec2e(N[C@H](CO)c3cccec3)nenc2s| 0.9 9.05
210 C[C@@H](Nclnene2sc(-c3ccee(C(=O)NCCN(C)C)ce3)cel2)clceccel 0.9 9.05
211 O=C(C#CCCNICCCCCI1)Nclce2e(Ne3eee(F)e(Cl)e3)nenc2enl 0.9 *
212 O=C(/C=C/CN1CC2CCCI1C(=0)C2)Nclcc2c(Nc3cce(F)c(Cl)e3)nene2sl 0.9 *
213 CCOclec2nenc(Ne3cee(F)e(Cl)e3)c2ccINC(=0)/C=C/CNCICC1 0.9 *
214 CN(C)C1CCN(c2cec(Ne3ecdc(NSCCCCCS)ne(NeScecee5)nc4en3)nc2)CC1 0.9 *
215 CN(C)C1CCN(c2cec(Ne3ecdc(NSCCOCCS)ne(NeScee(F)eeSF)nc4en3)nc2)CCl 0.9 *
216 Brelecee(Ne2nene3ec(NCCe4e[nH]end)nce23)cl 0.91 *
217 C=CC(=0)Nclccc2nenc(Ne3ceec(C(F)(F)F)e3)c2cl 0.91 *




218 C=CC(=0)Nclcc2c(Ne3ecee(Br)e3)nenc2enl 0.91 *
219 Brclcecee(Ne2nenc3ceence23)c1NCCele[nH]enl 0.912 *
220 OCC(O)CNclee2nenc(Ne3ceeee(Br)e3)c2enl 0.92 *
221 OCCN(CCO)CCNclec2e(Ne3ceceee(Br)e3)nenc2enl 0.93 *
222 OCC(O)CNcle(Br)ceeeINclnenc2eenecl2 0.9333 *
223 C=CC(=0)NclInc2c(Nc3cce(F)c(Cl)e3)nene2ec10C 0.95 *
224 CN(C)clncce2nene(Ne3ceee(Br)e3)ce2nl 0.95 *
225 C=CC(=0)NcInc2c(Nc3cce(F)c(Cl)e3)nenec2ecc10CCOC 0.97 *
226 O=C(Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H] 1 CCOC1)/C(F)=C\CN1CCOCCI 1 9.00
227 C#Cclccee(Ne2nence3cc(OCCO)e(OCCOC)ce23)cl 1 9.00
228 COclcece2nenc(Ne3ce(Cleec3F)c2cc10C1CCN(S(C)(=0)=0)CC1 1 *
229 COclcccecl-clec2c(N[C@H](CO)c3cecce3)nenc2sl 1 *
230 CC(C)(0O)CC(=0)NCCnlcce2nenc(Ne3cec(Ocdecee(C(F)(F)F)cd)e(Cl)e3)c21 1 *
231 C=CC(=0)Nclccce(-n2¢(=0)c(Ce3cccee3)cc3enc(Nedecc(NSCCN(C)CCS)cc40C)ne32)cl 1 *
232 CS(=0)(=0)CCNCclcce(-c2ce3nene(Nedecc(OCc5ccec(F)eS)c(Cl)cd)c3s2)ol 1 *
233 Brclecce(Ne2nene3ene(NCCCN4CCOCC4)cec23)cl 1 *
234 Oclccee(Ne2[nH]ne3nenc(Nedceeee(Cl)c4)e23)cl 1 *
235 Cclceee(Ne2ee(NCCO)nen2)cl 1 *
236 Nelee2se3c(Nedceeee(Br)c4)nenc3c2eclF 1 *
237 COclec2e(Ne3ecc(NC(=O)Ncedeee(Clyecd)c(Clhe3)nenc2ec 10CCCN1CCN(C)CC1 1 *
238 COclec2e(Ne3ece(NC(=O)Ncedeee(C)e(C)ed)e(Cle3)nenc2ec 1OCCCNTICCN(C)CCl 1 *
239 clecc(CCCN(c2ec3nene(NedeeeS[nH]eee5¢4)c3s2)n2cenc2)ecl 1 *
240 clesc(-c2cc3ncec(NedeeeS[nH]cecSc4)ce3s2)cl 1 *
241 cleecc(NCCN(c2cec3nenc(NedeeeS[nH]ceeSc4)ce3s2)n2ccec2)ecl 1 *
242 clesc(-c2cec3nene(NedeceS[nH]cce5¢4)c3s2)cl 1 *
243 OCclccece(-c2ec3nene(Ncdece5[nH]cce5¢4)ce3s2)ccl 1 *
244 NC(=0)C1CCN(Cc2ccc(-c3ccdncec(NeScee6[nH]cecoc5)cds3)cc2)CCl 1 *
245 COclcc(F)ceel-clec2e(NC(CO)c3eccee3)nenc2[nH]1 1 *
246 CN(C)CC=CC(=0O)Nclcc2c(Nc3cee(F)c(Cl)e3)nenc2ec1 O[C@H]1CCOC1 1 *
247 C=CC(=0)Nclccce(Nc2ee(-c3[nH]e(SC)ne3-c3ccc(F)ce3)cen2)cl 1 *
248 C=CC(=0)Nclccc(OC)c(Nc2cee(-c3[nH]c(SC)ne3-c3ccc(F)ee3)cen2)cl 1 *
249 CCC(=0O)Nclcee(OC)e(Ne2ee(-¢3[nH]e(SC)nc3-c3cce(F)ce3)cen2)cl 1 *
250 C=CC(=0O)Nclce(Nc2ce(-c3[nH]c(SC)nc3-c3cec(F)ee3)cen2)ce(N2CCOCC2)cl 1 *
251 C=CC(=0)Nclcc(Nc2ce(-c3[nH]c(SC)ne3-c3cee(F)ce3)cen2)cc(N2CCN(C)CC2)cl 1 *
252 C=CC(=0)Nclccce(Ne2ee(-c3[nH]c(SC)ne3-c3cce(F)ee3)een2)nl 1 *
253 C=CC(=0)Nclccc(OC)c(Nc2ee(-c3[nH]e(SC)nc3-c3cccdeccecdce3)cen2)el 1 *
254 C=CC(=0)Nclccc(OC)ec(Nc2ee(-¢3[nH]e(SC)nc3C3CCCC3)cen2)cl 1 *
255 C=CC(=0)Nclccc(OC)c(Nc2ee(-c3[nH]c(CCCO)nc3-c3ccc(F)ee3d)een2)cl 1 *
256 CCC(=0)Nclcee(OC)e(Ne2ee(-c3[nH]e(CCCO)nc3-c3cec(F)ee3)cen2)el 1 *
257 C=CC(=0)Nclcec(OC)c(Nc2cee(-c3[nH]c(SC)nc3-c3cees3)cen2)cl 1 *
258 C=CC(=0)Nclccce(Ne2ee(-c3[nH]c(SCCNC(=0)CC)nc3-c3cecee3)een2)cl 1 *
259 C=CC(=0)Nclccc(OC)c(Nc2cee(-c3[nH]c(SC)ne3C3CCC3)een2)cl 1 *
260 CC(=0O)Nclcec2nenc(Ne3ceee(Br)c3)c2cl 1.01 9.00




261 O=C(NCCNI1CCCCC1)Nclcee2nene(Ne3ece(F)e(Cle3)e2el 1.06 8.97
262 COclcc2nenc(Ne3cece(F)e(Cl)e3)c2cc INC(=0)[C@@H]1COC(=0)N1 1.06 8.97
263 C#Cclccec(Ne2nenc3cec(OC)c(OCCCn4cencd[N+](=0)[O-])ce23)cl 1.08 8.97
264 C[C@@H](Nclnenc2oc(-c3ccc(NCCN4CCOCC4)cc3)ecl2)cleececl 1.1 8.96
265 CN(C)CCNclcee2e(Ne3ceee(Br)e3)nenc2enl 1.1 *
266 CNclcce2e(Ne3ceee(C(F)(F)F)c3)nenc2enl 1.1 *
267 C=CC(=0)Nclccc2nenc(Ne3ceee(Br)e3)e2nl 1.1 *
268 CCO.CNclcee2se3c(Nedeeee(Br)c4)nene3c2cel 1.1 *
269 C=C/C=C/C(=O)Nclcc2c(Nc3ccee(Br)c3)nenc2enl 1.1 *
270 CN(C)CCCNC(=0)/C=C/C(=0O)Nclcc2c(Nc3cece(Br)e3)nenc2enl 1.1 *
271 Cclee(C(=0)NCCN2CCOCC2)[nH]c1/C=C1\C(=0O)Nc2ncnc(Ne3cecde(cendCedececcd)c3)e21 1.1 *
272 CNICCN(c2cce(Ne3ecde(NSCCCCCS)ne(NeSceeceeS)ncden3)nc2)CCl 1.1 *
273 COclcceccl-clec2e(N[C@H](C)c3ccece3)nenc2[nH]1 1.1 *
274 COclce2nenc(Ne3ceee(C(=0)NC45CCO6CC(CC(C6)C4)C5)c3)c2cc1OCCCNICCOCCI 1.12 8.95
275 COclce2nenc(Ne3cece(Br)e3)c2cc10CCCnle([N+](=0)[O-])enclC 1.18 8.93
276 CCOclec2nenc(Ne3cee(OCce4cecece(F)cd)e(Cl)e3)c2ec INC(=0)[C@H]1COC(=0O)N1 1.19 8.92
277 C#Cclecee(Ne2nene3ec(O[C@HJ4CCOC4)c(NC(=0)/C=C/CN(C)C)cc23)cl 1.2 *
278 C#Cclccee(Ne2nene3ec(OCCOC)c(NC(=0)/C=C/CN(C)C)cc23)cl 1.2 *
279 COCCOclec2nenc(Ne3cee(F)e(Cl)e3)c2ccINC(=0)/C=C/CN(C)C 1.2 *
280 OCCN(CCO)CCCNclee2nenc(Ne3ceee(Br)e3)c2enl 1.2 *
281 CN(C)CCCNelee2e(Ne3ceece(Br)e3)nenc2enl 1.2 *
282 Breclcecc(Ne2nenc3enc(NCCe4ceceend)ec23)cl 1.2 *
283 C=CC(=0)Nclccc2nenc(Ne3cee(F)e(Br)c3)e2nl 1.2 *
284 COclccec2[nH]c3nenc(Nedeeee(Br)cd)c3c2cl 1.2 *
285 C=C(C)C(=0O)Nclccc2nenc(Ne3ccee(Br)c3)c2cel 1.2 *
286 CC(=0)/C=C/C(=0O)Nclccc2nenc(Nce3ceec(Br)c3)c2cel 1.2 *
287 CCN(CC)CCNC(=0)clce(C)e(/C=C2\C(=0)Nc3nenc(Ncdece(F)e(Cl)ed)c32)[nH]1 1.2 *
288 C=CC(=0)Nclccce(-n2¢(=0)n(Cc3cccec3)c(=0)c3cenc(Nedeece(NSCCC(N(C)C)CCS)ec40C)ne32)cl 1.2 *
289 OCCN(CCO)CCCNcle(Br)ceec1Nelnenc2cencel2 1.202 *
290 C=CC(=0)Nclccce(-n2¢(=0)cnc3enc(Nedeec(NSCCN(C)CCS)ecd)ne32)cl 1.21 8.92
291 O=C(Nclcce2nenc(Ne3ceee(Br)e3)e2el)[C@@H]10[C@H]1CN1CCCCC1 1.24 8.91
292 Brclcecee(Ne2nenc3ceccdec[nH]c4c23)cl 1.24 *
293 CCOC1=C2C(=CCc3c2sc(N)c3C(=0)Nc2cec([N+](=0)[0-])cc2)OC(O)=CI1C#HN 1.24 *
294 CC1(C)Cc2c(sc(=S)n2-c2cccec2)-c2¢1sc(NC1=C(CI)C(c3cec(Cl)cc3)C(CH#N)=C(N)O1)c2C#N 1.27 *
295 Nclsc2¢(c1C(=0)Nclcec(Cl)eel)CCC(=0)C2=NNclcceecl 1.28 *
296 Nclsc2e(c1C(=0)Neleee(Cl)ecl)CC=C1C2SC(=S)Nlclccceel 1.29 *
297 COclce2nenc(Ne3cec(OCc4cecee(F)ed)e(Cl)e3)c2cc INC(=0)/C(F)=C\CN(C)C 1.3 8.89
298 N#Cclcec(F)c(C(=0)Nc2cc3c(Nedece(F)e(Clyed)nenc3cc20OCCCN2CCOCC2)cl 1.3 8.89
299 O=C(C#CCCNICCOCCI1)Nclce2c(Ne3cee(F)e(Cl)e3)nenc2enl 1.3 *
300 Cclccec(Ne2nene3ene(NCCeéc[nH]en4)cc23)cl 1.3 *
301 CN(C)CCnlenc2ec3nenc(Nedecee(Br)c4)e3ec21 1.32 *
302 CCOclec2nenc(Ne3cee(OCce4ceccc(F)cd)e(Cl)e3)c2ecINC(=0)[C@@H]1COC(=0O)N1 1.34 8.87
303 O=C(C#CCO)Nclccc2nenc(Ne3cee(F)c(Cl)e3)c2cel 1.4 *




304 0=S(=0)(0O)CCNclcc2nene(Ne3ecee(Br)e3)c2enl 1.4 *
305 CNclee2nenc(Ne3ceee(C)e3)c2enl 1.4 *
306 C=CS(=0)(=0)Nclccc2nenc(Ne3cecee(Br)e3)c2cl 1.4 *
307 CcleccecINcInc2ec(F)e(N(C)C(=0)/C=C/CN(C)C)cc2n2cenccl2 1.4 *
308 C=CC(=0)Nclccce(-n2¢(=0)c(=0)n(C(C)C)c3cne(Ncdcecc(NSCCN(C)CCS5)e(C)ed)nc32)cl 1.4 *
309 C=CC(=0O)Nclcc(Ne2n[nH]c3ce(-c4cceeSceeeedS)cee23)c(OC)cc IN(C)CCN(C)C 1.4 *
310 COclce2nenc(Ne3cee(OCc4ccce(F)cd)c(Cl)e3)c2eccIOCCCNICCNCCNCC1 1.4 *
311 C=CC(=0)Nclcccc(N2C(=0)N(c3cce(-c4cceccd)cc3)Ce3ene(Nedeecc(NSCCN(C)CCS)ec40C)ne32)cl 1.41 8.85
312 0=S(=0)(0O)CCNclc(Br)cccc1NcInene2cenccl2 1.413 *
313 O=C(NCCNI1CCOCC1)Nclcee2nenc(Ne3ccee(Br)e3)c2el 1.43 8.84
314 COclcc2e(Ne3eee(F)e(Cle3)nenc2cc10CCCCCCnleencl[N+](=0)[O-] 1.44 8.84
315 CN(C)CCCNC(=0)/C=C/C(=O)N(C)clcc2c(Nc3ccec(Br)c3)nenc2enl 1.45 *
316 C=CC(=0)Nclcc2c(Ne3eee(F)c(Cl)e3)e(C#N)enc2ec10CC 1.46 8.84
317 C=CC(=0)Nclcccc(N2C(=O)N(C)Cc3cne(Ne4ecc(NSCCCN(C)CCS)cc40OC)nc32)cl 1.47 8.83
318 Nelsc2e(c1C(=0)Nclcee([N+](=0)[0-])ccl)CC=C1C2SC(=S)N1clcecececl 1.49 *
319 Feleeee(COc2cce(Ne3nencdecc(NC(=S)NCCCNSCCOCCS)ce34)cc2Cl)el 1.5 8.82
320 C[C@@H](Nclnenc2oc(-c3cee(O)ce3)ecl2)cleccecd 1.5 8.82
321 COcle(CO)ccecl-clec2e(N[C@H](C)e3eccee3)nence2sl 1.5 8.82
322 COclec(C(N)=0)cecl-clec2e(N[C@H](CO)c3ccece3)nenc2s] 1.5 8.82
323 O=C(C#CCCNI1CCOCCI)Nclcc2c(Ne3cee(F)e(Br)c3)nenc2enl 1.5 *
324 C=CC(=0)Nclccc2nene(Ne3eeee(C)e3F)c2cel 1.5 *
325 C=CC(=0)Nclcc2c(Ne3ecee(C)e3)nenc2ec1OCCCNICCOCCI 1.5 *
326 C=CC(=0)NclInc2c(Nc3cce(F)e(Cl)e3)nenc2cc10CCCN1CCOCC1 1.5 *
327 0=C(O)CNclcc2nene(Ne3ecee(Br)e3)c2enl 1.5 *
328 Brclcecc(Ne2nenc3ence(NCce4ceeencd)ce23)cl 1.5 *
329 Cclceee(Ne2nene3enc(NCCN4CCOCC4)cce23)el 1.5 *
330 Nclnce2nenc(Ne3ceceee(Br)c3)c2nl 1.5 *
331 CCOC(=0)/C=C/C(=0O)Nclcc2c(Nc3ecee(Br)c3)nenc2enl 1.5 *
332 C=CC(=O)N[C@H]1CCN(c2nc(Nc3cccce3)nc3enc(Nedece(NSCCN(C)CCS)end)cee23)Cl 1.5 *
333 CN(C)CI1CCN(c2cec(Ne3ecac(NSCCOCCS)ne(NeSeee(F)eeS)neden3)nc2)CC1 1.5 *
334 COclcec(NN=C2C(=0)CCc3c2sc(N)c3C(=0)Nc2cec([N+](=0)[O-])cc2)cel 1.51 *
335 O=C(O)CNclc(Br)cccelNclnenc2cenecl2 1.514 *
336 C=CC(=0)Nclcecc(N2C(=O)N(c3cce(Ocdceceed)ce3)Ce3enc(Nedeec(NSCCN(C)CCS)ec40C)nc32)cl 1.52 8.82
337 COclce2nenc(Ne3cec(OCc4cecee(F)ed)e(Cl)e3)c2cc INC(=0)/C(F)=C/CN(C)C 1.56 8.81
338 C#CC(=O)Nclcee2nene(Nce3cecee(Br)c3)c2cel 1.6 *
339 OCC(O)Cnlcec2cec3c(Nedeeee(Br)cd4)nene3cec2l 1.6 *
340 C=CC(=0)Nclccc2e(Ne3ceee(C)e3)nenc2cel 1.6 *
341 C=CC(=0)Nclccc2nenc(Ne3cece(Cl)e3)c2cl 1.6 *
342 C=C(C)C(=O)Nclcc2c(Nc3ceee(Br)e3)nenc2enl 1.6 *
343 C=C=CC(=0)Nclccc2nenc(Ne3ecee(Br)c3)c2el 1.6 *
344 C=CC(=O)NCCSclnc(-c2ccc(F)cc2)c(-c2cenc(Ne3cecee3)c2)[nH] 1 1.6 *
345 CC1(C)Cc2nn(-c3ccc(Cl)ce3)nc2-c2c1sc1ne(=NO)n(-c3cccee3)c(0)c21 1.6 *
346 COCCOclce2nenc(Ne3cece(NC(=0)C45CCOHCC(CC(CH)C4A)CS5)c3)c2cc10CCOC 1.63 8.79




347 COC[C@H]10c2cc3nenc(Ne4ceee(I)ed)c3cc20[C@@H]1COC 1.66 *
348 C=CC(=0)Nclccce(N2C(=0O)N(c3ccc(OCc4cccecd)ce3)Ce3enc(Nedcec(NSCCN(C)CCS)ecdOC)nc32)cl 1.67 8.78
349 C=CC(=0)Nclccc2nenc(Ne3cece(Br)e3)c2cel 1.69 8.77
350 CN(C)CCCC(=0)Nclcee2neee(Ne3ecee(Br)c3)c2el 1.7 8.77
351 COC(=0)clccc2oc3enne(Ncedecee(Cl)ed)c3c2cel 1.7 8.77
352 O=C(C#CCCNI1CCOCCI)Nclcce2nene(Ne3eee(F)e(Cl)e3)c2cel 1.7 *
353 CCCC#CC(=O)Nclec2e(Ne3eee(F)e(Cl)e3)nenc2enl 1.7 *
354 C=CC(=0)Nclcc2c(Nc3ceee(Br)c3)nenc2cc 1 OCCCNICCN(C)CC1 1.7 *
355 C=CC(=0)Nclcc2c(Nc3cece(F)e(Cle3)nenc2ecc 1 OCCOCCCCO 1.7 *
356 Brclcecee(Ne2nenc3cecdneencdec23)cl 1.7 *
357 CN(CCO)CCNclcc2e(Ne3ceee(Br)ce3)nenc2enl 1.7 *
358 Brclcecee(Ne2nence3ene(NCCCndeencd)cec23)cl 1.7 *
359 Nelsc2e(c1C(=0)Nclcee([N+](=0)[0-])cc1)CCC(=0)C2=NNclcccccl 1.73 *
360 O=C(/C=C/C(F)(F)F)Nclccc2ncenc(Nc3ccee(Br)c3)c2el 1.75 *
361 COclcce2e(Ne3ceee(F)e(Cl)e3)nenc2cc 10CCN1C[C@H](O)[C@@H](0O)[C@H](O)[C@H]1CO 1.79 *
362 COclcce2¢(Ne3ceee(F)e(Cl)e3)nenc2cc 1 OCCCNIC[C@H](O)[C@@H](O)[C@H](O)[C@H]1CO 1.79 *
363 CCN(CC)CCCHCC(=0)Ncleee2nenc(Ne3cee(F)e(Cl)e3)c2cel 1.8 *
364 C#Cclccee(Ne2nene3ec(OCCOC)e(NC(=0)C=C)cc23)cl 1.8 *
365 COclce2nenc(Ne3cee(F)e(Cl)e3)e2ccINC(=0)/C=C/CN1CCCCC1 1.8 *
366 CCOclec2nenc(C#Cc3c[nH]ne3-c3cee(F)ee3)c2cc10CC 1.8 *
367 C=CC(=0)Nclecc2c(Ne3ece(F)e(Br)e3)nenc2cc10OCCCN1CCOCC1 1.8 *
368 CN(C)CCCCNclee2e(Ne3ceece(Br)e3)nenc2cenl 1.8 *
369 Cclecee(Ne2nene3enc(NCCCN4CCOCC4)ec23)cl 1.8 *
370 Brelcecc(Ne2nenc3ce2sc2eccee23)cl 1.8 *
371 Cclec(C(=0)N2CCOCC2)[nH]c1/C=C1\C(=O)Nc2ncne(Ne3ceccde(cnndCedecceed)c3)c2 1 1.8 *
372 COclccee(-c2ec3c(N[C@H](C)cdeccccdF)nenc3[nH]2)cecl 1.8 *
373 CC[C@@H](Nclncene2[nH]e(-c3ccc(OC)ce3)ecl2)cleceecd 1.8 *
374 S=C(NCCN1CCOCC1)Nclcee2nenc(Ne3ccee(Br)e3)c2el 1.81 8.74
375 CCOclec2nee(C#N)e(Ne3ceec(F)e(Cl)e3)c2cc INC(=0)/C=C/CNCclen(CCF)nnl 1.81 8.74
376 CC1(C)CC(=NN)C(=NNc2cec(Cl)cc2)c2elsc(N)c2CHN 1.83 *
377 CN(C)C/C=C/C(=O)Nclcc2c(Ne3ceee(Br)e3)c(C#N)enc2enl 1.9 8.72
378 O=C(CCCCCnlcc(-c2ecc3nenc(Nedece(OCce5ccec(F)eS)c(Cl)ed)c3c2)nnl )NO 1.9 *
379 Brelcece(Ne2nene3cc(NCCCN4CCOCC4)nec23)cl 1.9 *
380 OCCnlcce2nenc(Ne3eee(OcdececS[nH]nee45)c(Cl)e3)e2 1 1.9 *
381 C=CC(=0)N1CCC[C@H](Nc2nc(Nc3cccee3)nc3enc(Nedecc(NSCCN(C)CCS)end)ec23)Cl 1.9 *
382 COclccee(-c2cc3c(N[C@H](C)cdececcd)nene3[nH]2)cl 1.9 *
383 Brclcecee(Ne2nene3cence23)c INCCCN1CCOCCI 1.905 *
384 C=CC(=0)Nclcccc(N2C(=O)N(C)Cc3cnc(Nedcce(NSCCN(C)CCS)ec4C)ne32)cl 1.95 8.71
385 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc INC(=0)[C@H]INC(=0)O[C@@H]1C 1.98 8.70
386 COclce2nene(Ne3cec(F)e(Cl)e3)c2ecc1SCCCCCCC(=0)NO 1.99 8.70
387 OC[C@@H](Nclncnc2oc(-c3cce(O)ec3)ecl2)cleececd 2 8.70
388 C[C@@H](Nclncenc2oc(-c3cccee30)ccl2)clceceel 2 8.70
389 COclccee(OC)cl-clec2e(N[C@H](C)e3eccee3)nenc2sl 2 8.70




390 CN(C)CCNC(=0)clcce(-c2cc3c(N[C@H](CO)cdcccecd)nene3s2)ecl 2 8.70
391 C[C@@H](Nclncene2se(-c3cec(C(=O)NCCN(C)C)cce3)cecl12)cleccecl 2 8.70
392 COclce(CO)eccl-clec2e(Ne3cee(F)e(Cl)e3)nenc2sl 2 8.70
393 COclec(C(N)=0)cccl-clec2e(N[C@H](C)e3cccee3)nenc2sl 2 8.70
394 COclcce2nenc(Ne3ceee(Cle3F)c2ec1OCCICCN(C)CCl 2 *
395 COclcce2nenc(Ne3ceee(Cl)e3F)c2cc10C1ICCN(C)CCl 2 *
396 COclcce2nenc(Ne3ccee(Cl)e3F)c2cc10C1ICCN(CC(N)=0)CC1 2 *
397 COclcece2nenc(Ne3ceee(Cl)e3F)c2cc10C1CCN(S(C)(=0)=0)CC1 2 *
398 COC(CN(C)C/C=C/C(=0)Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2s1)0C 2 *
399 O=C(/C=C/CN1CCC2(CC1)OCCO2)Nclcc2ec(Nec3ecc(F)c(Cl)e3)nenc2sl 2 *
400 CCOclec2nenc(Ne3cce(F)e(Cl)e3)c2c2¢c10CCO2 2 *
401 CCC(=0)Nclcc2e(Ne3ece(F)e(Che3)nenc2ec10C 2 *
402 COclcce2nenc(Ne3cec(F)e(Cl)e3)c2cc INC(=0)/C=C/CN(C(C)C)C(C)C 2 *
403 CN(C)C/C=C/C(=O)Nclcc2c(Ne3cec(F)e(Cl)e3)nenc2enl 2 *
404 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc 10CCNCCN(C)C 2 *
405 CN(C)Cclcee(-c2ec3nenc(Nedeee(OCeScece(F)eS)e(Cl)c4)c3s2)ol 2 *
406 Clclceee(Ne2nenc3ecdce(cc23)OCCOCCOCCO04)el 2 *
407 Felecc(Ne2nene3ceede(ce23)OCCOCCOCCO4)cec1Cl 2 *
408 C#Cclccee(Ne2nenc3ec4e(cc23)OCCOCCOCCO4)cl 2 *
409 cleee(-c2ccec(Ne3nencdeceSc(cc34)OCOS5)c2)ccl 2 *
410 C=CC(=0)Nclecc2c(Ne3ecee(C)e3)nenc2ec IOCCCNT1CCN(C)CCl 2 *
411 Nclcee2e(Ne3ceeee(F)e3)nenc2cl 2 *
412 Nelece(-c2[nH]nc3nene(Nedecee(Cl)ed)ce23)ecl 2 *
413 Cl.clcee(-c2cecc(Ne3nencdee5c(cc34)OCOS5)c2)ccl 2 *
414 C=CC(=0)Nclcc(Nc2ncee(-c3en(C)cdeccec34)n2)c(OC)eccINICCN(C)CCl 2 *
415 O=C(C#CCO)Nclccc2nenc(Ne3ceec(Br)e3)c2cel 2 *
416 C[C@H](CN(C)C(=0)CO)Oclccee2nene(Ne3ecc(OCcdceceend)c(Cl)e3)el2 2 *
417 CC(=O)NCCNCclece(-c2cc3necc(NedeeeS[nH]ceeSc4)c3s2)ecl 2 *
418 OCCNCeclccee(-c2ce3ncee(NedeeeS[nH]cec5¢4)c3s2)ccl 2 *
419 CCNI1CCN(Cec2ccc(-c3cc4c(N[C@H](C)cSccceeS)nenc4[nH]3)cc2)CCl 2 *
420 CCCN1CCC(0Oc2ce(OC)cc3nenc(Nedeec(F)e(Cl)ed)c23)CCl 2 *
421 CCN1CCC(Oc2ce(0OC)cc3nenc(Nedeec(F)e(Cl)cd)e23)CCl 2 *
422 C=CC(=0)Nclcccc(-n2¢(=0)c(=0)n(C(C)C)c3cnc(Nedecc(NSCCN(C)CCS)ec40C)nc32)cl 2 *
423 COclce2nenc(Ne3eec(C(=0)NC45CCOoCC(CC(C6)C4)CS)cce3)c2cclOCCCNICCOCCI 2.01 8.70
424 CCOclce2nee(C#N)e(Ne3eee(F)e(Cl)e3)e2ecc INC(=0O)CCN1CCOCCI 2.02 8.69
425 C#Cclccec(Ne2nenc3eec(NC(C)=0)cc23)cl 2.04 8.69
426 COclcce2nenc(Ne3cee(F)e(Cl)e3)c2ccINC(=0)CCCCCCC(=0)NO 2.1 8.68
427 C=CC(=0)Nclccc2nenc(Ne3cee(Br)ce3F)c2cl 2.1 *
428 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc INC(=0)/C=C/CNC1CCI1 2.1 *
429 COCCOclcc2nenc(Ne3ece(F)e(Cl)e3)c2cc INC(=0)/C=C/CN1CCCCC1 2.1 *
430 Cclcecc(Ne2nene3e2sc2ece(N)ee23)cl 2.1 *
431 CN(C)C1CCN(c2cec(Ne3ecdc(NSCCC(CO)CCS)ne(NeSceeeeS)nc4en3)nc2)CCL 2.1 *
432 COclec(CO)cecl-clec2e(NCe3ceccee3)nenc2[nH] 1 2.1 *




433 CSclnc(-c2cce(F)ec2)c(-c2cenc(Ne3ce(N4CCN(C)CC4)ee([N+](=0)[O-])c3)c2)[nH]1 2.1 *
434 O=C(NO)clcce(-c2ccc3nenc(Nedeee(OCeScecc(F)eS5)e(Cl)ed)e3ce2)sl 2.2 *
435 C=CC(=0)Nclccc2nenc(Ne3ce(F)ecee3Br)c2cl 2.2 *
436 C=CC(=0)Nclccc2nenc(Ne3cee(Br)ee3C)c2cel 2.2 *
437 C=CC(=0)Nclccce(-n2¢(=0)c(=0)n(CCC)c3cnc(Nedece(NSCCN(C)CCS)ec4OC)nc32)cl 2.2 *
438 CCOclce2nee(C#N)e(Ne3eee(F)e(Cl)e3)e2ec INC(=O)CCN1CCCCC1 2.21 8.66
439 C#Cclccec(Ne2nenc3ecc(NC(N)=0)cce23)cl 2.22 8.65
440 Fclece(Ne2nenc3cec(NC(=S)NCCN4CCOCC4)cc23)celCl 2.25 8.65
441 Fclecee(COc2cce(Ne3nencdecc(NC(=S)NCCN5CCOCCS5)cc34)cc2Cl)cl 2.26 8.65
442 C=CC(=0)Nclccc2nenc(Ne3cee(Br)c(C)e3)c2el 2.3 *
443 COclcee(CNce2cee3c(Nedeeec(Br)c4)nenc3en2)ecl 2.3 *
444 Brclcecee(Ne2nence3ene(NCCCndeencd)ne23)cl 2.3 *
445 Cclecee(Ne2nene3enc(NCCN4CCOCC4)ne23)cl 2.3 *
446 NP(=0)(OCCCCCOclece2nenc(Ne3ecee(Br)e3)c2¢1)N(CCCI)CCCl 2.3 *
447 C=CC(=0)Nclccc(OC)c(Nc2ee(-c3[nH]e(SC)nc3C3CC3)cen2)cl 2.3 *
448 Brelccee(Ne2nence3enc(NCCnédceenced)ne23)el 2.344 *
449 C#Cclccee(Ne2nenc3ec(OC)e(OCCCCCCC(=0)NO)ec23)cl 2.4 8.62
450 C#Cclccee(Ne2nene3ec(OCC)c(NC(=0)/C=C/CN(C)C4CC4)cc23)cl 2.4 *
451 CN(C)/C=C/C(=O)Nclcc2e(Ne3cee(F)c(Cl)e3)nenc2ec1 O[C@H]1CCOC1 2.4 *
452 CN(C)CCCOC(=0)/C=C/C(=0O)Nclcec2nenc(Nc3ceec(Br)e3)c2el 2.4 *
453 COclnce(-c2cce3nenc(Nedeec(F)c(Cl)cd)e3c2)cc INS(C)(=0)=0 2.4 *
454 CC1(C)Cc2c(sc(=S)n2-c2cceec2)C(=0)C1=NNclcce(Cl)ecl 2.44 *
455 C=CC(=0O)Nclcccc(N2C(=0)C3CCCCN3C(=0)c3cnc(Nedcec(NSCCN(C)CCS)ec40OC)ne32)cl 2.45 8.61
456 O=C(/C=C/clcce(-c2ccc3nenc(Nedeee(OCeScecc(F)cS5)e(Cl)ed)c3c2)o1)NO 2.5 *
457 C=CC(=0)Nclccc2nenc(Ne3cee(Br)c(OC)e3)c2cl 2.5 *
458 C[C@@H](Nclncenc2[nH]e(-c3ccc(O)ec3)cel2)clcececl 2.5 *
459 C#CCCCOclcec2e(Ne3eee(F)e(Cle3)nenc2ec10C 2.53 *
460 O=C(Nclecc2e(Ne3ece(F)e(Cl)e3)nenc2ecl O[C@H]1CCOC1)/C(F)=C\CN1CCCCCl1 2.55 8.59
461 CCOclec2nenc(Ne3cee(OCce4ceecc(F)cd)e(Cl)e3)e2ec INC(=0)[C@H] INC(=0)O[C@@H]1C 2.57 8.59
462 COclec2nenc(Ne3cece(Br)e3)c2ec10C 2.6 7.87
463 O=C(Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOC1)/C(F)=C/CN1CCCCCl1 2.6 8.59
464 COclec2nenc(Ne3cece(Br)e3)c2cc INC(=0)/C(F)=C/CN(C)C 2.6 8.59
465 O=C(Nclecc2c(Ne3ece(F)e(Cl)e3)nenc2cc1OCCCN1CCNCCl )elee([N+](=O)[O-])ccclF 2.6 8.59
466 COclcc2ce(Ne3ceee(Br)c3)nenc2cenl 2.6 *
467 CN(C)Cclc[nH]c2cc3nenc(Nedecee(Br)cd)c3ccl2 2.6 *
468 CN(CCO)clee2nenc(Ne3ceceee(Br)e3)c2enl 2.6 *
469 CC(C)(N)C(=O)NCCnlcce2nene(Ne3cec(OcdeceeSsnecdS)c(Cl)e3)c21 2.6 *
470 C/C=C/C(=0O)Nclcc2c¢(N3CCc4cccecd3)nenc2ec10C1CCOCI 2.61 *
471 CN(CCO)cle(Br)ceeclNelnenc2eenecl2 2.63 *
472 COclcec(-c2ec3c(N[C@H](CO)cdccecc4)nenc3o2)ccl 2.7 8.57
473 C=CC(=0)Nclcce2nenc(Ne3cecee(CC)e3)c2cel 2.7 *
474 C#Cclccee(Ne2nenc3cec(OC)e(NC(=0)/C=C/CN4CCCCC4)cc23)cl 2.7 *
475 C=CC(=0)NclInc2c(Nc3cce(F)c(Cl)e3)nenc2cc1ICCCCN1CCOCCI 2.7 *




476 CO.Nclcceee2elscle(Ne3ecee(Br)e3)nencl2 2.7 *
4717 CCOC(=0)/C=C/C(=0O)Nclccc2nenc(Ne3ceee(Br)e3)c2cel 2.7 *
478 C=CC(=O)N(CCCN1CCOCC1)clcc2c(Nc3ceec(Br)e3)nenc2enl 2.7 *
479 C=CC(=O)N[C@@H]1CCN(c2nc(Nc3cccee3)nc3enc(Nedeece(NSCCN(C)CC5)end)ec23)Cl 2.7 *
480 CLNclceec2elscle(Ne3cecee(Br)e3)nencl2 2.7 *
481 CN(C)C/C=C/C(=O)NCCSclnc(-c2ccc(F)ce2)c(-c2cenc(Ne3cccee3)c2)[nH] 1 2.7 *
482 Nclceeec INC(=O)clcee(-c2cce3nenc(Nedeee(OCceScece(F)e5)e(Cl)cd)c3ce2)sl 2.8 *
483 Cclceee(Ne2nene3enc(N(C)C)ee23)el 2.8 *
484 Cclec(C(=0)N2CCN(C)CC2)[nH]c1/C=C1\C(=O)Nc2nenc(Ne3cee(F)e(Cl)e3)e21 2.8 *
485 0=C1Cc2cccc(Oc3cec(NednencScen(CCO)e45)ce3Cl)e2N1 2.8 *
486 COclcec(-c2ce3c(N[C@H](C)cdcece(F)ecd)nenc3[nH]2)ccl 2.8 *
487 C=CC(=0)Nclccce(-n2¢(=0)c(=0)[nH]c3cnc(Nedecc(NSCCN(C)CCS5)ec4OC)nce32)cl 2.8 *
488 C=CC(=0)Nclcc(Nc2n[nH]c3cc(-cdenccSceeccdS)eee23)c(OC)ec IN(C)CCN(C)C 2.8 *
489 NcelecceeINC(=0)clece(-c2cce3nene(Nedecc(OCcS5ccec(F)eS)c(Cl)cd)e3c2)ol 2.9 *
490 Breclecce(Ne2nence3ence(NCCCN4CCOCC4)nce23)cl 2.9 *
491 CC(=0)NCCnlccce2nene(Ne3ece(OcdececSsnce45)c(Cle3)e21 2.9 *
492 COCCOclce2nenc(Ne3eee(NC(=0)C45CCHCC(CC(CH)CA)CS5)c(C)e3)e2eec1 OCCOC 2.92 8.53
493 O=C(NCCNI1CCOCC1)Nclcee2nene(Ne3ceee(F)e(Cl)e3)c2cel 2.92 8.53
494 CNC(=0)clec(Oc2ecc(NC(=0O)Nc3cee(Cl)e(C(F)(F)F)e3)cc2)cenl 2.96 *
495 Cnlce(-c2cce3nenc(Nedeee(F)e(Cl)ed)e3c2)enl 2.97 8.53
496 Cclnenc(Ne2ceee(OCce3cecc(F)e3)e(Cl)e2)e 1 C#Celecc(CNC(C)C)ecl 3 8.52
497 Cclnenc(Ne2ceee(OCc3ccec(F)e3)c(Cl)e2)e1/C=C(\F)C(=O)NCCNI1CCCCl1 3 8.52
498 COcl¢(C(=0)NCCN(C)C)cccel-clec2e(N[C@H](C)c3cecee3)nenc2sl 3 8.52
499 COclcee(C=0)ccl-clec2e(N[C@H](C)e3cccee3)nence2sl 3 8.52
500 OCclccee(-c2ec3c(N[C@H](CO)cdceccecd)nenc3s2)cl 3 8.52
501 O=C(Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2ec1OCCCNICCOCCT )cleeccclF 3 8.52
502 C=CC(=0)Nclcc2c(Ne3ece(F)e(Cl)e3)nenc2cc 10CCCN1CCOCC1.CL.CI 3 *
503 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CC1CCN(C)CC1 3 *
504 COCCNICCC(Oc2cc3c(Nedecee(Cl)edF)nenc3cc20C)CC1 3 *
505 C#Cclccee(Ne2nenc3cecde(cc23)N(C(=0)/C=C/CN2CCCC2)CCO4)cl 3 *
506 C#Cclccee(Ne2nenc3cecde(cc23)N(C(=0)/C=C/CN(C)C)CCO4)cl 3 *
507 CS(=0)(=0)CCNC/C=C/C(=O)Nclcc2e(Nc3cec(F)e(Cl)e3)nene2s1 3 *
508 O=C(/C=C/CN1CCOCCI1)Nclcc2c(Ne3ece(F)e(Cl)e3)nenc2sl 3 *
509 COCCOclce2nenc(Ne3cec(Br)ce3F)c2ec INC(=0)/C=C/CN(C)C 3 *
510 CC(=0)Nclcee2nene(Ne3ece(OCcdceccend)e(Cl)e3)c2cel 3 *
511 CS(=0)(=0)CCNCclcc(-c2cc3nenc(Nedeec(OCceSccee(F)eS)e(Cl)cd)c3s2)cesl 3 *
512 OCclccee(-c2ec3nenc(Nedece(OCce5cecec(F)c5)c(Cl)ed)e3s2)ol 3 *
513 N#CCNCecelcce(-c2cc3nenc(Nedeec(OCceSccee(F)eS)e(Clyed)c3s2)ol 3 *
514 CCN(CO)[C@@](C)(C#Cclnenc2ec(OC)c(OC)ec12)Celececcl 3 *
515 C=CC(=0)Nclcc2e(Ne3ceeec(Br)e3)nenc2ec10CCCnlcencl 3 *
516 CN1CCC(Ne2nee3nenc(Nedece(F)e(Cl)ed)c3n2)CCl1 3 *
517 Cclccec(Ne2nene3ene(NCCedc[nH]en4)ne23)cl 3 *
518 CNI1CCC(Oc2ccee3nenc(Nedece(F)e(Cl)ed)e23)CCl 3 *




519 0=C1Cc2c(cccc20c2cecc(Ne3nencdeen(CCO)c34)cc2CINT 3 *
520 CLO=C(NCCnlccc2nene(Ne3ece(OcdececSsnced5)c(Cle3)e2 1) Ca@w@H]1CCCN1 3 *
521 C[C@H](COclccec2nenc(Ne3cee(OCe4cccend)c(Cl)e3)c12)N(C)C(=0)CO 3 *
522 CN(CCO)Cclcee(-c2ec3ncec(NedeeeS[nH]ceeSc4)c3s2)ecl 3 *
523 clee(Nc2eee3[nH]ece3ce2)e2sc(-c3ccc(CNCCN4CCNCC4)ece3)ec2nl 3 *
524 NP(=0)(OCCCOclcce2nenc(Ne3ceee(Br)e3)c2c1)N(CCCI)CCCl 3 *
525 Nelece(-c2ec3c(Nedecee(Clyed)nene3[nH]2)ccl 3 *
526 Nelece(-c2ec3c(Nedecee(Cl)ed)nene3o2)ccl 3 *
527 C[C@@H](Nclnenc2oc(-c3cece(N)e3)cecl2)clececcel 3 *
528 Nelceeee(-c2ce3c(Nedee(Cl)eecdO)nenc3o2)cl 3 *
529 CCN(CO)C(C)(C#Cclnenc2ec(OC)e(OC)ec12)Celeccecl 3 *
530 CC1CCCCNICC=CC(=0O)N1CCOc2cc3nenc(Ncdcee(F)c(Cl)cd)c3cc21 3 *
531 O=C(C=CCNI1CCCC1)N1CCOc2cc3ncnc(Ncdccc(F)c(Cl)cd)e3ec21 3 *
532 COclce2nenc(N3CCceéeccecd3)c2ecINC(=0)/C=C/CN1CCCC1 3 *
533 COclcec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCnlcenc 1 [N+](=0)[O-] 3.05 8.52
534 COclce2nenc(Ne3cee(F)e(Cl)e3)e2cc10CCCN1CCOCC1 3.1 8.48
535 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCCCCCC(=0)NO 3.1 8.51
536 CCN(CCO)CCHCC(=O)Nclceee2nene(Ne3cece(F)e(Cl)e3)c2cel 3.1 *
537 O=C(C#CCNI1CCOCCI1)Nclce2e(Ne3cee(F)c(Cl)e3)nenc2enl 3.1 *
538 CNC1=CC2N=CN(C)/C(=N\c3cccc(Br)c3)C2C=N1 3.1 *
539 Cclecee(Ne2nenc3ene(N)ee23)cl 3.1 *
540 OCCnlcce2nene(Ne3ece(OcdececS[nH]cecd5)e(Cl)e3)c21 3.1 *
541 COclce2nenc(Ne3cece(NC(=0)C45CC6CC(CC(C6)C4)CS)e3)c2cclOCCCN1CCOCCI 3.11 8.51
542 C=C=CCCCOclcc2c(Nc3cce(F)c(Cl)e3)nenc2ec10 3.16 *
543 C=CC(=0)Nclccce(Oc2nc(Ne3ecc(NACCN(C)CC4)ce30C)nec2Cl)cl 3.2 8.32
544 C=CC(=0)Nclccc2nene(Ne3eec(CC)ec3)c2cel 3.2 *
545 CN(CC(0)CO)clce2nenc(Ne3ceecee(Br)e3)c2enl 3.2 *
546 CN(CC(0O)C(0)C(0O)C(0)CO)clec2nenc(Ne3ccee(Br)c3)c2enl 3.2 *
547 Brclcecee(Ne2nenc3cc(NCCN4CCOCC4)ncce23)cl 3.2 *
548 C=C=CC(=0)Nclcc(Nc2ncce(C3=CNC4C=CC=CC34)n2)c(OC)ccIN(C)CCN(C)C 32 *
549 C=C=CC(=0)Nclcc(Nc2ncee(-c3c[nH]cdeccee34)n2)c(OC)cc IN(C)CCN(C)C 3.2 *
550 C[C@@H](Nclnene2[nH]c(-c3ccece3)ccl2)clececcl 32 *
551 CN(CC(0)CO)cle(Br)cccelNclnenc2cenecl2 3.236 *
552 Brclcecce(Ne2nene3cence23)cINCCN1CCOCCI 3.236 *
553 C=CC(=0)NCclcoc(-c2¢c(N)ncnc2Nc2cce(OCe3cccen3)c(Cl)c2)nl 33 8.48
554 C#Cclccec(Ne2nenc3ec(OC)e(NC(=0)/C=C/CN(C)C4CC4)cc23)cl 33 *
555 Nclcee2e(Ne3eeee(C(F)(F)F)c3)nenc2cl 33 *
556 C=CC(=0O)N(CCCNICCOCC1)clcee2nenc(Nc3cecee(Br)c3)c2cel 33 *
557 C[C@@H](Nc1[nH]enc2nce(-c3ccece3)ccl-2)clcececl 33 *
558 Br.Oclece(-c2cc3c(NCcedcccce4)nenc3[nH]2)ecl 33 *
559 NP(=0)(OCCCC(=0O)Nclece2nenc(Ne3ccee(Br)e3)e2el )N(CCCI)CCCl 33 *
560 C=CC(=O)N1CC[C@@H](Nc2nc(Nc3cccee3)nc3enc(Nedcce(NSCCN(C)CCS)end)ce23)Cl 33 *
561 Cclecc(F)ee1Nelne2ee(Cle(N(C)C(=0)/C=C/CN(C)C)cc2n2cenccl2 3.35 *




562 COclcc2nenc(Ne3ceec(F)e(Cl)e3)c2cc10CCCCCC(=0)NO 34 8.47
563 COC(=0)clccc2oc3ennc(NcdceeecScececdS)e3c2el 34 8.47
564 C=CC(=0)Nclcce2nenc(NC3CCCCC3)c2cl 34 *
565 COC(=O)CN(C)Cclc[nH]c2cc3nenc(Nedecee(Br)c4)c3ccl2 34 *
566 C[C@@H](Nclnenc2[nH]c(-c3cce(O)cc3)ecl2)cleec(F)ecl 34 *
567 COclce2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCCnlc([N+](=0)[O-])enclC 3.43 8.46
568 OCCN(CCO)Cclc[nH]c2cce3nene(Nedccee(Br)c4)c3cecl2 3.5 *
569 Cclceee(Ne2nene3cee(NCCCn4cencd)nee23)cl 3.5 *
570 C=CC(=0)Nclcccc(N2C(=0)N(C)Cc3cne(Nedecc(NSCCC(N(C)C)CCS5)cc40C)nc32)cl 3.52 8.45
571 Cclecee(Ne2nence3eencee23)cINCCCnleencl 3.548 *
572 C#Cclccec(Ne2nenc3cee(-c4enn(C)cd)ce23)cl 3.58 8.45
573 CCOclec2nenc(Ne3eee(OCC4CC4)e(Cl)e3)c2eccINC(=0)/C(F)=C/CN(C)C 3.6 8.44
574 CCOclcc2nenc(Ne3cee(C)ec3)c2¢2¢10CCO2 3.6 *
575 0O=C(CCCCCCnlcc(-c2cce3nene(Nedecc(OCc5necsS)c(Cl)cd)c3c2)nn 1 )NO 3.6 *
576 COclcec(/C=C/C(=0)Nc2cc3c(Nedecc(F)e(Cled)nenc3cc20O[C@H]2CCOC2)c(0OC)c10C 3.6 *
577 C=CC(=0)Nclec2e(Ne3ecee(Br)e3)nenc2cc1IOCCCN1CCOCC1 3.6 *
578 C=CC(=0)Nclccc2nene(Ne3cee(OCce4cccecd)ece3)c2el 3.6 *
579 Clclcee(Ne2nene3[nH]cec23)cc1Br 3.63 *
580 Felecc(Ne2nene3cec(NC(=S)NCCN4CCCCC4)cec23)cclCl 3.7 8.43
581 Brclccee(Ne2nenc3cec4c(enn4dCCN4CCOCC4)ce23)cl 3.7 *
582 Brclccee(Ne2nenc3ccdc(cendCCN4CCOCC4)ec23)cl 3.7 *
583 Br.C[C@@H](Nclnenc2[nH]c(-c3cce(O)ec3)ecl2)cleccecl 3.7 *
584 COclcce(-c2cc3c(NCeéecceed)nenc3[nH]2)ccl 3.7 *
585 C=CC(=0)N1CCc2c(sc3ncnc(Ncdecc(Br)ccdF)c23)Cl 3.71 *
586 Brelceec(Ne2nenc3[nH]cece23)cl 3.76 *
587 COclce2nenc(Ne3ceee(Br)e3)c2ecIN 3.8 *
588 COclcce2nenc(Ne3cecec(F)e3)e2ec10C 3.8 *
589 COclnce2nenc(Ne3cecee(Br)c3)c2nl 3.8 *
590 Br.C[C@@H](Nclnenc2[nH]e(-c3ccc(O)ec3)cel2)clcec(F)ecl 3.8 *
591 clecc(CNe2nenc3[nH]e(-c4ecececd)cc23)ccel 3.8 *
592 C=CC(=0)Nclccce(-n2¢(=0)n(CCCc3cccee3)c(=0)c3enc(Nedcce(NSCCC(N(C)C)CCS)ec4OC)nc32)cl 3.8 *
593 C=CC(=0)Nclcccc(-n2¢(=0)cnc3enc(Nedecc(NSCCN(C)CCS5)cc40C)ne32)cl 3.82 8.42
594 OC[C@@H](Nclncnc2oc(-c3ccecc3)ccl2)clececcl 39 8.41
595 O=C(NO)clcece(-c2cce3nenc(Nedcec(OCeScccc(F)e5)e(Clyed)c3c2)ol 3.9 *
596 C=CC(=0)Nclcc2c(Nc3ecee(Br)e3)nenc2ecIOCCCCN(C)C 3.9 *
597 CN1CCN(NCCCNc2cce3c(Ncdeeee(Br)c4)nene3en2)CCl 3.9 *
598 C=CC(=0)N1CCc2c(sc3ncnc(Ncaccee(C)cdF)e23)Cl 3.95 *
599 CC(=0)Nclcee2nene(Ne3ece(OCc4cecee(F)ed)c(Cl)e3)c2cel 3.96 8.40
600 COclcce(-c2cc3c(N[C@H](CCO)c4cceccd)nenc3o2)ccl 4 8.40
601 COclcceecl-clec2e(N[C@H](C)c3cccec3)nenc2ol 4 8.40
602 COC(=0O)clce(OC)c(-c2ec3c(N[C@H](C)cdcececd)nenc3s2)c(OC)cl 4 8.40
603 C#Cclccee(Ne2nenc3cecdce(cc23)N(C(=0)/C=C/CN2CCCCC2)CCO4)cl 4 *
604 O=C(/C=C/CN1CCC(F)CCI1)Nclcc2c(Nc3cee(F)e(Cl)e3)nenc2sl 4 *




605 NC(=0)Nclcee2nenc(Ne3cec(Ocdecee(C(F)(F)F)cd)c(Cle3)c2el 4 *
606 CN(C)Cclecce(-c2ec3nenc(Nedecc(OCeSccec(F)eS)c(Cl)ed)c3s2)[nH]1 4 *
607 CS(=0)(=0)CCNCclcc(-c2cc3nenc(Nedeec(OCcSceee(F)eS)ce(Cl)ed)c3s2)col 4 *
608 COclce2nenc(/C=C/CCc3cccce3)c2ec1OC 4 *
609 CNclccc2enenc2cel 4 *
610 COclcce2nenc(NCe3cceece3)c2ec10C.CI 4 *
611 CNclcee2e(Ne3ceeee(Br)e3)nenc2cel 4 *
612 CNclcee2nenc(Ne3ceee(Br)e3)c2cl 4 *
613 Cclceee(Ne2nene3enc(N(C)Cne23)cl 4 *
614 CNI1CCN(c2cce(Ne3necdne(NeSceeeeS)n(CSCCCCS)ed4n3)cec2)CCl 4 *
615 OCCOCCNCclccee(-c2ce3ncee(NedeeeS[nH]cecSc4)c3s2)cecl 4 *
616 NCecleee(-c2cc3nene(Nedeee5[nH]ccc5¢4)c3s2)ccl 4 *
617 NC1CCN(Cc2cen3nenc(Nc4ceeec(Cl)ed)c23)CCl 4 *
618 NC1CCN(Cc2cen3nenc(Nedceece(Br)ed)c23)CCl1 4 *
619 Br.CC[C@@H](Nclncnc2[nH]e(-c3ccc(O)ec3)cel2)clcececl 4 *
620 Nclccee(-c2cc3c(Nedecee(Cl)ed)nene3[nH]2)cl 4 *
621 OC[C@@H](Nclnenc2[nH]c(-c3cce(F)ee3)ccl2)clecceel 4 *
622 O=C(C=CCNI1CCCCCI1)N1CCOc2cc3nenc(Nc4cec(F)c(Cl)cd)c3cc2l 4 *
623 CN(C)CC=CC(=0O)N1CCOc2cc3nenc(Ncdcec(F)c(Cl)cd)c3cc2l 4 *
624 COclee2nenc(N3CCedceccecd3)c2ec INC(=0)/C=C/CN1CCC(CO)CC1 4 *
625 CCOclec2nee(C#N)c(Ne3cec(F)ce(Cl)e3)c2ec INC(=0)/C=C/clen(CCF)nnl 4.05 8.39
626 CCOclce2nenc(NC3=CC(=0)C(OCc4ccec(F)c4)=CC3=0)c2ccINC(=0)/C=C/CN(C)C 4.1 8.39
627 CN(C)[C@H](CS(C)(=0)=0)clccc(-c2cce3nenc(Nedecc(OCcS5ccee(F)eS)e(Cl)cd)c3c2)ol 4.1 *
628 O=C(Nclccc(CN2CCCC2)ccl)Ncleee2nene(Ne3ecee(C(F)(F)F)c3)c2cl 4.1 *
629 Brclccee(Ne2nenc3cec4[nH]nncdee23)cl 4.1 *
630 OCCnlccee2nene(Ne3ece(OcdececSsnecdS)c(Cl)e3)e21 4.1 *
631 N#Cclcee(Nce2nnec3eecee23)ecl 4.1 *
632 CC(C)N(CCHCC(=0O)Nclcee2nenc(Ne3eee(F)e(Cl)e3)e2e1)C(C)C 4.2 *
633 C#Cclccee(Ne2nenc3cec(OCC)e(NC(=0)/C=C/CNC4CC4)cc23)cl 4.2 *
634 O=C(CCCCCCnlcce(-c2cce3nene(Nedeec(OCc5ccee(F)eS)c(Cl)cd)c3c2)nnl )NO 4.2 *
635 CCOclee2nenc(CHC[C@@](C)(Ce3cecece3)N3CCC(C(=0)0)CC3)c2ec1 OCC 4.2 *
636 C=CC(=O)N(CCN(C)C)clec2c(Ne3ecee(Br)e3)nenc2enl 4.2 *
637 CCOC(=O)CICCN([C@@](C)(C#Cc2nenc3cc(OCC)e(OCC)ec23)Ce2eccec2)CCl 4.2 *
638 OC[C@@H](Nclnenc2[nH]c(-c3cce(Br)ce3)cel2)clcecceel 4.2 *
639 CCOC(=0)c1c(NC2=C(CDC(c3cec(Cl)ee3)C(CHN)=C(N)O2)sc2c1-clsc(=S)n(-c3ccece3)c1CC2(C)C 4.28 *
640 O=C(Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2cc1OCCCN1ICCOCC )clceenclF 4.3 8.37
641 COclcee2nenc(Ne3ceee(Br)e3)e2nl 4.3 *
642 CNclnee2nenc(Ne3ecee(C)e3)e2nl 4.3 *
643 NP(=0)(OCCOclccc2nenc(Ne3cece(Br)e3)c2cl1)N(CCCI)CCCI 4.3 *
644 C=CC(=0)N1CCc2c(sc3ncnc(Ncdcee(Br)c(C)c4)c23)Cl 4.4 *
645 CCOclec2nenc(Ne3ecee(0OC)e3)c2c2c10CCO2 4.4 *
646 CN(CCCICCNN=Nclcce2nenc(Ne3ceee(Cl)e3)c2el 4.4 *
647 CCOC(=0O)clccc(Ne2nnee3cecee23)cel 4.4 *




648 CNI1CCN(c2cece(Ne3ecdc(NSCCCCS)ne(NeSceeeeeS)ncden3)nc2)CCl 4.4 *
649 CN(CCCIHCCN/N=N/clcce2nene(Ne3ecee(Cl)e3)c2el.[H+] 4.4 *
650 C=CC(=0)Nclcccc(N2C(=O)N(C)Cc3enc(Ncdcec(NSCCN(C)CCS5)ecdOCC)nc32)cl 4.41 8.36
651 C=C=CCCCCCOclcc2c(Nc3ccc(F)e(Cl)c3)nenc2eclO 4.45 *
652 CCOclce2nenc(Ne3cec(Ocdece(Cned)e(Cl)e3)c2cc INC(=0)/C(F)=C/CN(C)C 4.5 8.35
653 Cclee(C(=0)N2CCOCC2)[nH]c1/C=CI1\C(=O)Nc2ncne(Nc3cccdce(cendCedeceecd)e3)c2 1 4.5 *
654 COCCOclce2nenc(Ne3eec(NC(=0)C45CCO6CC(CC(CH)C4)CS)ee3C)e2ecl OCCOC 4.52 8.34
655 | COclec2e(Ne3ece(OCc4cecec(F)ed)e(Cl)e3)nenc2ec1OCCNIC[C@H](O)[C@@H](O)[C@H](O)[C@H]1CO 4.53 *
656 | COclcc2e(Ne3eee(OCce4ccece(F)e4)c(Cl)e3)nenc2ecl OCCCN1C[C@H](0O)[C@@H](O)[C@HI(O)[C@H]ICO | 4.53 *
657 O=CIN[C@H](C(=0O)Nc2cc3c(Nc4ece(F)c(Cl)e4)nene3cc20CCCN2CCOCC2)CO1 4.54 8.34
658 C[C@@H](Nclncnc2oc(-c3cecc(O)e3)ecl2)cleceecl 4.6 8.34
659 C#Cclcecee(Ne2nene3ec(OC)c(OCCCCCC(=0)NO)cc23)cl 4.6 8.34
660 CN(C)C/C=C/C(=0O)NCCnlccc2nenc(Ne3ece(Ocdecec(C(F)(F)F)cd)c(Cl)e3)e21 4.6 *
661 CCN(CC)CC(O)CNclee2e(Ne3ceeee(Br)e3)nenc2enl 4.6 *
662 C=C[S+]([O-])clecc2e(Ne3ecee(Br)e3)nenc2enl 4.6 *
663 Clclcee(/C=C/C(=N/Nc2nncc3ccecc23)c2eccece2)ecl 4.6 *
664 CN(C)C1CCN(c2cee(Ne3ecdc(NSCCOCCS)ne(NeSceceeS)nc4en3)ne2)CC1 4.6 *
665 C=CC(=0)Nclecccc(N2C(=0)C(Cc3cccec3)N(C)C(=0)c3enc(Nedeecc(NSCCN(C)CCS)ec40C)ne32)cl 4.68 8.33
666 Oclcec2e(Ne3ceeee(Br)e3)nenc2cel 4.7 *
667 Cclee(CCC(=0)0)[nH]cl/C=CI\C(=0O)Nc2nenc(Nc3cee(F)e(Cl)e3)c21 4.7 *
668 COclcecce(-c2ce3c(N[C@H](C)cdcceccd)nene3[nH]2)ccl 4.7 *
669 C=CC(=O)NICCC[C@@H](Nc2nc(Nc3cccee3)nc3enc(Nedecc(NSCCN(C)CCS)end)ec23)Cl 4.7 *
670 COclce2nenc(Ne3eec(C(=0)NC45CCOoCC(CC(C6)CA)CS5)c(C#N)e3)c2cclOCCCN1CCOCCI 4.71 8.33
671 O=C(/C=C/clcce(-c2ccc3nenc(Nedeee(OCeScecc(F)c5)e(Cl)ed)e3c2)s1)NO 4.8 *
672 Brclcecc(Ne2nenc3cec4[nH]ec(CNSCCOCCS)c4cec23)cl 4.8 *
673 OCC(0)C(0O)C(O)C(O)CNclce2nenc(Ne3cece(Br)e3)c2enl 4.8 *
674 NCCSclnc(-c2cce(F)ec2)c(-c2cenc(Ne3ceeee3)e2)[nH] 1 4.8 *
675 CC1(C)Ce2c(nn(-c3cec(Cl)ce3)e(=N)c2C#N)-c2c1sc(N)c2CHN 4.8 *
676 C#Cclccec(Ne2nene3ec(OCCN4C[C@H](0O)[C@@H](0)[C@H](O)[C@H]4CO)c(OC)cc23)cl 4.87 *
677 C#Cclecee(Ne2nene3ec(OCCCN4C[C@H](O)[C@@H](O)[C@H](0)[C@H]4CO)c(OC)cc23)cl 4.87 *
678 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCnle([N+](=0)[O-])enclC 4.9 8.31
679 CN1CCN(CCCNce2cc3nenc(Nedecee(Br)cd)c3en2)CCl 4.9 *
680 COclccec(-c2ec3c(N[C@H](C)cdcecce(F)c4)nene3[nH]2)cel 4.9 *
681 C=CC(=0)Nclcccc(N2C(=O)N(C)Cc3cnc(Nedeee(N(C)C)ecdOC)ne32)cl 4.99 8.30
682 O=C(Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2ec1OCCCNICCOCCT )clee([N+](=0)[O-])ccel F 5 7.46
683 COclce2nenc(Ne3cece(Br)e3)c2ccINC(=0)/C(F)=C\CN(C)C 8.30
684 C#Cclccee(Ne2nene3ec(OCCOC(=0)cdeccccdOC(C)=0)c(OCCOC)cc23)cl 5 8.30
685 C[C@@H](Nc1nene2sc(-c3ccec(C(N)=0)c3)ccl2)cleceecl 5 8.30
686 COclcc(C=0)cccl-clec2e(Ne3eee(F)e(Cl)e3)nenc2sl 5 8.30
687 COclec(CO)cceel-clee2e(NCe3ceecee3)nenc2sl 5 8.30
688 COclccc(-c2ec3c(N[C@H](C)cdeceecd)nene3s2)c(OC)cl 5 8.30
689 COcleec(CO)ecl-clec2e(N[C@H](C)e3eccee3)nenc2sl 5 8.30
690 C#Cclccec(Ne2nence3sc(-c4eec(CO)ecdOC)cce23)cl 5 8.30




691 C#Cclccec(Ne2nenc3ccdce(ce23)N(C(=0)/C=C/CN2CCC(C)CC2)CCO4)cl 5 *
692 C#Cclccee(Ne2nenc3cecde(cc23)N(C(=0)/C=C/CN2CCCCC2C)CCO4)cl 5 *
693 C#Cclccee(Ne2nenc3cecde(cc23)N(C(=0)/C=C/CN(CC)CC)CCO4)cl 5 *
694 COclcceccl-clee2e(Ne3cee(F)e(Cl)e3)nene2sl 5 *
695 O=C(Nclccc(CN2CCCCC2)ccl)Ncelcee2nenc(Ne3ecce(C(F)(F)F)e3)c2cel 5 *
696 CNCC(0)COclce2e(Ne3cee(F)e(Cl)e3)nenc2ec10C 5 *
697 COclcce2nenc(Ne3cee(F)e(Cl)e3)e2cc10CC(O)CN(CCO)CCO 5 *
698 COclce2nenc(Ne3ceee(C)e3)c2ec1OC 5 *
699 C=CC(=0)Nclcc2c(Nc3cee(F)e(Cle3)nenc2cc 1OCCCNICCOCCH 5 *
700 CNI1CCN(Cc2cce(-c3ccdnenc(NeScee(OCcoecec(F)co)c(Cl)eS)eds3)02)CCl 5 *
701 CCOclce2nenc(/C=C/CCc3cccce3)c2ec1OCC 5 *
702 Brclecce(Ne2nenc3ecdce(cc23)OCCOCCOCCO4)cl 5 *
703 Brclccee(Ne2nenc3cecde(cc23)OCCOCOCOCCO4)cl 5 *
704 Neleee(Ne2[nH]ne3nene(Nedeece(Cl)cd)e23)ecl 5 *
705 Nelecee(-c2[nH]ne3nenc(Nedecee(Cl)ed)e23)cl 5 *
706 CNI1CCC(Oc2ccee3nenc(Nedeec(OCceSccee(F)eS)c(Cl)ed)c23)CCl 5 *
707 COclcc(ON2CCC(C)CC2)c2¢(Ne3cee(OCce4cccend)c(Cl)e3)nenc2el 5 *
708 CCO/N=C/cle(N)ncnclNclece2e(enn2Ce2eccc(F)e2)cl 5 *
709 Ccle[nH]c2cec(Ne3nencdcee(-cSceceeS)sc34)ecl2 5 *
710 CC(=0O)NCCNCclece(-c2ce3nene(Nedece5[nH]ecc5c4)c3s2)ccl 5 *
711 CN(C)CCclcee(-c2ec3nenc(NedeeeS[nH]ceeSc4)c3s2)cecl 5 *
712 Cclecee(Ne2nenn3cce(CN4CCC(N)CC4)c23)cl 5 *
713 Nelecee(-c2ee3c(Nedeeee(Cl)cd)nenc302)cl 5 *
714 Nelecee(-c2ee3c(Nedeeec([N+](=0)[O-])c4)nenc3o2)cl 5 *
715 COclccce(-c2ce3c(NCcécce(F)ecd)nene3[nH]2)cel 5 *
716 CC1CCN(CC=CC(=0)N2CCOc3cc4ncnc(NcScee(F)e(Cl)eS)c4ec32)CCl 5 *
717 C=CC(=0)Nclcc(Nc2n[nH]c3cc(-c4ccec(F)cd)cec23)c(OC)cc IN(C)CCN(C)C 5 *
718 CN(C)C/C=C/C(=0O)Nclcc2c(Ne3cec(F)e(Clye3)nenc2ec1 O[C@@H] 1CCOC1 5 *
719 CN(C)CC=CC(=0O)Nclcc2c(Nc3cee(F)c(Cl)e3)nenc2ec1 O[C@@H]1CCOC1 5 *
720 CN(C)C/C=C/C(=0O)Nclcec2c(N3CCc4ccceed3)nenc2ecc10C1CCOCT 5 *
721 COCCOclce2nenc(Ne3eec(NC(=0)C45CCH6CC(CC(CH)CH)CS5)c(C#N)C3)c2ec10CCOC 5.01 8.30
722 CN1CCN(CCCNc2e(Br)ecee2Ne2nenc3cencc23)CC1 5.012 *
723 S=C(NCCN1CCOCCI1)Nclcee2nenc(Nc3cec(Cl)ee3)c2cel 5.06 8.30
724 OCclccce(-c2cec3nenc(Nedeee(OCc5ccec(F)e5)c(Cl)cd)e3c2)ol 5.06 *
725 0=C(0)Cnlccc2ec3c(Ncdecee(Br)ed)nenc3ec21 5.1 *
726 C=C=CC(=0)Nclcc(Nc2nce(C)e(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN(C)CCN(C)C 52 *
727 O=C(CNCclccceel)Neleee2nenc(Ne3ceee(Br)e3)c2cl 5.2 *
728 C=C=CC(=O)Nclcc(Nc2ncc(C)c(-c3cn(C)cdeccee34)n2)c(OC)ec IN(C)CCN(C)C 5.2 *
729 C=CC(=0)Nclccce(-n2¢(=0)c(C)nc3cene(Nedeee(OC)ecd)ne32)cl 5.29 8.28
730 COclccec(-c2ec3c(N[C@H](C)cdcccecd)nenc3o2)ccl 53 8.28
731 O=C(/C=C/CN1CCCCC1)Nclecc2e(Ne3ece(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCI 53 *
732 C#Cclccee(Ne2nene3ec(O[C@HJ4CCOC4)c(NC(=0)/C=C/CN4CCCCC4)cc23)cl 5.3 *
733 COCCOclcce2nenc(Ne3cec(OCc4ceccend)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 5.4 *




734 Brclcecee(Ne2nenc3cc(NCCCCN4CCOCC4)nec23)cl 5.4 *
735 Cclecee(Ne2nene3cc(NCCCCN(C)Cnee23)cel 5.4 *
736 COclcee(/C=C/C(=N/Nc2nncc3cceec23)c2ece(Clce2)ecl 5.4 *
737 C=CC(=O)N[C@@H]1CCCN(c2nc(Nc3cceee3)nc3enc(Nedeec(NSCCN(C)CC5)end)ec23)Cl 5.4 *
738 CNI1CCN(c2cee(Ne3cecde(NSCCOCCS)ne(NeSceeeeS)ncden3)nc2)CCl 5.4 *
739 CC[C@@H](Nclnene2[nH]e(-c3cecee3)cel2)clcecceel 5.4 *
740 Brelccee(Ne2nenc3eence23)c INCCCCN1CCOCC1 5.495 *
741 Cclceee(Ne2nenc3ceence23)c INCCCCN(C)C 5.495 *
742 CCOclec2nenc(Ne3cece(F)e(Cl)e3)c2ccINC(=0)/C=C/CN(C)C1CC1 5.5 *
743 CC(C)(C(=O)NCCnlcce2nene(Ne3ece(OcdececSsnecdS)c(Cl)e3)e21)S(C)(=0)=0 5.5 *
744 CN(C)C1CCN(c2cec(Ne3ecdc(NSCCCCS)ne(NeSceeee5)ncden3)nc2)CCl 5.5 *
745 CCOclce2nenc(N[C@@H](C)c3ccece3)c2ec INC(=0)[C@@H]1COC(=O)N1 5.52 8.26
746 O=C(clcc2eccee2[nH]1)clcc2e(Ne3cee(F)e(Cl)e3)nene2sl 5.54 *
747 C#Cclccee(Ne2nence3ec(O[C@HJ4CCOC4)c(NC(=0)/C=C/CNC4CC4)cc23)cl 5.6 *
748 Cclecee(Ne2nene3cc(NCCCN4CCN(C)CC4)ncee23)cl 5.6 *
749 C(=Cl/clcccec])\C(=N\Nclnncc2ecceel2)cleecccl 5.6 *
750 C=CC(=O)N1CCC[C@@H](n2nc(-c3ccc(Ocdcccecd)ce3)e3c(N)nenc32)Cl 5.6 *
751 COclce2nenc(Ne3cee(F)e(Br)c3)c2eccIOCCCNICCNCCNCC1 5.6 *
752 Cclceee(Ne2nene3ceence23)cINCCCNICCN(C)CCl 5.623 *
753 NP(=0)(OCCCOclcce2nenc(Ne3eee(F)e(Cl)e3)e2e1)N(CCCI)CCCl 5.7 *
754 OCCOCCnlcce2nene(Ne3ece(Ocdecec(Cl)cd)c(Cl)e3)e21 5.7 *
755 C=CC(=0)Nclcccc(N2C(=0)C(Cc3ccc(F)ee3)N(C)C(=0)c3enc(Nedecc(NSCCN(C)CCS5)ec40C)nc32)cl 5.78 8.24
756 C=CC(=0)Nclcc2c(Ne3ceee(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCI 5.8 *
757 COclcce(Ne2nenc3cee(-c4en(CCCCCC(=0)NO)nn4)cc23)ccc1Oclcececel 5.8 *
758 C=CC(=0)Nclccc2nenc(Ne3cee(Ocdecceed)cee3)e2el 5.8 *
759 C=C=CC(=0O)Nclcc(Nc2ncee(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccINICCC(N2CCN(C)CC2)CCl 5.8 *
760 C=C=CC(=0)Nclcc(Nc2ncece(-c3en(C)cdecece34)n2)c(OC)cc INTICCC(N2CCN(C)CC2)CCl 5.8 *
761 Fclecceel1CNelnenc2[nH]e(-c3cecee3)ecl2 5.8 *
762 Cclec(C(=0)N2CC(C)NC(C)C2)[nH]c1/C=CI\C(=0O)Nc2nenc(Ne3cece(F)e(Cl)e3)c21 59 *
763 COclecc2[nH]e(C(=0)c3ccdc(NeScec(F)c(Cl)eS)nencds3)ec2el 5.93 *
764 COCCOclce2nenc(Ne3cec(NC(=0)C45CCHCC(CC(C6)C4)CS5)c(OC)e3)c2ecc1OCCOC 5.94 8.23
765 Fclee(Ne2nene3[nH]cee23)ceclCl 5.98 *
766 Ccleee(C(=0)Nc2ece(CN3CCN(C)CC3)c(C(F)(F)F)c2)ccINC(=O)clenc(Nc2ceecec2)ncl 6 8.22
767 COclce(C=0)cccl-clec2c(NCe3cccee3)nene2sl 6 8.22
768 C[C@@H](Nclnene2sc(-c3ccee(C=0)c3)ccl2)clcecccl 6 8.22
769 COclcc(F)ccel-clec2e(N[C@H](C)c3ceceee3)nenc2s] 6 8.22
770 COclcc2nenc(Ne3cec(F)e(Cl)e3)c2ecc1ICNICCC[C@@H]1C(N)=0 6 *
771 COCCNICC(C(N)=0)(N(C)Cc2cc3c(Necdceee(Cl)cdF)nenc3ec20C)C1 6 *
772 C#Cclccee(Ne2nene3cc(OC4CCOCC4)c(NC(=0)/C=C/CN(C)C)cc23)cl 6 *
773 CCC(=0O)Nclce2e(Ne3cec4[nH]cecde3)nene2ec10C 6 *
774 CCOclec2nenc(Ne3cecde(cnndCedececed)c3)c2ec I NC(=0)/C=C/CN(C)C 6 *
775 COclcec2nenc(Ne3cece(F)e(Cl)e3)c2cc10CC(O)CN 6 *
776 CCNCeclece(-c2cc3nenc(Nedecc(OCceSccce(F)eS)c(Cl)cd)c3s2)[nH] 1 6 *




777

Clclecce(Ne2[nH]ene3nc4ceccc4c2-3)cl

6
778 Oclcce(-c2[nH]ne3nenc(Nedecee(Cl)ed)c23)ecl 6 *
779 Fclece(Ne2nnee3ceecee23)cecl 6 *
780 CN(C)CC#CC(=0O)Nclcee2nenc(Ne3cecee(Br)c3)c2el 6 *
781 NC1CCN(Cc2cen3nenc(Nedeeee(F)e4)c23)CCl 6 *
782 Cclcee(Ne2nenn3cec(CN4CCC(N)CC4)e23)ccel 6 *
783 NC1CCN(Cc2cen3nenc(Nedeee(F)e(Cl)ed)c23)CCl 6 *
784 NP(=0)(OCCCCOclcce2nenc(Ne3eee(F)e(Cl)e3)c2e1 )N(CCClCCCl 6 *
785 C=CC(=0O)N1CCc2ncnc(Nc3cc(Cl)ece(Cl)e3)c2Cl1 6 *
786 CN(C)CC=CC(=0O)Nclcc2c(Nc3cee(F)e(Cl)e3)nenc2ec10C1CCOCI 6 *
787 C#Cclcecee(Ne2nene3cc(OCC)c(NC(=0)/C=C/CN4CCCCC4)cc23)cl 6.1 *
788 O=C(Nclcce2nenc(Ne3ceee(Cl)e3)c2¢1)C1CCCCCl 6.13 *
789 0=C(O)clcce(Nc2nnee3cecee23)cecl 6.2 *
790 CN(C)C/C=C/C(=O)NCclcccc(-c2nc(-c3cec(F)ee3)e(-c3cencd[nH]c(-c5ceceeS)ec34)[nH]2)cl 6.2 *
791 C=CC(=0)Nclcccc(N2C(=0O)CN(Cc3cceee3)C(=0)c3enc(Nedece(NSCCN(C)CCS5)ec4OC)ne32)cl 6.26 8.20
792 Oclce(O)ce2ec(O)c(-c3ce(0)c(0)c(0)e3)[o+]c2cl.[Cl-] 6.27 *
793 CN(C)CCCCOclce2nene(Ne3ece(F)e(Cl)e3)e2ec INC(=O)clec([N+](=0)[O-])ccclF 6.3 8.20
794 Clclcee(C(/C=C/c2ccccc2)=N\Nc2nnce3cccec23)cel 6.3 *
795 C=C=CC(=0)Nclcc(Nc2ncee(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccINICCC(N(C)C)CCI 6.3 *
796 C=C=CC(=0O)Nclcc(Nc2ncee(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN1CCN(C)CC1 6.3 *
797 C=C=CC(=0)Nclcc(Nc2ncc(OC)c(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN(C)CCN(C)C 6.3 *
798 C=C=CC(=0)Nclcc(Nc2ncece(-c3en(C)cdecece34)n2)c(OC)eccINICCC(N(C)C)CCl 6.3 *
799 C=C=CC(=0O)Nclcc(Nc2ncce(-c3en(C)cdececc34)n2)c(OC)cc IN1ICCN(C)CCI 6.3 *
800 C=C=CC(=0)Nclcc(Nc2ncc(OC)c(-c3en(C)cdecece34)n2)c(OC)ecc IN(C)CCN(C)C 6.3 *
801 C#Cclecec(Ne2nenc3ec(O[C@H]4CCOC4)c(NC(=0)/C=C/CNC(C)C)cc23)cl 6.4 *
802 Cclece(Oc2ece(Ne3nencdece(-c5en(CCCCCC(=0)NO)nnS)cc34)cc2C)enl 6.4 *
803 COclcc2nenc(Ne3cencecdeccce34)c2ec10C 6.4 *
804 CNICCN(c2cc3c(Nedecee(Br)cd4)nene3en2)CCl1 6.4 *
805 COclce2nenc(Ne3eee(C(=0)NC4A5CCH6CC(CC(CH)CA)CS5)c(Cl)e3)c2ccOCCCNICCOCCI 6.42 8.19
806 O=C(/C=C/CN1CCCCCI1)Nclec2ec(Ne3cce(F)e(Cl)e3)nenc2cc IOCCF 6.44 *
807 O=C(/C=C/CNCI1CCI1)Nclce2c(Ne3cee(F)e(Cl)e3)nenc2ec10[C@H]1CCOC1 6.5 *
808 Nelec2e(Ne3ecee(Br)e3)nenc2eclCl 6.5 *
809 Cclee(C(=0)NCCN2CCOCC2)[nH]cl/C=CI\C(=0O)Nc2nenc(Nc3cee(F)e(Cl)c3)c21 6.5 *
810 Cclece(C(/C=C/c2ccc(F)ec2)=N\Nc2nnec3cccec23)ecl 6.5 *
811 CNICCN(CCCOc2cc3nenc(Nedeee(F)e(Clyed)e3cc2NC(=0)c2ce([N+](=0)[O-])ccc2F)CCl 6.6 8.18
812 C=CC(=0)NclInc2c(Nc3cce(F)e(Cl)e3)nenc2cc 1I0OCCCN1CCN(C)CCl 6.6 *
813 C[C@@H](Nclnenc2[nH]c(-c3cce(F)ee3)cel2)clceceel 6.6 *
814 COclcce(-c2cc3c(N[C@H](C)cdececc4O)nenc3[nH]2)ecl 6.6 *
815 COclce2nenc(Ne3cec(F)e(Cl)e3)c2ccI0OCCCNICCNCCNCCNCCI 6.6 *
816 Clclcecc(Ne2nene3[nH]cce23)cl 6.63 *
817 COC(=O)clcec2oc3enne(Nedeec(F)c(Cl)ed)c3c2cel 6.7 8.17
818 CCOclec2nenc(Ne3ceee(C)e(Cl)e3)c2c2¢10CCO2 6.7 *
819 CS(=0)(=0)CC(=0O)NCCnlcce2nene(Ne3ece(Ocdeeee(Cl)cd)c(Cl)e3)e21 6.7 *




820 Cclee(C)nc(NS(=0)(=0)c2ccc(Ne3nnecdececc34)ce2)nl 6.7 *
821 Clelecc(Ne2nenc3[nH]cce23)cclCl 6.7 *
822 CN(C)C(CS(C)(=0)=0)c1ccc(-c2ccc3nenc(Nedeec(OCceScece(F)eS)e(Clycd)c3c2)ol 6.8 *
823 C=CC(=0)Nclcc(Nc2n[nH]c3cce(-c4cee(F)eed)ee23)c(OC)ec IN(C)CCN(C)C 6.8 *
824 O=C(/C=C/CNCI1CC1)Nclcc2e(Ne3cce(F)c(Cl)e3)nenc2ecc1OCC(F)(F)F 6.9 *
825 O=C(CCCCCnlcc(-c2ccc3nene(Nedeec(OCeSneesS)c(Cl)ed)c3c2)nnl )NO 6.9 *
826 O=C(Nclccee(Oc2ece(Ne3nencdeen(CCOCCO)e34)cc2Cl)cl )NC1CCCCC1 6.9 *
827 Felcee(/C=C/C(=N/Nc2nncc3ccecee23)c2eecee2)ecl 6.9 *
828 C=CC(=0)Nclccce(-n2¢(=0O)cnc3cne(Ncdecc(NSCCOCCS)ecd)ne32)cl 6.95 8.16
829 C=CC(=0)Nclcccc(N2C(=0O)N(C)Cc3enc(Ncdceceed)nc32)cl 6.95 8.16
830 C=CC(=0)Nclccce(N2C(=0)CN(c3cecee3)C(=0)c3enc(Nedeec(NSCCN(C)CCS5)ecdOC)nc32)cl 6.99 8.16
831 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)c 1 C#Celecc(CN(C)C)ecl 7 8.15
832 COclccce(-c2ec3e(N[C@H](C)cdceceed)nenc3o02)cl 7 8.15
833 COclcc2e(Ne3eee(F)e(Cl)e3)nenc2cc10CCCCCCC(=0)NO 7 8.15
834 CCOclce2nee(C#N)e(Ne3eec(OCc4ecee(Cl)ed)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 7 8.15
835 COC(=0O)clecc(OC)c(-c2ce3c(N[C@H](C)cdcceecd)nene3s2)cl 7 8.15
836 C[C@@H](Nclnene2se(-c3ccc(C(N)=0)cc3)cel2)clceccel 7 8.15
837 Cclec(Ne2nee3e(n2)N([C@H]2CCN(C(=0)CO)C2)C(=0)N(c2cceec2Cl)C3)cecc INICCN(C)CC1 7 8.15
838 O=C(/C=C/CN1CC2(COC2)C1)Nclcc2c(Ne3cec(F)e(Cl)e3)nenc2sl 7 *
839 O=C(/C=C/CN1CCC(F)(F)CCI1)Nclecc2ec(Nc3cce(F)e(Cl)e3)nene2sl 7 *
840 O=C(Nclecc(CN2CCCC2)ccl)elsc2nenc3c2cINC(=0)N3clcec(F)c(Cl)cl 7 *
841 CC(C)NC/C=C/C(=O)Nclcc2c(Ne3cec(F)e(Cl)e3)nenc2ec10[C@H]1CCOCI 7 *
842 O=C(Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2cclOCCCN1CCOCCT)C1=CCCCl1 7 *
843 CCOclcc2nenc(Ne3cecde(cnndCeéecceed)e3)c2eccINC(=0)/C=C/CN1CCCCl1 7 *
844 COCCOclce2nenc(Ne3cecde(cnndCeédceccecd)e3)c2ecc INC(=0)/C=C/CN(C)C 7 *
845 COclcece2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCN(C)C 7 *
846 CS(=0)(=0)CCNCclcce(-c2ce3nene(Nedecc(OCcS5cece(F)eS)e(Cl)ed)c3s2)[nH] 1 7 *
847 C=CC(=0)Nclccce(-c2c(-c3cccec3)oc3nenc(N[C@H](CO)cdecceed)c23)cl 7 *
848 CN(C)C/C=C/C(=O)N1CCc2c(sc3ncnc(N[C@H](CO)c4cceced)c23)Cl 7 *
849 Brelccee(Ne2nenc3cc4ce(cc23)OCCSCCO4)cl 7 *
850 CN(C)clee2e(Ne3ceecde(cnndCedecceed)e3)nenc2enl 7 *
851 Fclceec(COc2cecc(Ne3nencdec(CHC[C@H]SCCCNS)sc34)cc2Cl)el 7 *
852 CNclcee2nenec2cl 7 *
853 Clelecce(Ne2[nH]ene3nne(NCe4cecceed)c2-3)cl 7 *
854 COclcee(CNe2[nH]nc3nene(Nedecee(Cl)ed)ce23)ecl 7 *
855 CC(C)(0O)C(=0O)NCCnlcce2nenc(Ne3cec(OcdeceeSsnecdS)ce(Cl)e3)c21.CS(=0)(=0)0 7 *
856 CC(C)(CO)C(=O)NCCnlcec2nenc(Ne3cee(OcdeceeSsnecdS)e(Cl)e3)c21 7 *
857 C=CC(=0O)NCC(=0)Nclcccc(Ne2nec(NC(=0)c3ce(NC(=0)cdccec(C(F)(F)F)c4)cce3C)en2)cl 7 *
858 NC(=0)CICCN(Cc2ccc(-c3ccd4nenc(NeScec6[nH]cecoeS5)cds3)cc2)CCl 7 *
859 C#Cclecee(Ne2nenn3cecc(CN4CCC(N)CC4)c23)cl 7 *
860 Fclecee(COc2ecc(Ne3nencdec(OCCCNSCCOCCS)c(OCCCNSCCOCCS)ec34)cc2Cl)el 7 *
861 O=[N+]([O-])clccec(-c2cc3c(Nedecee(Cl)cd)nenc3o2)cl 7 *
862 cInc(Nc2cee(N3CCOCC3)cc2)ec(Ne2eee3[nH]ece3c2)nl 7 *




863 O=C(C=CCNI1CCOCCI1)N1CCOc2cc3ncnc(Necdecc(F)c(Cl)cd)e3ec2 7 *
864 COclcec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCC(=0)NO 7.1 8.15
865 NNclee2nenc(Ne3ceee(Br)e3)c2enl 7.1 *
866 Cclccee(Ne2nene3cee(NCCe4c[nH]end)nee23)cl 7.2 *
867 C#Cclccee(Ne2nenc3cee(OCCCOP(N)(=0)N(CCCI)CCCl)ce23)cl 7.2 *
868 NNclc(Br)ccec1Nelnene2cencel2 7.244 *
869 CCOC(=0)CCCnlc(=0)oc2cc3nenc(Ncdec(C(=0)OCC)cccdO)c3cec2l 7.3 *
870 C=CC(=0)N1CCc2c(sc3ncnc(Ncdcee(CC)ecd)c23)Cl 7.38 *
871 CN(C)CCCCNclee2nenc(Ne3ceceee(Br)c3)c2enl 7.4 *
872 NP(=0)(OCCCCOclcce2nenc(Ne3ecee(Br)e3)c2¢1)N(CCCHCCCI 7.4 *
873 CN(C)CCCCNCclc(Br)eccc1Nelnenc2eenecl2 7.413 *
874 CN(C)CCN(C)Cclc[nH]c2ce3nene(Nedecee(Br)cd)c3cecl2 7.5 *
875 COclcee(-c2cc3c(NC(C)cdecececdCnenc3[nH]2)ccl 7.5 *
876 CCC(=O)N1CC[C@H](N2C(=0O)N(c3ccecce3C)Ce3cene(Nedecc(NSCCN(C)CCS)c(C)e4)ne32)Cl 7.6 8.12
877 Felecee(COc2cce(Ne3nencdec[nH]c34)cc2Cl)el 7.7 *
878 COclcce2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCCC(=0)NO 7.8 8.11
879 C=CC(=0)Nclccce(-n2¢(=0)c(-c3cceec3)ce3enc(Nedeec(NSCCN(C)CCS)ecdOC)nc32)cl 7.8 *
880 O=CINCc2ccc(Oc3cec(NedneneScen(CCO)c45)ce3Clyec2 1 7.8 *
881 C#Cclccec(Ne2nenc3ec(OC)c(NC(=0)/C=C/CNC4CC4)cc23)cl 7.9 *
882 CCNclece2sc3c(Nedeeee(Br)c4)nenc3c2ecl F.CCO 7.9 *
883 Ccleee(C(=0)Nc2ecc(CN3CCN(C)CC3)e(C(F)(F)F)c2)cc INC(=0)clenc2[nH]cec2cl 8 8.10
884 CNICCN(c2cce(Ne3nencdec50c(=0)n(CCOC(=0)CBr)c5cc34)cc2Cl)CC1 8 8.10
885 C[C@@H](Nclncnc2sc(-c3ccc(F)c(C=0)c3)ccl2)clcceccl 8 8.10
886 C[C@@H](Nclncne2sc(-c3ccee(C(=0)0)c3)ccl2)clcececl 8 8.10
887 COclce2nenc(Ne3ceceee(Cl)e3F)c2ec 1CN1CCCC[C@@H]1C(N)=0 8 *
888 COclce2nenc(Ne3ceee(Cl)e3F)c2cc 1 CN(C)[C@@H](C)C(N)=0O 8 *
889 CN(C)CCC(=0)Nclccce(-c2c(-c3ccece3)oc3nenc(N[C@H](CO)cdcceceed)c23)cl 8 *
890 O=C(/C=C/CNCclnccenl)Nclec2e(Ne3cee(F)e(Cl)e3)nenc2sl 8 *
891 CCN(CCO)C/C=C/C(=0O)Nclcc2c(Nc3eee(F)e(Cl)e3)nenc2sl 8 *
892 COclcceecl-clee2¢(NC(CO)c3ccecec3)nene2sl 8 *
893 CCOclec2nenc(Ne3cecde(cnnd4Ceécececcd)e3)c2ecINC(=0)/C=C/CN1CCCCC1 8 *
894 CNCCOclce2e(Ne3cece(F)e(Cl)e3)nenc2ee10C 8 *
895 COCCNCCOclec2e(Ne3ece(F)e(Cl)e3)nenc2ec10C 8 *
896 COclcee2nenc(Ne3cee(F)e(Cl)e3)c2cc10CC(O)Cnleencel 8 *
897 Fclccee(COc2ccc(Ne3nencdee(-cScecsS)sc34)cc2Cl)cl 8 *
898 C=CC(=0)N1CCc2c(sc3ncnc(N[C@H](CO)c4cceecd)c23)Cl 8 *
899 CO/N=C/c1c(N)ncnclNclcee2e(enn2Cc2ccce(F)c2)cl 8 *
900 CN(C)/N=C/clc(N)nenclNclece2e(enn2Ce2ccce(F)e2)cl 8 *
901 Brclcecce(Ne2nene3cc4c(cc23)OCCCSCCCO4)cl 8 *
902 Oclccc(Ne2[nH]ne3nene(Nedceec(Cl)e4)c23)ecl 8 *
903 COclccce(Ne2[nH]ne3nenc(Nc4ceeee(Cl)cd)e23)cl 8 *
904 COclccee(CNe2[nH]ne3nenc(Nedecee(Cl)ed)c23)cl 8 *
905 Oclce(O)e2ce(O)c(-c3ccee(Cl)e3)enc2el 8 *




906 CC(C)(CO)NCclcee(-c2cc3nenc(NedeecS[nH]cecS5c4)c3s2)ccl 8 *
907 Br.C[C@@H](Nclncenc2[nH]e(-c3ccc(O)ec3)cel2)cleeccclF 8 *
908 COclcc2nenc(Ne3ceec(Cl)e3F)c2cc1CNC(=0)[C@H]1CCCCNIC 8 *
909 C=CC(=0O)N1CCc2ncnc(Nc3cee(OCc4cceend)c(Cl)e3)c2Cl 8 *
910 C=CC(=0)N1CCc2ncnc(Nc3cec(SCcécccc(F)cd)c(Cl)e3)c2Cl 8 *
911 C#Cclecee(Ne2nence3ec(OC4CCN(C)CC4)e(NC(=0)/C=C/CN(C)C)cc23)cl 8.1 *
912 CN(C)C/C=C/C(=0O)Nclcc2c(Nc3cee(OCc4cecend)c(Cl)e3)nenc2ecc10[C@H]1CCOCI 8.1 *
913 CN(C)CCN(C)clee2e(Ne3ecee(Br)e3)nenc2enl 8.1 *
914 COclecce(-c2ce3c(N[C@H](C)cdcceecc4Clnene3[nH]2)cel 8.1 *
915 C=CC(=0)Nclcc(Nc2n[nH]c3cce(-c4cecSceceeScd)cc23)c(OC)cc IN(C)CCN(C)C 8.1 *
916 C#Cclccec(Ne2nenc3cc(OCCCCCCC(=0)NO)c(OC)ec23)cl 8.2 8.09
917 O=C(Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2cc 1OCCCNT1CCOCCT )clee([N+](=0)[O-])ceclCl 8.3 8.08
918 Clclecce(Ne2nenc3ecde(cc23)0OCCO04)cl 8.3 *
919 COclcece2nenc(Ne3cee(F)e(Cl)e3)c2cc10OCCCN1CCNCCNCC1 8.3 *
920 CC1(C)CC(=NNc2cccee2)C(=NNc2cee(Cl)ee2)c2elsc(N)c2CH#N 8.31 *
921 CNICCN(Cc2ccc(NC(=0O)Nc3cecdnenc(NeScee(OCcebecec(F)co)e(Cl)eS)ede3)ec2)CCl 8.4 *
922 CN(C)CCCCCNCclee2nene(Ne3ecee(Br)c3)c2enl 8.4 *
923 O=C(Nclcce2nenc(Ne3cece(Br)e3)ce2cel)cleccol 8.4 *
924 0=C(COclcce(F)ccl)Neleee2nenc(Ne3ceee(Br)e3)c2cl 8.43 8.07
925 Cclee(Ne2nee3e(n2)N([C@H]2CCN(C(=0)C(C)C)C2)C(=0O)N(c2cccec2Cl)C3)ccc INICCN(C)CC1 8.5 8.07
926 CN(C)CCCCCNcle(Br)eccelNelnence2eenecl2 8.511 *
927 C=C=CC(=0O)Nclcec(Nc2ncece(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN1CCC(N2CCOCC2)CCl1 8.6 *
928 C=C=CC(=0)Nclcc(Nc2ncee(-c3en(C)cdececc34)n2)c(OC)eccIN1CCC(N2CCOCC2)CCl 8.6 *
929 C=CC(=0)Nclccce(-n2¢(=0)c(=0)n(C(C)C)c3cenc(Nedece(NSCCN(C)CCS5)e(OC)cd)ne32)cl 8.6 *
930 CCOC(=0)CCCnlc(=0)oc2cc3nenc(Nedecec(O)cd)e3ec21 8.7 *
931 NP(=0)(OCCCC(=0)Nclcce2nenc(Ne3ece(F)e(Cl)e3)e2e1)N(CCClCCCl 8.7 *
932 C=CC(=0)N1CCc2c(sc3ncnc(Ncdecee(CC)cd)e23)Cl 8.73 *
933 Brclecee(Ne2nenc3ecdc(cnndCCCN4CCOCC4)cc23)cl 8.8 *
934 CN(C)CCCNclee2nenc(Ne3cecee(Br)c3)c2enl 8.8 *
935 OCCnlccee2nene(Ne3ece(OcdeceeSscecdS)e(Cl)e3)e2l 8.8 *
936 C=CC(=0)Nclcccc(N2C(=0)N(C)Cc3cne(Nedecc(NSCCN(C)CCS5)ec4OC(C)Chne32)cl 8.81 8.06
937 COCCOclcc2nenc(Ne3ece(F)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C1CC1 8.9 *
938 Oclcec(NC(=S)Nc2cec3nenc(Nedecee(Br)ed)c3c2)ecl 8.9 *
939 O=C(NCclccceel)Nelceee2nenc(Ne3cecece(Br)c3)c2cel 8.9 *
940 CNI1CCN(CC2COc3cc4ncne(NeSceee(Br)cS)c4cc302)CCl 8.9 *
941 CN(C)CCCNCcle(Br)eccclNelnenc2cenecl2 8.913 *
942 Cclnenc(Ne2ceee(OCce3ccecc(F)e3)e(Cl)e2)c 1 C#Celeecc(CN2CCCC2)cecel 9 8.05
943 C#Cclccee(Ne2nene3ec(OCCOC(=0)C(C)cdecc(CC(C)C)ecd)c(OCCOC)cc23)el 9 8.05
944 C=CC(=O)N1CCC[C@H]1C(=0O)Nclcc2c(Nc3cce(F)c(Cl)e3F)nene2cc 10CCOC 9 8.05
945 CCN1CCN(CCCC#HCc2c(C)nenc2Ne2cec(OCc3cece(F)e3)e(Cl)c2)CCl 9 8.05
946 COC(=O)clcecc(-c2ec3c(N[C@H](C)cdceceed)nenc3s2)c10C 9 8.05
947 OC[C@@H](Nclnenc2sc(-c3cceec3)cel2)clcececel 9 8.05
948 COclcec2nenc(Ne3ceec(Cl)e3F)c2cc 1 CN(C)[C@H](C)C(N)=0 9 *




949 COclcec2nenc(Ne3ceee(Cl)e3F)c2cc 1ICN(C)C1(C(N)=0)CCN(C)CC1 9 *
950 COclce2nenc(Ne3ceec(Cl)e3F)c2cc 1CN(C)C1(C(N)=0)CN(C(C)CO)C1 9 *
951 COclce2nenc(Ne3cee(Cl)ecc3F)c2cc10CC1CCN(C)CC1 9 *
952 COclce2nenc(Ne3cee(Cleee3F)c2cc10C1ICCN(CC(N)=0)CC1 9 *
953 O=C(/C=C/CN1CCCCCI)Nclcc2c(Nc3cece(F)c(Cl)e3)nenc2sl 9 *
954 COclcceecl-clec2e(N[C@H](C)c3cceec3)nene2s] 9 *
955 CN(C)C/C=C/C(=0O)Nclcc2c(Nc3cee(OCc4cecend)ec3)nenc2ec O[C@H]1CCOC1 9 *
956 NC(=O)Nclcce(C(=0O)Nc2cec3nenc(Nedece(F)e(Clyed)e3e2)cel 9 *
957 CCC(=0)Nclec2e(Ne3ece(F)e(Cl)e3)nenc2cc1OCCCNICCOCCI 9 *
958 Fclecee(COc2cec(Ne3nencdsce(-cSceesS)ce34)cc2Cl)cl 9 *
959 CCN(CCO)C/C=C/C(=O)N1CCc2c(sc3ncnc(N[C@H](CO)c4cecccd)c23)Cl 9 *
960 COclec2nenc(CHC[C@](C)(O)Cc3ccecce3)c2ec10C 9 *
961 Nelnene(Ne2cee3c(enn3Cce3cecce(F)e3)c2)c1/C=N/N1CCN(CCO)CCl1 9 *
962 CNclec2ce(Ne3ceeee3)nenc2enl 9 *
963 COCC#CC(=O)Nclcee2nenc(Ne3cecee(Br)c3)c2cl 9 *
964 OCCCNCclcee(-c2cc3ncec(NedeeeS[nH]eeeSc4)e3s2)ecl 9 *
965 O=C(clcccccl)elec2nenc(Ne3cee4[nH]cecde3)c2s1 9 *
966 NCICCN(Cc2cen3nene(Ncdeceeed)c23)CCl 9 *
967 Br.C[C@@H](Nclnenc2[nH]e(-c3ccc(O)ec3)ccl2)clcecc(F)cl 9 *
968 Ccleec(NC(=0)CSc2nc3ccdcecceedec3c(=0)n2-c2cee(S(N)(=0)=0)cc2)ccl 9 *
969 Nelcece(-c2ce3c(Nedeee(Cl)ecdF)nene3o2)cl 9 *
970 COclce2nenc(CHCC(C)(O)Ce3ceccc3)c2eclOC 9 *
971 C=CC(=O)N1CCc2ncnc(Nc3cece(Br)e3)c2Cl1 9 *
972 C=CC(=0)N1CCc2necnc(Nc3cec(OCc4cecc(F)cd)c(Cl)e3)c2Cl 9 *
973 CNICCN(CC=CC(=0)N2CCOc3cc4ncnc(Ne5cec(F)e(Cl)e5)cdee32)CCl 9 *
974 S=C(NCCNI1CCOCC1)Nclcec2nenc(Ne3ceee(Cl)e(Cl)e3)c2cel 9.05 8.04
975 COclce2nenc(Ne3cec(OCc4ecee(F)ed)e(Cl)e3)c2cc10CCCCCCC(=0)NO 9.08 8.04
976 COclcee(/C=C/C(=0O)Nc2cc3c(Nedece(F)e(Cl)ed)nenc3cc20O[C@H]2CCOC2)ccl 9.1 *
977 O=C(/C=C/clcccecl)Nelee2e(Ne3ceec(Br)e3)nenc2enl 9.1 *
978 CNC(=S)Nclcce2nence(Ne3ecee(Br)c3)c2cel 9.1 *
979 C=CC(=0)Nclcccc(N2C(=0)CN(C)C(=0)c3enc(Nedcec(NSCCN(C)CC5)ec40C)nc32)cl 9.14 8.04
980 CN(C)CCCOclce2nenc(Ne3ece(F)e(Cl)e3)c2cc INC(=0O)clee([N+](=O)[O-])ccclF 9.2 8.04
981 C#Cclecee(Ne2nene3ee(OCC)cde(c23)0OCCO4)cl 9.2 *
982 OCCN(CCO)CCNclee2nenc(Ne3ceceee(Br)ce3)c2enl 9.2 *
983 NP(=0)(Oclccc2nenc(Ne3cecee(Br)e3)c2c1)N(CCCI)CCCI 9.2 *
984 Cl.Cnlcce2nenc(Ne3eee(Ocdecec(Cl)cd)e(Cl)e3)e21 9.2 *
985 0O=C(COclcceecl)Nelceee2nenc(Ne3ceeee(Br)c3)c2cel 9.25 8.03
986 Cclceee(Ne2nene3ce(NCCCN4CCOCC4)nee23)cl 9.3 *
987 C=CC(=0)Nclcc(Nec2n[nH]c3ce(-c4en(C)cSceeeedS)eee23)c(OC)ce IN(C)CCN(C)C 9.3 *
988 OCCN(CCO)CCNcle(Br)ececINclnenc2cenccl2 9.333 *
989 Cclccec(Ne2nenc3ceence23)cINCCCN1CCOCCI 9.333 *
990 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCCCC(=0)NO 9.4 8.03
991 CCO.Nclcee2se3c(Nedeeceed)nenc3c2cel 9.4 *




992 Nelceee2se3e(Nedecceed)nenc3c2cel 9.4 *
993 COclcce(NN=C2C(=0)CCc3c2sc(N)c3C(=0)Nc2cceec2)cel 9.42 *
994 CCOclec2nenc(Ne3cee(Ocdece(Cned)c(Cl)e3)c2cc INC(=0)/C(F)=C\CN(C)C 9.5 8.02
995 NS(=0)(=0)c1cce(NC(=S)Nc2cce3nene(Ncedecee(Br)c4)c3ce2)ecl 9.5 *
996 OCCN(CCO)CC1COc2cc3nene(Ncedecce(I)c4)c3cc201 9.5 *
997 OCCnlcce2nence(Ne3ceee(Ocdeccc(Cl)ed)c(Cl)e3)e21 9.5 *
998 O=C(/C=C/CNC1CC1)Nclecc2c(Nc3cce(F)e(Cle3)nenc2ec1OC(F)F 9.6 *
999 COCCOclce2nenc(Ne3eee(C(=0)NC45CCO6CC(CC(CH)CH)CS)ec3)c2ec1OCCOC 9.61 8.02
1000 C=CC(=0)Nclccc2nce(C#N)c(Nc3cecee(Br)c3)c2el 9.7 6.82
1001 CCOclcc2nenc(Ne3ceee([N+](=0)[O-])c3)c2¢2c10CCO2 9.7 *
1002 C=CC(=0)Nclccc2nenc(Ne3cee(S(=0)(=0O)Ncdcceend)ec3)c2cl 9.8 *
1003 CC(C(=O)NCCnlcee2nenc(Ne3cece(Ocdeecc(Cl)ed)c(Ch)e3)e21)S(C)(=0)=0 9.8 *
1004 CC(C)(0O)CC(=0)NCCclcee2nenc(Ne3cce(Ocdcccc(C(F)(F)F)cd)c(Cl)e3)c2el 9.8 *
1005 O=C(/C=C/CN1CCCCCI1)Nclcc2c(Nc3cec(F)c(Cl)e3)nenc2ec 1 OCC(F)F 9.87 *
1006 C=CC(=O)NI1CC[C@H](Nc2nc(Nc3cccee3)ne3enc(Nedece(NSCCN(C)CCS)end)ec23)Cl 9.9 *
1007 CS(=0)(=0)CCNCclcce(-c2cce3nenc(Nedeec(OCcS5ccee(F)eS)c(Cl)cd)c3c2)ol 10 7.82
1008 0O=C(CBr)OCCnlc(=0)oc2cc3nenc(Nedeecc(NSCCOCCS)c(Cl)cd)e3ec2 10 8.00
1009 CCOclec2nee(C#N)e(Ne3eec(OCc4cecceScecee45)c(Cle3)e2ec INC(=0)/C=C/CN(C)C 10 8.00
1010 COclec2nenc(Ne3ccec(Cl)e3F)c2cc1CN1CCCI[C@@H]1C(N)=0 10 *
1011 COclce2nenc(Ne3cece(Cl)e3F)c2cc 1 CN1C[C@H](OC)C[C@@H]1C(N)=0 10 *
1012 COCCN(Cclce2e(Ne3cecee(Cl)e3F)nenc2ec 1 OC) [ C@@H](C)C(N)=0O 10 *
1013 COCC[C@@H](C(N)=O)N(C)Cclecc2e(Ne3ecee(Cle3F)nenc2cc10C 10 *
1014 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc10C1ICCN(C)CCl 10 *
1015 O=C(/C=C/CNCCI1COC1)Nclcc2ec(Nec3ece(F)c(Cl)e3)nenc2sl 10 *
1016 COCCOclcc2nenc(Ne3cee(OCce4cecend)ce3)c2ec INC(=0)/C=C/CN(C)C 10 *
1017 COCCOclce2nenc(Ne3cecde(cnndCeédcecceed)e3)c2cc INC(=0)/C=C/CN1CCCC1 10 *
1018 Ccleee(Oc2cec(Ne3nencdece(-¢5ecn(CCCCCCC(=0)NO)nn5)cc34)cc2C)enl 10 *
1019 COclec2nenc(Ne3cee(F)ce(Cl)e3)c2cc1OCCNICCN(C)CCl 10 *
1020 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCN1CCOCC1 10 *
1021 Feleeee(COc2cce(Ne3nencdec(-c5cceco5)sc34)cc2Cl)el 10 *
1022 CCOclec2nenc(C#Cce3[nH]cee3-c3cccee3)c2cc10CC 10 *
1023 COclec2nenc(NCe3eccec3)c2ec10C 10 *
1024 COclccc2c(Ne3cecee(Br)ce3)nenc2cel 10 *
1025 COclce2nenc(NC3CC3ce3cccce3)c2ec1OC 10 *
1026 Nclce2nenc(Ne3ceee(Br)e3)c2enl 10 *
1027 COclccc2enenc2cel 10 *
1028 COclce2nenc(Sc3ccec(Cl)e3)c2cc10C 10 *
1029 Ccle(-c2cccce2)[nH]c2nene(Ne3ecee(Cl)e3)cl12 10 *
1030 CICCNclece2nenc(Ne3cece(Br)e3)c2cel 10 *
1031 COclcc(OC2CCNCC2)c2e(Ne3cec(F)e(Cl)e3)nenc2cel 10 *
1032 CCN1CCN(CC/C=C/c2ccc3c(Nedeee(ScSneen5C)c(Cl)ed)c(C#N)enc3c2)CCl 10 *
1033 Ncle(Br)ccec1Nelnenc2eencel?2 10 *
1034 COclce2nence(Sc3ceec(NC(=S)Ncedece(F)e(C(F)(F)F)c4)e3)c2ec10C 10 *




1035 COclcec2nenc(Sc3ccec(NC(=S)Ncedeee(Br)e(C(F)(F)F)c4)e3)c2ec10C 10 *
1036 C=CC(=0)Cclcc(Nc2nec3nen(-c4cee(F)e(Br)cd)c3n2)c(OC)cc IN(C)CCN(C)C 10 *
1037 O=[N+]([O-])clcce(-c2cc3c(Nedecee(Cl)ed)nenc3o02)cecl 10 *
1038 C[C@@H](Nclnenc2oc(-c3cece([N+](=0)[0-])c3)ccl2)cleccecd 10 *
1039 Ncleee(-c2ce3c(Nedeee(ClyecdF)nenc302)ccl 10 *
1040 CC(C)(C)C(NclInene2[nH]c(-c3ceceee3)ecl2)cleccecd 10 *
1041 cInc(Nc2cecc(N3CCOCC3)cec2)cc(Oc2ceec3[nH]cee3c2)nl 10 *
1042 COC[C@H]10c2cc3nenc(Nedecee(Cl)ed)e3cc20[C@@H]1COC 10.08 *
1043 C=CC(=0O)Nclcccc(N2C(=0)C(C(C)CCIN(C)C(=0)c3enc(Nedeec(NSCCN(C)CC5)ec40C)ne32)cl 10.18 7.99
1044 C=CC(=0)Nclcccc(N2C(=0)C(CC(C)C)N(C)C(=0)c3enc(Nedeecc(NSCCN(C)CC5)ec40C)nc32)cl 10.18 *
1045 S=C(Nclccencl)Nelcee2nenc(Ne3ceee(Br)e3)c2el 10.2 *
1046 Nelsc2e(c1C(=0)Nclcceecl)CCC(=0)C2=NNclcce(Cl)eel 10.37 *
1047 COCCOclce2nenc(Ne3ceec(F)e(Cl)e3)c2cc10CCCCCCC(=0)NO 10.4 7.98
1048 CN(C)C1CCN(c2cec(Ne3ecdc(NSCCC(CO)CCS)ne(NeScee(F)ee5)ncden3)nec2)CCl 10.4 *
1049 O=C(Nclcce(F)e(Cl)el)clece(OCCCN2CCOCC2)ecl1O 10.4 *
1050 C=C=CC(=0)Nclcc(Nc2ncce(C3=CN(C)C4C=C(F)C=CC34)n2)c(OC)ccIN(C)CCN(C)C 10.5 *
1051 C=CC(=0)Nclccce(-c2c[nH]c3ncee(-c4[nH]c(-c5cceee5)ncd-cdcee(F)ecd)c23)cl 10.5 *
1052 C=C=CC(=0)Nclce(Nc2ncee(-c3en(C)cdec(F)eee34)n2)c(OC)ccIN(C)CCN(C)C 10.5 *
1053 COclce2nenc(Ne3ceec(F)e(Cl)e3)e2cc 1 OCCNIC[C@H](0)[C@@H](0O)[C@H](O)[C@H]1CO 10.71 *
1054 COclce2nenc(Ne3ceee(F)e(Cl)e3)e2cc 1 OCCCNIC[C@H](O)[C@@H](O)[C@H](O)[C@H]1CO 10.71 *
1055 O=C(clcc2eecee2s])clec2e(Ne3cee(F)e(Cl)e3)nene2sl 10.8 *
1056 Cclece(S(=0)(=0)0)cc1.NS(=0)(=0)CCNCclcec(-c2ccc3nenc(Nedeec(OCceSceee(F)eS)e(Cl)cd)c3c2)ol 10.8 *
1057 Cclece(S(=0)(=0)O)ccl.Felecee(COc2cecc(Ne3nencdece(-cScec(CNO6CCNCC6)05)cc34)cc2Clel 10.8 *
1058 CS(=0)(=0)C[C@@H](N)clcce(-c2cec3nenc(Nedeee(OCeScece(F)e5)ce(Cl)cd)e3c2)ol 10.8 *
1059 C#Cclccec(Ne2nenc3cec(OC)cde(c23)OCCO4)cl 10.9 *
1060 C[C@@H](Nclncnc2oc(-c3cecee3)ecl2)cleceecd 11 7.96
1061 Cclnenc(Ne2cee(OCce3cecc(F)e3)e(Cl)e2)c 1 C#CCCCNI1CCCCI 11 7.96
1062 CCOclec2nee(C#N)c(Ne3cec(OCce4ceccec4Cl)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 11 7.96
1063 C#Cclccee(Ne2nene3cece(OCCCCNCCS(C)(=0)=0)cc23)cl 11 *
1064 CC(C)(C(=O)NCCnlcce2nene(Ne3eee(Ocdecee(Cl)ed)c(Cl)e3)c21)S(C)(=0)=0.Cclcec(S(=0)(=0)O)ccl 11 *
1065 CC(C)(C(=O)NCCnlcee2nene(Ne3eee(Ocdecee(Cl)cd)e(Cl)e3)e21)S(C)(=0)=0 11 *
1066 CN(C)clecc2enenc2cel 11 *
1067 CN(C)clecc2e(Ne3cecee(Br)e3)nenc2cel 11 *
1068 Brclcecce(Ne2nence3ccesc23)cl 11 *
1069 Cclecee(Ne2nene3e2sc2eec([N+](=0)[0-])cc23)cl.Cl 11 *
1070 C=CC(=0)Nclcccc(Ne2nec(NC(=0)c3cc(NC(=0)cdccee(C(F)(F)F)cd)ccc3C)en2)cl 11 *
1071 CN(C)N=Nclccc2nene(Ne3cecee(Br)c3)c2cel 11 *
1072 C#Cclccee(Ne2nene3cece(OCCCCOP(N)(=O)N(CCCI)CCCl)ee23)cl 11 *
1073 OCCSclnc(-c2cec(F)ee2)e(-c2cene(Ne3ceceee3)e2)[nH] 11 *
1074 CCOclcc2nenc(Ne3cec(OCC4CC4)c(Cl)e3)e2ecINC(=0)/C(F)=C\CN(C)C 11.2 7.95
1075 O=C(/C=C/CN1CCCCCI1)Nclecc2c(Ne3ece(F)e(Cl)e3)nenc2cc10OCCCN1CCOCC1 11.35 *
1076 | CC(=O)N1CCN(Cc2cce(-c3cccdnenc(NeScec(OCcebecee(F)eh)e(Cl)eS)cdc3)02)CCl.Celeec(S(=0)(=0)O)ccl 11.4 *
1077 S=C(NCclccceel)Ncleee2nene(Ne3ecee(Cl)e3)c2cel 11.4 *




1078 CC1(C)O0C2(CCC(C(=0)Nc3cecdnenc(NeSceee(Cl)e5)c4c3)CC2)001 11.42 *
1079 COclcc(Ne2nence3cec(-c4en(CCCCCCC(=0)NO)nn4)ce23)ccc1Oclceceel 11.6 *
1080 CCOclec2nenc(C#HCC(C)(Ce3eceec3)N3CCC(C(=0)0)CC3)c2ec1OCC 11.7 *
1081 CNCI1CC20C(C)(C10C)n1c3cceec3c3cde(cScoceeecon2e5¢31)C(=O)NC4 11.8 *
1082 COclcc2e(Ne3cee(OCc4ceee(F)cd)c(Cl)e3)nenc2cc10CCCCnleenc [N+](=0)[O-] 11.9 7.92
1083 C=Cclccec(Ne2nenc3ec(OCCOC)c(OCCOC)cc23)cl 11.9 *
1084 Nclcee(C(=0)Nc2cecee3nene(Nedeeee(Br)c4)c3c2)ecl 11.9 *
1085 CC(=O)Nclccee(C#HCc2enenc2Ne2ceec(OCc3ceccc(F)e3)e(Cl)e2)cel 12 *
1086 C#Cclecec(Ne2nence3ecde(cc23)N(C(=0)/C=C/CN2CCOCC2)CCO4)cl 12 *
1087 O=C(/C=C/CN1CCOCC1)Nclcc2c(Ne3ece(F)e(Cle3)nenc2enl 12 *
1088 CS(=0)(=0)CCNCclcce(-c2cc3c(Nedece(OCceScecc(F)c5)c(Cl)cd)nenc3s2)ol 12 *
1089 C[C@@H](Nclncne2sce3ce(c12)CCN(C(=0)/C=C/CN(C)C)C3)clccceel 12 *
1090 CC[C@@H](Nclnenc2se3c(c12)CCN(C(=0)/C=C/CN(C)C)C3)clccecel 12 *
1091 CCOclcc2nenc(C#Cc3neen3-c3ccece3)c2cc10CC 12 *
1092 CN/N=C/c1c(N)ncnc1Nclceee2e(ecnn2Cc2ccce(F)c2)cl 12 *
1093 OCC(O)Cnlncc2ec3c(Ncdecee(Br)cd)nenc3ec21 12 *
1094 OCCN(CCO)clec2nenc(Ne3ceee(Br)e3)c2enl 12 *
1095 COC(=O)Nclcee2nenc(Nce3ccee(Br)c3)c2cel 12 *
1096 CCNclcee2e(Ne3ceee(Br)e3)nenc2cl 12 *
1097 CCN(CC)CCHCC(=O)Nclcee2nene(Ne3ceee(Br)e3)c2cl 12 *
1098 CO/N=C/clc(N)ncnclNclece(OCc2ccec(F)c2)c(Cl)el 12 *
1099 Nelnence(Ne2eee3c(enn3Ce3cecce(F)e3)c2)c1/C=N/O 12 *
1100 C[C@@H](Nclnenc2[nH]e(-c3ccc(C#N)ee3)ecl12)cleceecl 12 *
1101 Ccleccec INC(=0)CSclnc2cc3ceccc3cec2e(=0)n1-clece(S(N)(=0)=0)ccl 12 *
1102 C=CC(=O)N[C@H]1CCCN(c2nc(Nc3ccece3)nc3enc(Nedecc(NSCCN(C)CCS)end)cec23)Cl 12 *
1103 C=CC(=O)N1CCc2nenc(Nc3cec(F)e(Cl)e3)c2C1 12 *
1104 C=CC(=0)NCCSclnc(-c2cccce2)c(-c2cenc(Ne3cecee3)e2)[nH] 1 12 *
1105 OCCN(CCO)cle(Br)ccec1Nelnenc2cencel2 12.02 *
1106 C=CC(=0)Nclccce(-n2¢(=0)cnc3enc(Nedeec(C(N)=0)cc4)nc32)cl 12.1 7.92
1107 CC(=O)NICC[C@H](N2C(=0)N(c3cccce3Cl)Ce3ene(Nedece(NSCCN(C)CCS5)e(C)ed)ne32)Cl 12.1 7.92
1108 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc10OCCNCCN 12.1 *
1109 COclce2nenc(Ne3cec(F)e(Cl)e3)e2ecINC(=0)/C=C/CN1CCCCCCl1 12.13 *
1110 CCOclcc2nenc(NC3=CC(=0)C(OCc4ccec(Cl)c4)=CC3=0)c2ccINC(=0)/C=C/CN(C)C 12.2 7.91
1111 CLO=[N+]([O-])clccc2sc3c(Nedecee(Br)cd)nenc3c2cl 12.3 *
1112 CCOclce2nee(C#N)e(Ne3ceec(OCc4ceccend)c(Cl)e3)c2ec INC(=0)CCN(C)C 12.5 7.90
1113 C=CC(=0)Nclccce(-n2¢(=0)cnc3cene(Ncdcecc(NC(C)=0)ccd)ne32)cl 12.5 7.90
1114 CNICCN(Cc2ccce(-c3cecdnenc(NeS5cee(OCcebeccc(F)c6)e(Cl)eS)cdce3)02)CC1.Celeee(S(=0)(=0)0)ccl 12.5 *
1115 COclccec2elscle(Ne3cecee(Br)ce3)nencl2.Cl 12.6 *
1116 COclece2nene(N[C@H](C)c3ceece3)c2cc 1 OCCCCCCC(=0)NO 12.8 7.89
1117 C=CC(=0O)Nclcccc(-n2c(=0O)cnc3cnc(Nedecece4)ne32)cl 12.8 7.89
1118 CC(=0)Nclcee(C(=0O)Nc2cee3nenc(Nedeece(Br)c4)c3c2)ecl 12.8 *
1119 CCOclec2nenc(Ne3cee(Ocdece(Cned)e(Cl)e3)c2ec INC(=0)/C(F)=C/CN1CCCCC1 12.9 7.89
1120 C[C@@H](Nclnenc2oc(-c3cec(F)ec3)ecl12)cleccecd 13 7.89




1121 C=CC(=O)NICCC[C@H]1C(=0O)Nclcc2c(Nc3ccee(Cl)e3F)nenc2cc10CCOC 13 7.89
1122 Cclnenc(Ne2ceee(OCce3cecc(F)e3)c(Cl)e2)c 1C#HCCCN1CCOCC1 13 7.89
1123 COclccce(-c2ec3e(N[C@H](C)cdeccccd)nenc3s2)c10C 13 7.89
1124 C[C@@H](Nc1ncnc2sc(-c3ccc(CO)ce3F)ccl2)clcececl 13 7.89
1125 O=C(Nclcc2c(Ne3ceee(F)e(Cl)e3)nenc2ecc1OCCCN1CCOCCT )elecee([N+](=0)[O-])c1F 13 7.89
1126 CN1CCN(CCOc2cc3nene(Nedcee(F)c(Cl)ed)e3cc2NC(=0)c2ec([N+](=0)[O-])ccc2F)CC1 13 7.89
1127 CS(=0)CCNCeclcce(-c2cce3nenc(Nedece(OCc5cccc(F)es5)c(Cl)cd)e3c2)ol.Celeece(S(=0)(=0)0)cel 13 *
1128 COclce2nenc(CH#CC(C)(C)Ce3cceceec3)c2ec1 OC 13 *
1129 Fclcee2nenc(Ne3ccee(Br)e3)c2enl 13 *
1130 CNclnce2nenc(Ne3ceceee3)c2nl 13 *
1131 CCNICCN(C(=0)c2cc(C)c(/C=C3\C(=0)Nc4ncnc(NcScee(F)c(Cl)c5)c43)[nH]2)CC1 13 *
1132 CO/N=C/c1c(N)ncnc1Nclece2e(cen2Ce2ccecc(F)c2)el 13 *
1133 C=CC(=0)Nclccce(-n2¢(=0)n(CCC)c(=0)c3cenc(Ncdcec(NSCCC(N(C)C)CCS)cc40C)ne32)cl 13 *
1134 COCCOclce2nenc(Ne3cee(F)ce(Cl)e3)c2¢2¢10CCO2 13.1 *
1135 Fcle(Br)ccec1Nelnenc2cencel2 13.18 *
1136 CS(=0)(=0)C[C@H](N)clccc(-c2cece3nenc(Nedeee(OCceScecc(F)e5)c(Cl)ed)e3e2)ol 13.5 *
1137 C=C=CC(=0O)Nclcc(Nc2ncee(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN1CCOCC1 13.5 *
1138 C=C=CC(=0O)Nclcc(Nc2ncce(-c3en(C)edececc34)n2)c(OC)ccIN1CCOCCI 13.5 *
1139 COclcce2nenc(Ne3cee(F)e(Cl)e3)e2cc1OCCCNCCN 13.6 *
1140 Oclcee(-c2nc(-c3ceece3)ce(-c3cenc4[nH]c(-c5ceeceS)ce34)[nH]2)cecl 13.6 *
1141 C=CC(=0)Nclccce(-n2¢(=0)cnc3enc(Nedeec(OC)ced)ne32)cl 13.8 7.86
1142 C=C=CC(=0)Nclcc(Nc2ncce(C3=CN(C)C4C=CC=CC34)n2)c(OC)cc1OCCN1ICCN(C)CC1 139 *
1143 C=C=CC(=0)Nclcc(Nc2ncee(-c3en(C)cdececc34)n2)c(OC)cc IOCCNICCN(C)CCl 13.9 *
1144 COC[C@@H](Nclnenc2oc(-c3ccc(OC)ec3)ccl2)clcececl 14 7.85
1145 COclcc(CO)eccl-clec2e(Ne3ceeeee3)nenc2s1 14 7.85
1146 O=C(Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2cc 1OCCCNT1CCOCCT )cleece([N+](=0)[O-])c1Cl 14 7.85
1147 O=C(/C=C/CN1CCCCC1)Nclcc2c(Nc3cec(F)c(Cl)e3)nenc2enl 14 *
1148 COclcce2nenc(C#CCCce3ceccce3)c2ecl1OC 14 *
1149 O[C@H]1CN[C@H](C#Cc2cc3nenc(Nedeec(OCeSccee(F)eS)e(Cl)ed)c3s2)Cl 14 *
1150 OCC(CO)Nclee2nenc(Ne3ceece(Br)e3)c2enl 14 *
1151 COclcc2e(Ne3ece(NC(=0)Ncedeeceed)e(Cl)e3)nenc2ecc IOCCCN1CCN(C)CC1 14 *
1152 CN(C/C=C/C(=0O)Nclccc2nenc(Ne3ecee(Br)e3)c2c1)CCO 14 *
1153 CN(C)N=Nclcce2nene(Ne3ceee(Cl)e3)c2cel 14 *
1154 COCCO/N=C/clc(N)ncncINclcee2e(ecnn2Cc2ccce(F)e2)cl 14 *
1155 CC(C)O/N=C/clc(N)nencl1Ncleec2e(enn2Ce2ccecc(F)c2)el 14 *
1156 C[C@@H](Nc1nenc2[nH]c(-c3cce(C#N)ee3)eel2)clcec(F)ecl 14 *
1157 COclcee(-c2ec3c(NC(C)cdecee(C)ed)nene3[nH]2)cecl 14 *
1158 COclccec(-c2ec3c(N[C@H](C)cdceec(C)ecd)nenc3[nH]2)ccl 14 *
1159 OCC#Cclcee2nenc(Ne3cece(F)e(Clye3)c2cl 14.1 *
1160 OCN(CO)clc(Br)ceccclNelnenc2cenecl2 14.13 *
1161 C=CC(=0)Nclcccc(-n2¢(=0)cnc3enc(Nedece(N(CC)CC)ecd)nc32)cl 14.5 7.84
1162 CCNC(CS(C)(=0)=0)clccc(-c2ccc3nenc(Nedeec(OCeScece(F)eS5)e(Cl)ed)c3c2)ol 14.7 *
1163 C=C=CC(=0O)Nclcc(Nc2ncc(OCC)e(C3=CN(C)C4C=CC=CC34)n2)cccIN(C)CCN(C)C 14.7 *




1164 C=C=CC(=0)Nclcc(Nc2ncce(-c3en(C)cdececc34)n2)c(OCC)ecIN(C)CCN(C)C 14.7 *
1165 COC(=0O)N1CCc2ncnc(Nc3ccee(Cl)e3)c2Cl 14.8 7.83
1166 C#CCOclcc2c(Ne3cee(F)e(Cl)e3)nenc2ec10OC 14.8 *
1167 O=C(Nclcenccl)Ncelee(-c2enenc2)ec(C(F)(F)F)cl 14.83 *
1168 C#Cclccee(Ne2nene3ec(OCCOC)c(OCCOC)ee23)cl.Cl 15 7.82
1169 COclce2nenc(Ne3cee(F)e(Cl)e3)e2cc 1I0OCCCN1CCC2(COC2)C1 15 7.82
1170 C#Cclccee(Ne2nence3ec(OC)c(OCCCCC(=0O)NO)ce23)cl 15 7.82
1171 CC1(C)CC(C(=0)Nc2cce3nenc(Nedeee(F)e(Cl)ed)e3c2)CC(CY(C)NI1[O] 15 7.82
1172 CCOclce2nee(C#N)e(Ne3cee(OCc4cecc5ceece5c4)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 15 7.82
1173 CCCCC#CC(=0O)Nclcc2e(Ne3eee(F)e(Cle3)nenc2enl 15 *
1174 CCN(CC)CCH#HCC(=0)Nclec2e(Ne3eee(F)e(Cl)e3)nenc2enl 15 *
1175 CS(=0)(=0)CCNC(=0O)NCclccee(C#Cc2enenc2Nce2cec(OCe3cecec(F)e3)e(Cl)e2)nl 15 *
1176 NceleccecINC(=0)CCcelceec(-c2cce3nenc(Nedecc(OCcScece(F)eS)c(Cl)ed)c3c2)ecl 15 *
1177 C=CC(=0)Nclccce(-n2¢(=0)ccc3enc(Nedcec(NSCCN(C)CCS)ecdOC)nc32)cl 15 *
1178 Felecee(COc2cce(Ne3nencdsc(-cScecoS)cc34)cc2Cl)el 15 *
1179 CCOclce2nene(/C=C/c3ccece3)c2cc10CC 15 *
1180 COclce2nenc(C#CCOc3ccecee3)c2ec10C 15 *
1181 CS(=0)(=0)CC(=0O)NCCnlcce2nene(Ne3ece(Ocdecee(C(F)(F)F)c4)e(Cl)e3)c21 15 *
1182 Brclceee(Ne2nenc3cecde(cc23)OC04)cl 15 *
1183 Nclcee2nene(Ne3ceee(C(F)(F)F)c3)c2enl 15 *
1184 COclec2nenc(Ne3cceec(Br)e3)c2ecl [N+](=0)[O-] 15 *
1185 COclcec2e(Ne3ece(NC(=0)Nedceecec4C)e(Cl)e3)nenc2cc 1IOCCCN1CCN(C)CCl 15 *
1186 OCCOCCnlcce2nene(Ne3ece(Ocdecec(C(F)(F)F)cd)c(Cl)e3)c21 15 *
1187 CC(O)[C@@H](Nclnenc2[nH]c(-c3cecee3)ecl2)cleceecl 15 *
1188 COclcec2nenc(Ne3cee(OCce4ceccc(F)cd)e(Cl)e3)ec2ec1 OCCCCCCnleenc [N+](=0)[O-] 15.1 7.82
1189 C=CC(=0)Nclccce(-n2¢(=0)cnc3enc(Nedeec(NSCCCCS)cecd)ne32)cl 15.3 7.82
1190 Oclcee(C=Nc2cce3nenc(Nedecee(Br)cd)c3c2)ecl 15.3 *
1191 COclce2nenc(Ne3ee(C(=0)NC45CC6CC(CC(C6)C4)CS)cee3C)c2ccIOCCCNICCOCCI 15.4 7.81
1192 COclec2nenc(Ne3cee(F)ce(Cl)e3)c2ecl S(=0)(=0)CCCCCCC(=0)NO 15.4 7.81
1193 O=C(Nclcce(F)e(Clel)eclece(OCCCN2CCCCC2)ecl1O 15.4 *
1194 C=CC(=0)Cclcc(Nc2nec3nen(-c4cee(Cl)ecd)c3n2)e(OC)eccIN(C)CCN(C)C 15.6 *
1195 C#Cclccec(Ne2nenc3ceec(-c4ecc(CO)o4)ce23)cl 15.69 *
1196 C=CC(=0)Nclcccc(-n2¢(=0)cnc3enc(Nedecc(NSCCCCCS)ecd)ne32)cl 15.7 7.80
1197 CCC(=O)N1CC[C@H](N2C(=0O)N(c3ccece3Cl)Ce3enc(Nedecc(NSCCN(C)CCS)e(C)c4)ne32)Cl 15.7 7.80
1198 S=C(Nclcceecl)Ncelece2nene(Ne3cecee(Br)c3)c2cl 15.8 *
1199 S=C(Nclcce2nenc(Ne3ceee(Br)e3)e2cl)Neleceec1Cl 15.8 *
1200 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc10CCN1CC2(COC2)C1 16 7.80
1201 CCC(=0O)Nclcee2necc(Ne3ceee(Br)e3)c2cl 16 7.80
1202 CCOclec2nee(C#N)e(Ne3cec(OCce4cecceed)c(Cl)e3)c2ec INC(=0)/C=C/CN1CCSCC1 16 7.80
1203 C#Cclccec(Ne2nenc3cecde(cc23)N(C(=0)/C=C/CN2CCN(C)CC2)CCO4)cl 16 *
1204 C=CC(=0)Nclcc2ec(Nc3cec(F)e(Cl)e3)nenc2sl 16 *
1205 C=CC(=0)Nclccce(-n2¢(=0)c(C)cc3enc(Nedecc(NSCCN(C)CCS5)ec4OC)ne32)cl 16 *
1206 COCCOclce2nenc(Ne3cecde(cnndCedcecceed)e3)c2ecINC(=0)/C=C/CN1CCN(C)CC1 16 *




1207 Nelnenc(Ne2eee3ce(enn3Cce3ccee(F)e3)c2)cl/C=N/N1CCOCCl1 16 *
1208 CNI1CCN(/N=C/c2c(N)ncnc2Nc2cce3c(ecnn3Cc3ccec(F)e3)c2)CCl 16 *
1209 CN(CC(=0)O)clcc2nenc(Ne3cecce(Br)e3)c2enl 16 *
1210 CO/N=C/clc(N)ncncINclcee(OCc2ccecc2)c(Cl)el 16 *
1211 C=CC(=0O)Nclcc(Ne2n[nH]c3ce(-c4ccee(C(F)(F)F)cd)cce23)c(OC)cc IN(C)CCN(C)C 16 *
1212 C=CC(=0)NCclcccc(Ne2ee(-c3[nH]e(SC)ne3-c3cec(F)ee3)een2)cl 16 *
1213 C=CC(=O)NCCCSclnc(-c2ccc(F)cc2)e(-c2cenc(Ne3ceeee3)ce2)[nH] 1 16 *
1214 O=[N+]([O-])clcce(C=Nc2ccc3nenc(Ncdecce(Br)cd)c3ce2)ccl 16.2 *
1215 CN(CC(=0)O)clc(Br)cccclNelnene2cenccl2 16.22 *
1216 C=CC(=0)Nclcccc(N2C(=0O)N(C)Cc3cnc(Nedcec(NSCCOCCS)cc40C)ne32)cl 16.4 7.79
1217 COclcc2e(Ne3ceee(OCc4ceccec(F)cd)c(Cle3)nenc2cc10CCCCCnlcenc1[N+](=0)[O-] 16.6 7.78
1218 0=C(clcc2cecee2[nH]1)clec2e(Ne3ecee(Cl)e3)nenc2sl 16.6 *
1219 C#Cclccec(Ne2nenc3cc(OC4CCOC4)c4c(c23)OCCO4)cl 16.7 *
1220 C=C=CCOclcc2c(Nc3ccee(Cl)e3)nenc2ec1O 16.9 *
1221 Cclnenc(Nc2ceee(OCc3cecc(F)e3)ce(Cle2)c1C 17 7.77
1222 CCCCN(CCHCC(=O)Nclce2e(Ne3ceee(F)e(Cl)e3)nenc2enl)CCCC 17 *
1223 Feleeee(COc2cce(Ne3nenec3C#Cc3cecen3)ec2Cl)el 17 *
1224 CnlcenclS(=0)(=O)CCNCclccee(-c2cec3nenc(Nedeee(OCeScecc(F)eS)e(C(F)(F)F)c4)e3c2)ol 17 *
1225 COclcceccl-clec2e(NCe3cceee3)nene2sl 17 *
1226 CCC(=0)Nclec2e(Ne3eccde(enndCeéecceed)c3)nenc2ec1OC 17 *
1227 Cclecee(Ne2nenc3ene(N)ne23)cl 17 *
1228 COclcc2e(Ne3eee(NC(=0)Nedceee(Clyeed)e(Cle3)nenc2cc 1I0CCCN1CCOCC1 17 *
1229 Br.Cclcccec1 C(C)Nelnenc2[nH]e(-c3ccc(O)ec3)ecl2 17 *
1230 CC(C)(C)OC(=O)NCC(=0O)Nclcee2nenc(Ne3cee(F)e(Clye3)c2cel 17 *
1231 C=CC(=0)Nclcccc(NC(=O)Nc2cene(Ne3cec(N4CCN(C)CC4)cc30C)n2)cl 17 *
1232 C=CC(=0)Cclcc(Ne2nce3nen(-c4cec(I)ecd)c3n2)c(OC)eccIN(C)CCN(C)C 17 *
1233 COclce2nenc(Ne3cec(OCce4eccecd)ec3)c2ec10C 17 *
1234 COclec2nenc(Ne3cee(OCce4eccecdBr)c(Cl)e3)c2ec10C 17 *
1235 C=CC(=0)Nclccc(OC)c(Nc2cee(-c3enc(SC)[nH]3)cen2)cl 17 *
1236 CC/C=C/C(=0O)Nclcc2c(N3CCc4ccceed3)nenc2ec10C 17 *
1237 S=C(NCclccccel)Ncleee2nene(Ne3ecee(Br)c3)c2cel 17.2 *
1238 CN(C)CCC(=O)N(C)clecc2nenc(Ne3ecee(Br)c3)c2cel 17.4 7.76
1239 O=C(Nclccc2nenc(Ne3ecee(Br)e3)c2cl)cleenecl 17.5 *
1240 CCC(=O)N1CC[C@H](N2C(=O)N(c3cccce3F)Ce3ene(Nedece(NSCCN(C)CCS)c(C)ed)ne32)Cl 17.6 7.75
1241 CS(=0)(=0)CC(N)clccc(-c2cce3nene(Nedecc(OCc5ccee(F)eS)ce(Cl)cd)c3c2)ol 17.6 *
1242 C=CC(=0)NCclcccc(-c2nc(-c3cce(F)ce3)c(-c3cenc4[nH]c(-c5ceceeS)ce34)[nH]2)cl 17.6 *
1243 C#CCCCOclcc2e(Ne3cecee(Clye3)nenc2ec10C 17.7 *
1244 Brclcecee(Ne2nene3cc4c(cc23)OCCO4)cl 17.8 *
1245 Cclnenc(Ne2cee(OCce3ccecc(F)e3)e(Cl)e2)el/C=C(\F)C(=O)NCCN1CCOCCI1 18 7.74
1246 CC(C)S(=0)(=0)CCNCclcee(-c2cec3nenc(Nedeec(OCeSccec(F)cS)e(Cl)c4)c3c2)ol 18 *
1247 CS(=0)(=0)CCNCclcce(-c2cee3nenc(Nedeec(OCcS5cecee5)c(Cl)c4)c3c2)ol 18 *
1248 COclcc2nenc(Ne3ceec(Cl)e3F)c2cc10CCCN1CCOCC1 18 *
1249 O=C(/C=C/clccece(-c2cce3nenc(Nedeec(OCceSccee(F)eS)e(Cl)cd)c3c2)c1)NO 18 *




1250 O=C(/C=C/clcce(-c2ccc3nenc(Nedeee(OCceScecc(F)eS)e(Cl)ed)c3ce2)ecl )NO 18 *
1251 CSCI1CCN(C/C=C/C(=0O)Nc2cc3c(Ncdcec(F)c(Cl)cd)nenc3s2)CC1 18 *
1252 C#Cclccee(Ne2nenc3sc(-c4cceec4OC)cce23)cl 18 *
1253 CCC1=C2C(Nc3cccde(cnndCedcececcd)c3)=NC=NC2N=CINC(=0)OCCN1CCNCC1 18 *
1254 CCC1=C2C(Nc3ccc4e(ecnndCedceccecd)c3)=NC=NC2N=CINC(=0)O[C@H]1 CC[C@H](N)CC1 18 *
1255 CC(C(=O)NCCnlcee2nenc(Ne3ceee(Ocdeccc(C(F)(F)F)ced)c(Cl)e3)e21)S(C)(=0)=0 18 *
1256 Clclcee2nene(Ne3ecee(Br)e3)ce2nl 18 *
1257 C#Cclecec(Ne2nene3ce2/C(=C/c2[nH]c(C(=O)NCCN4CCOCC4)cc2C)C(=0)N3)cl 18 *
1258 C=CC(=0O)Nclcccc(NC(=O)Ne2nc(Ne3eec(N4CCC(NSCCOCCS)CC4)ec30C)nec2C(F)(F)F)cl 18 *
1259 COclcec2nenc(Ne3cec4[nH]c(CeSceceeS)ncde3)c2ec10C 18 *
1260 Clelec(Ne2nenc3cec[nH]c23)cec10Ccleccenl 18 *
1261 C=CC(=0)N1CCc2ncnc(Nc3cec(Ocdecce(C(F)(F)F)cd)c(Cl)e3)c2Cl 18 *
1262 Cclece(Ne2ee(Oc3cec4[nH]ceecde3)nen2)cc1S(N)(=0)=0 18 *
1263 O=C(Nclcenecl)Nelcee(-c2enenc2)cec1 OC(F)(F)F 18.04 *
1264 COclce2nenc(Ne3ceec(F)e(Cl)e3)e2cc INC(=0)/C=C/CN1CCC(F)CCl1 18.08 *
1265 COclcce2nenc(Ne3cee(F)e(Cl)e3)e2cc10CCBr 18.1 *
1266 C=CC(=0)Cclcec(Nc2nce3nen(-c4cec(F)ecd)e3n2)c(OC)cc IN(C)CCN(C)C 18.2 *
1267 Brclecce(Ne2nene3ec(OCCCN4CCOCC4)c4c(c23)OCCO04)cl 18.48 *
1268 O=C(clcc2eecee2[nH]1)clcc2e(Ne3cee(OCce4cecec(F)c4)ce3Cl)nenc2sl 18.5 *
1269 CCOclce2nenc(NC3=CC(=0)C(OCc4cceccd)=CC3=0)c2ccINC(=0)/C=C/CN(C)C 18.7 7.73
1270 C#Cclccee(Ne2nence3se(C(=0)cdcecSceceeS[nH]4)ce23)cl 18.7 *
1271 CS(=0)(=O)NCCNCclcce(-c2cec3nenc(Nedeee(OCceS5cece(F)e5)e(Cl)ed)e3ce2)ol.Celeee(S(=0)(=0)0)ccl 18.7 *
1272 C=CC(=0)Nclccc2nene(Ne3ceeee3CC)e2cel 18.9 *
1273 C=C=CC(=0)Nclce(Nc2ncee(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN1CCC(N(C)C)C1 18.9 *
1274 C=C=CC(=0O)Nclcc(Nc2ncce(-c3en(C)edececc34)n2)c(OC)ccIN1ICCC(N(C)C)C1 18.9 *
1275 O=C(CCOclcccccl)Ncleee2nene(Ne3ecee(Br)e3)c2cl 19 7.72
1276 O=C(CC1OCCnlc(=0)oc2cc3nenc(Nedece(NSCCOCCS)c(Cl)cd)c3cec2l 19 7.72
1277 C#Cclccee(Ne2eene3ec(OC)c(OC)ce23)cel 19 7.72
1278 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)el/C=C(\F)C(=O)NCCS(C)(=0)=0 19 7.72
1279 C[C@@H](Nclncne2se(-c3ccc(C(=0)0O)cc3)ccl2)clceceel 19 7.72
1280 CS(=0)(=0O)CCNCclcec(- 19 8.01
c2cce3nenc(Nedeec(OCcScece(F)e5)e(Cl)cd)e3c2)ol.Celeec(S(=0)(=0)0)ccl.Celecc(S(=0)(=0)O)ccl.O
1281 0O=S(=0)(CCNCclccc(-c2ecc3nenc(Nedece(OCce5ccec(F)eS)c(Cl)ed)c3c2)ol)clceceel 19 *
1282 0O=S(=0)(CCNCclcee(-c2ecc3nenc(Nedece(OCceS5ceec(F)eS)c(C(F)(F)F)c4)c3c2)ol)cleceenl 19 *
1283 COclcceccl-clec2c(NC(C)e3cecec3)nenc2s] 19 *
1284 CNICCN(C/C=C/C(=0)Nc2cc3c(Ncdece(F)e(Cl)cd)nenc3en2)CCl 19 *
1285 Clclecce(Ne2[nH]ene3nne(-c4cececcd)c2-3)cl 19 *
1286 Cclenee(Cn2ncec3cc(NednennScec(CNO6CCC(N)CC6)cd5)cee32)cl 19 *
1287 C=CC(=O)N1CCC[C@H]1CSclnc(-c2cce(F)ce2)c(-c2ecenc(Ne3eceee3)e2)[nH] 1 19 *
1288 O=C(Nclcce(Cl)ecl)Neleee2nene(Ne3ecee(Br)e3)c2cl 19.3 *
1289 S=C(Nclcce(Cl)eccl)Nelece2nenc(Ne3ecee(Br)e3)c2cel 19.5 *
1290 COclcee(C(=0)Nc2cee3nenc(Nedecee(Br)cd)e3c2)cc10C 19.5 *
1291 CN(C)clece2sc3c(Nedeecc(Br)c4)nene3c2cel 19.8 *




1292 O=C(Nclcce2nenc(Ne3ceee(Br)c3)c2cl)elecencl 19.8 *
1293 CNI1CCN(c2cce(Ne3nencdec50c(=0)n(CCOC(=0)CCl)c5cc34)cc2Cl)CC1 20 7.70
1294 CCOclec2nee(C#N)c(Ne3cec(OCce4cecceed)c(Cl)e3)c2cc INC(=0)/C=C/CN(C)CCO 20 7.70
1295 CCOclec2nee(C#N)e(Ne3cec(OCce4ccceed)c(Cl)e3)c2ecINC(=0)/C=C/CN1CCOCC1 20 7.70
1296 COclce(C=0)cccl-clec2e(Nce3ceccee3)nene2sl 20 7.70
1297 COC(=0O)clcec(-c2cc3c(N[C@H](C)c4cceced)nenc3s2)c(OC)cl 20 7.70
1298 CS(=0)(=0)CCNCCCCOclcce2nene(Ne3eec(F)e(Cl)e3)c2cel 20 *
1299 COclecce2nenc(Ne3cec(F)e(Cl)e3)c2cc 1 CNICCC[C@H]1C(N)=0 20 *
1300 COclce2nenc(Ne3ceee(Cl)e3F)c2cc1CN(C)CC(N)=0 20 *
1301 COclce2nenc(Ne3cecce(Cl)e3F)c2cc 1CN(C)C1CCNC1=0 20 *
1302 COclec2nenc(Ne3ceec(Cl)e3F)c2cc 1 CN(C)[C@@H](CO)C(N)=0 20 *
1303 COclcce2nenc(Ne3ceee(Cl)e3F)c2cc 1CN(C)C1(C(N)=0)CN(C)C1 20 *
1304 O=C(/C=C/CNC1CCOCC1)Nclcc2ec(Nec3ccc(F)c(Cl)e3)nenc2sl 20 *
1305 CCOC(=0)CCCnlc(=0)oc2cc3nenc(Nedeee(O)ecd)e3ec2 1 20 *
1306 C=CC(=0)Nclccce(-n2¢(=0)c(-c3ccece3)e(C)e3enc(Nedece(NSCCN(C)CCS5)ecdOC)nc32)cl 20 *
1307 C=CC(=0O)N1CCc2c(sc3ncnc(N[C@H](C)cdccceed)c23)Cl 20 *
1308 CCC1=C2C(Nc3cccde(ecnndCedececed)c3)=NC=NC2N=CINC(=0)O[C@H]1 CC[C@@](C)(N)CC1 20 *
1309 C=CC(=0O)N(C)clnc2c(Nc3cce(F)c(Clhe3)nenc2cc 1I0CCCN1CCOCCL 20 *
1310 CNclcee2nenc(Ne3ceeee(Br)c3)c2nl 20 *
1311 COclce2nenc(Oc3ceec(Cl)e3)c2ec1OC 20 *
1312 COclccee2sc3c(Nedeeee(Br)c4)nenc3cel12.Cl 20 *
1313 CCclc(C(=0)0O)cn2nene(Ne3ceccde(cnndCedeccecd)c3)cl2 20 *
1314 COclcc2e(Ne3ece(NC(=0)c4ceccc4Cl)ee3)nenc2cc1OCCCN1CCN(C)CCl 20 *
1315 O=C(C#CCNI1CCOCCI1)Nclcee2nenc(Ne3ceee(Br)e3)c2cl 20 *
1316 CO/N=C/c1c(N)ncnc1Nclceee2e(ecnn2Cc2cecee(C#N)c2)cl 20 *
1317 C#Cclceee(Ne2nenn3cec(COC[C@@H]4CNCCO4)c23)cl 20 *
1318 CclcceecINelnenn2cec(CN3CCC(N)CC3)cl2 20 *
1319 COclec2nenc(Oc3cecc(NC(=S)Ncdeee(Che(C(F)(F)F)c4)e3)c2ec10C 20 *
1320 COclec2nenc(Sc3ccee(NC(=S)Nedee(C(F)(F)F)ce(C(F)(F)F)c4)e3)c2cc10C 20 *
1321 COclec2nenc(Ne3cee(Br)c(O)e3)c2ec1OC 20 *
1322 COclcce(Ne2nence3oc(-c4cee(N)eed)ec23)ec1O 20 *
1323 Cclcee(Ne2nenc3oc(-c4ecce(N)ed)ce23)ec1O 20 *
1324 O=[N+]([O-])clcce(-c2ce3c(Nedeec(Cl)ecdF)nene3o2)ecl 20 *
1325 Cclecee(Oc2cec(Ne3nencdec[nH]c34)cc2Cl)el 20 *
1326 Cclnc(C)e(C=C2CN(C)CC(=C/c3nc(C)c(C)nc3C)/C2=N/O)nclC 20 *
1327 COclce(Br)c(C=C2CN(C)CC(=Cc3nc(C)c(C)nc3C)C2=NO)cc10C 20 *
1328 C=CC(=0)Nclccce(-n2¢(=0)n(C(C)C)c(=0)c3cnc(Nedcce(NSCCC(N(C)C)CCS)cc40C)ne32)cl 20 *
1329 Cclceee(NNce2nenc3[nH]ece23)cl 20.01 *
1330 COclcc2e(Ne3eee(OCc4cecec(F)cd)ce(Cl)e3)nenc2ecc 10CCOCCn1 cenc 1 [N+](=0)[O-] 20.1 7.70
1331 Fclcee(Ne2nenc3ce(OC4CCOC4)c4c(c23)OCCO4)cclCl 20.5 *
1332 S=C(Nclccee(Cl)cl)Ncelece2nenc(Ne3ecee(Br)e3)c2cel 20.6 *
1333 C/C=C\clcce(Ne2nene3cc(OCCCN4CCOCC4)c(OCCCN4CCOCC4)cc23)ecl 20.7 *
1334 C/C=C/clccc(Ne2nene3cc(OCCCN4CCOCC4)c(OCCCN4CCOCC4)cc23)cecl 20.72 *




1335 OCclcee(-c2cc3c(Nedeecced)nenc3s2)ecl 21 7.68
1336 COcle(C=0)ccecl-clec2e(N[C@H](C)e3cccee3)nenc2sl 21 7.68
1337 CC(=O)N1CCN(CCCOc2cc3nenc(Ncdcee(F)e(Cl)ed)c3cc2NC(=0)c2ee([N+](=0)[O-])ccc2F)CCl 21 7.68
1338 NCclccee(C#Cce2enene2Nce2cec(OCce3ceee(F)e3)c(Cl)e2)nl 21 *
1339 CCCS(=0)(=0O)CCNCclcce(-c2cce3nenc(Nedeee(OCceSccecc(F)eS)e(Cl)cd)c3ce2)ol 21 *
1340 C#Cclcecee(Ne2nene3ec(OCCOC)c4c(c23)OCCO4)cl 21 *
1341 C=C(C)C(=O)Nclcec2c(Ne3cee(F)e(Cl)e3)nenc2cc 1OCCCNICCOCCI 21 *
1342 CCC(=0O)Nclcc2ce(Ne3cecde(cendCeéeceeed)e3)nenc2ec10C 21 *
1343 CCOclec2nenc(Ne3ece(NS(=0)(=0)cdceccecd)ce3)c2cc INC(=0)/C=C/CN1CCCC1 21 *
1344 O=C(/C=C/CN1CCOCC1)N1CCc2c(sc3ncnc(N[C@H](CO)c4cccecd)c23)Cl 21 *
1345 CCC1=C2C(Nc3cccde(cnndCeéececed)c3)=NC=NC2N=CINC(=0)OC[C@@H]1COCCN1 21 *
1346 O=C(Nclccee(Nc2ee(Ne3ceee(C(F)(F)F)e3)nen2)cl1)C1CC1 21 *
1347 CN(C)CCCnlcec2ec3c(Nedecee(Br)cd)nene3ec21 21 *
1348 COclcc(OC2CCN(C)CC2)c2c(Ne3cece(F)e(Cle3)nenc2el 21 *
1349 CC(C)(C)C(=O)NCCnlcec2nenc(Ne3ceee(OcdecceSsnecd5)e(Cl)e3)c21.CS(=0)(=0)0 21 *
1350 O=CINCc2cccc(Oc3cece(NedneneScen(CCO)edS)ec3Cl)c21 21 *
1351 Ccleee(S(=0)(=0)0)ccl.0=S(=0)(CCNCclcce(- 21.1 *
c2ccc3nenc(Nedeec(OCeSccec(F)eS)e(Cl)ed)c3c2)ol)CC(F)(F)F
1352 CN(C)CCOC(=0O)N1CCc2ncne(Ne3ecec(C(F)(F)F)c3)c2Cl 214 7.67
1353 Nelece(-c2ce3c(Nedeee(OcScece(C(F)(F)F)eS)c(Cl)cd)nenc3s2)ccl 21.4 *
1354 Clelecce(Ne2nene3ec(OCCCN4CCOCC4)cdc(c23)OCCO04)cl 21.95 *
1355 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)c1 C#Celecc(CNCCS(C)(=0)=0)ccl 22 7.66
1356 CC[C@@H](Nclnenc2oc(-c3cee(OC)ec3)ecl2)cleccecl 22 7.66
1357 COclcee(-c2cc3c(NC(CC(N)=0)cdcceccd)nenc3o2)cel 22 7.66
1358 C/C=C/C(=0)Nclecc2c(Ne3ece(F)e(Cl)e3)nenc2cc 10OCCCN1CCOCC1 22 *
1359 CCC1=C2C(Nc3cccde(cnndCeéecec(F)cd)e3)=NC=NC2N=CINC(=0)OC[C@@H]1COCCNI1 22 *
1360 Ccle(NC(=0)OC[C@@H]2COCCN2)en2nenc(Ne3ceccde(cnndCedecee(F)ed)ce3)cl2 22 *
1361 CN(C)CCnlenc2ce3c(Nedceeee(Br)cd4)nenc3cc21 22 *
1362 O=C1Nc2nenc(Ne3cee(F)e(Cl)e3)c2/C1=C/clece(C(=0)NCCN2CCOCC2)[nH]1 22 *
1363 C[C@@H](Oclccee2nenc(Ne3eec(OCc4ceceend)c(Cl)e3)c12)C(=0)N(C)C 22 *
1364 CCclece(Ne2neee(-c3c(- 22 *
cdccec(C(=0)Nce5c(F)ecee5F)cd)ncdcceen34)n2)c(OC)cc IN1CCC(N2CCN(S(C)(=0)=0)CC2)CCl
1365 O=S(=0)(Nc1nccsl)clcec(NC(=S)Nc2cee3nene(Nedcece(Br)c4)c3c2)ecl 22 *
1366 COclec2nenc(Ne3cec(OCe4ecee(F)cd)e(Cl)e3)c2cc10CCCOP(N)(=O)N(CCCl)CCCl 22 *
1367 CCclcecc(NC(=0)CSc2nc3cedececcdec3c(=0)n2-c2ece(S(N)(=0)=0)cc2)cl 22 *
1368 Clclecec(Ne2nence3ec4e(cc23)OC(CCN(N2CCOCC2)N2CCOCC2)CO4)cl 22 *
1369 OCCNCCnlccee2nence(Ne3ece(Ocdecec(C(F)(F)F)ed)ce(Cl)e3)c21 22 *
1370 CCC(=0O)Nclccee(Nc2ee(-c3[nH]c(SC)nc3-c3ccc(F)ec3)een2)cl 22 *
1371 C=CC(=0)Nclcccc(N2C(=0)C(C)N(C)C(=0)c3cnc(Ne4ece(NSCCN(C)CCS)ce4OC)nc32)cl 22.12 7.66
1372 Cclec(Ne2nee3e(n2)N([C@H]2CCN(C(=0)CC(C)C)C2)C(=0)N(c2ccecc2Cl)C3)ecc INICCN(C)CCl 222 7.65
1373 C=C=CC(=O)Nclcc(Nc2ncce(-c3cnndccccc34)n2)c(OC)cc IN(C)CCN(C)C 224 *
1374 C=CC(=0)Cclcc(Nc2nce3ne(Nedeeceed )n(C)e3n2)c(OC)eccIN(C)CCN(C)C 224 *
1375 Cclecce(NC(=0)c2cec(OCCCN3CCCCC3)ec20)cl 224 *




1376 COclcec2nenc(Ne3cee(F)e(Cl)e3)c2¢2¢10CCO2 22.5 *
1377 C=C=CC(=0O)Nclcec(Nc2ncee(C3=CN(C)C4C=CC=CC34)n2)cccIN(C)CCN(C)C 22.8 *
1378 C=C=CC(=0)Nclcec(Nc2ncce(-c3en(C)cdeceec34)n2)ccc IN(C)CCN(C)C 22.8 *
1379 CCOclec2nce(C#N)e(Ne3cec(OCce4ceccod)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 23 7.64
1380 CNC(=0O)NCclccce(C#Cc2enenc2Nce2cec(OCe3ccec(F)e3)e(Cl)e2)nl 23 *
1381 COC[C@@H](Nclnenc2sc(-c3ccece30C)ecl2)cleceecl 23 *
1382 C#Cclccec(Ne2nenc3sc(Br)ce23)cl 23 *
1383 CCOC(=0)C(=CNclcce2nenc(Ne3cece(Ocdecee(C(F)(F)F)ed)e(Cl)e3)c2¢1)C(=0)OCC 23 *
1384 CCOclec2nenc(Ne3cecede(ecnndCedececcd)e3)c2ec INC(=0)/C=C/CN1CCN(C)CC1 23 *
1385 CCOclec2nenc(Ne3cee(OCce4ceccc(F)cd)e(Cl)e3)e2ec INC(=0)/C=C/CN1CCN(C)CC1 23 *
1386 CCC1=C2C(Nc3cec4e(cnn4Cedcecec4)c3)=NC=NC2N=CINC(=0)OCCI1CCNCClI 23 *
1387 Clclecce(Ne2nenc3eccec23)cl 23 *
1388 CCCCNI1C(=0)CS/C1=N/Nclnncc2cececl2 23 *
1389 Nelnence(Ne2cee3c(enn3Cce3ecce(F)e3)c2)c1/C=N/OCclcecccl 23 *
1390 CO/N=C/clc(N)ncnc1Nclcee2e(ecnn2Cc2ccec(Cl)c2)cl 23 *
1391 O=S1CCN(Cc2ccc(-c3ccdc(NeScee(OCebecee(F)chd)ecS)nencden3)o2)CC1 23 *
1392 Neleee(-c2cee(C(=0O)Nce3ceec(Cl)e3)c(O)e2)ecl 23 *
1393 O=C(Nclcce([N+](=0)[O-])cc1Clclece(OCCCN2CCCCC2)eclO 23 *
1394 O=C(CCNclcee(S(=0)(=0)Nc2ncces2)ccl)Nelcee2nene(Ne3ecee(Br)c3)c2el 23.1 *
1395 CCC(=O)N1CC[C@@H](N2C(=O)N(c3cccce3Cl)Ce3enc(Nedece(NSCCN(C)CCS)e(C)ed)ne32)Cl 234 7.63
1396 O=C(COclc(F)c(F)c(F)e(F)c1F)Nclcec2nenc(Ne3ccee(Br)c3)c2el 23.6 7.63
1397 C#Cclccee(Ne2nene3ec(OC(C)C)cde(c23)0CCO4)cl 23.7 *
1398 C=C=CCOclcc2c(Nc3ccc(F)c(Cl)e3)nenc2ecl1O 23.8 *
1399 CS(=0)(=0)CCNCclcce(-c2cce3nenc(Nedecee(F)e(Cl)ed)e3c2)ol 23.99 *
1400 Cclnenc(Ne2cee(OCce3cecc(F)e3)e(Cl)e2)cl/C=C/clcec(CNC(C)C)ecel 24 7.62
1401 COclcce2nenc(Ne3cee(F)e(Cl)e3)c2cc 10CCCN1ICC2(C1)CS(=0)(=0)C2 24 7.62
1402 COclcce(-c2ce3c(N[C@H](C)cdccec(F)cd)nenc3o2)ccl 24 7.62
1403 COclcee(-c2eec3c(N[C@H](C)cdceccc4F)nenc302)cecl 24 7.62
1404 CCOclec2nee(C#N)e(Ne3eec(OCce4ecceed)c(Cl)e3)c2cc INC(=0)/C=C/Cclc[nH]enl 24 7.62
1405 COclec2nec(C#N)e(Ne3eec(OCc4ceccecd)c(Cl)e3)ec2ec INC(=0)/C=C/CN(C)C 24 7.62
1406 CS(=0)(=0)clccec(C(=0)Nc2ec3c(Nedeee(F)e(Cl)cd)nenc3cc20CCCN2CCOCC2)e1F 24 7.62
1407 CS(=0)(=0)CCNCCCCOclcecec2nenc(Ne3ecc4e(cnndCedecec(F)ed)c3)c2cel 24 *
1408 CS(=0)(=0)CCNCclcce(-c2cec3nenc(Nedcec(OCcScece(F)e5)ecd)e3c2)ol 24 *
1409 0O=C(clcc2ec(O)cec2[nH]1)clec2e(Ne3cee(F)e(Cl)e3)nene2sl 24 *
1410 CN(C)CCCNC(=O)Nclec2e(Ne3cec(F)e(Cl)e3)nenc2ec10[C@H]1CCOCI 24 *
1411 CN(C)C/C=C/C(=O)Nclcc2c(Ne3cee(F)e(Cl)e3)nene2sl 24 *
1412 Cclceee(Ne2nenc3eecc(N=NN(C)C)cc23)cl 24 *
1413 CO/N=C/clc(N)ncnc1Nclccee(Br)cl 24 *
1414 CN(C)CCCNN(NCCCN(C)O)C(=O)Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCI 24 *
1415 C=CC(=0)Nclce(C(C)C)ce(-n2¢(=0)ce(C)c3enc(Nedece(NSCCN(C)CCS5)ce4OC)nce32)cl 24 *
1416 CSclnc(-c2cec(F)ec2)e(-c2cene(Ne3cecee3)c2)[nH] 1 24 *
1417 CC#Cclec2nenc(Ne3cee(OCce4cecce(F)ed)e(Cl)e3)c2s1 24 *
1418 Feleec(Ne2nene3cc(OCC4CCCO4)cdc(c23)OCCO4)ccl1Cl 24.1 *




1419 Ncelceceee(-c2ce3c(-c4[nH]c(-c5ceeceS)ncd-cdcee(F)ecd)cene3[nH]2)cl 24.1 *
1420 CCOclee2nee(C#N)e(Ne3ceec(OCc4eccend)c(Cl)e3)c2ec INC(=0)CCN1CCCCC1 24.8 7.61
1421 COclec(NC(=0O)Nc2cceen2)ec(-c2¢[nH]en2)c10C 24.81 *
1422 C=CC(=0)Nclcccc(N2C(=0)C(C(C)C)N(C)C(=0O)c3cnc(Nedcec(NSCCN(C)CCS)ec40C)ne32)cl 24.83 7.61
1423 CCOclce2nenc(NC3=CC(=0)C(OCc4ccec(C)ed)=CC3=0)c2cc INC(=0)/C=C/CN(C)C 24.9 7.60
1424 | Cclec(Ne2nee3e(n2)N([C@HJ2CCN(C(=0)C4CCCCC4)C2)C(=0)N(c2ccecc2Cl)C3)cecc INICCN(C)CCI 24.9 7.60
1425 COclce2nenc(Ne3cee(F)e(Cl)e3)c2cc 10CCCN1CC(0O)C1 25 7.60
1426 COclce2nenc(Ne3cece(Cl)e3F)c2ce 1 CN(C)C1(C(N)=0)CCN(C(C)C)CC1 25 *
1427 0O=S(=0)(CCOCclccec(-c2ccc3nenc(Nedeec(OCeSceee(F)cS)c(Clyed)e3c2)ol)eleceecl 25 *
1428 CS(=0)(=0)CCNCclcce(-c2cce3nene(Nedecc(OCcS5ceececS)c(Br)cd)c3c2)ol 25 *
1429 CN(C)C/C=C/C(=0O)Nclcc2c(Ne3cec(OCc4cecce(F)cd)c(Cl)e3)nenc2enl 25 *
1430 CS(=0)(=0)CCNCclccc(-c2cc3c(Nedeee(OCc5ccceceS)ced)nenc3en2)ol 25 *
1431 COclcc2nenc(Ne3cece(F)e3)e2ec1OC.Cl 25 *
1432 Ccl[nH]c2ncene(Ne3ecee(Br)e3)c2c1C 25 *
1433 O=[N+]([O-])clcc2c(Ne3cece(Br)e3)nenc2ec1Cl 25 *
1434 Brclcecee(Ne2nenc3cce(NN=NCc4ccceed)cec23)cl 25 *
1435 CSCCNCeclcee(-c2cece3nene(Nedecc(OCc5ceee(F)eS)c(Cl)cd)c3c2)ol.Celece(S(=0)(=0)O)ccl 25.1 *
1436 Felecc(NC(=S)Nc2cee3nenc(Nedecee(Br)c4)c3c2)eelCl 253 *
1437 O=C(Nclcee2nenc(Ne3ecee(Br)ce3)c2c1)N1CCOCC1 253 *
1438 C=C=CC(=0O)Nclcec(Nc2ncee(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN(CC)CCN(C)C 25.4 *
1439 C=C=CC(=0)Nclcec(Nc2ncce(-c3en(C)edeceee34)n2)c(OC)cc IN(CC)CCN(C)C 25.4 *
1440 Cclec(Ne2nee3e(n2)N([C@H]2CCN(C(=0)C4CCCC4)C2)C(=0)N(c2ccecc2Cl)C3)cecINTCCN(C)CCl 25.5 7.59
1441 O=CIN[C@H](C(=O)Nc2cc3c(Nc4cece(F)e(Cl)e4)ncne3cc20OCCN2CCCCC2)CO1 25.53 7.59
1442 Nclce(Br)ecclNelnenc2cenecl2 25.7 *
1443 Fclecc(Ne2nene3ce(OCCCN4CCOCC4)cdce(c23)OCCO4)cclCl 25.86 *
1444 C#CCOclcc2e(Ne3ceee(Cl)e3)nenc2ec10C 259 *
1445 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc10CCN1CC(0)C1 26 7.59
1446 CCOclec2nee(C#N)c(Ne3cec(OCce4cecceed)c(Cl)e3)c2ec INC(=0)/C=C/CN1CCC1 26 7.59
1447 C[C@@H](Nclnenc2se(-c3ccee(S(C)(=0)=0)c3)ccl2)clcceccl 26 7.59
1448 CS(=0)(=0)CCOCclccc(-c2cce3nenc(Nedeec(OCcSceee(F)eS)c(Cl)cd)c3c2)ol 26 *
1449 NcelceceeINC(=0)/C=C/clcee(-c2ccc3nenc(Nedeec(OCeScece(F)eS)e(Cl)ed)c3c2)ol 26 *
1450 Ccleee(S(=0)(=0)O)ccl.Feleceec(COc2ecc(Ne3nencdece(-cScce(CN6CCOCCH)o5)ce34)cc2Cl)cl 26 *
1451 C#Cclecec(N2C(=0)Nc3c(C(=0O)Nc4cec(CNSCCCCS5)ecd)sc4nenc2e34)cl 26 *
1452 COCCnlc(=0)oc2cc3ncenc(Ncdcece(F)c(F)ed)c3cec2l 26 *
1453 COclce2nenc(C#Ce3cceec3-c3ccccc3)c2ec10C 26 *
1454 COC[C@@H]1CCCNI1/N=C/clc(N)ncnc1Nclcee2e(enn2Cc2cecec(F)c2)cl 26 *
1455 Clelecee(CNe2[nH]ne3nene(Nedecee(Cl)ed)ce23)el 26 *
1456 Oclccee(-c2[nH]nc3nenc(Nedecee(Cl)ed)c23)cl 26 *
1457 CICCNclece2nenc(Ne3cece(Cl)e3)c2cl 26 *
1458 O[C@H]1CNCCN(Cc2cen3nene(Nc4cecS5c(ecnnSCeSccec(F)eS)c4)c23)Cl 26 *
1459 Br.Oclece(-c2cc3c(NCcedcece(F)ced)nenc3[nH]2)ecl 26 *
1460 NP(=0)(OCCCC(=0)Nclcee2nenc(Ne3ece(OCcdccee(F)cd)c(Cl)e3)e2c1)N(CCCHCCCL 26 *
1461 C=CC(=0)Nclcc(F)cc(-n2¢(=0)cc(C)c3enc(Nedecc(NSCCN(C)CCS5)ec40C)ne32)cl 26 *




1462 NS(=0)(=0)clccc(-n2¢(SCC(=0)Nc3cecce3F)nc3ccdccccedec3c2=0)ccl 26 *
1463 Cclnne(-c2cce3nenc(NedeeeSc(ennSCeSccee(F)eS)cd)c3c2)ol 26 *
1464 C=CC(=0)Nclcc(Nc2n[nH]c3cc(-c4cee(F)ecd)cec23)c(OC)cc IN(C)CCN(C)C 26 *
1465 COclccec(Ne2ee(Ne3ee(OC)ceee30C)nen2)cl 26 *
1466 COC(=O)N1CCc2ncnc(Nc3cec(Ocdccee(C(F)(F)F)cd)c(Cl)e3)c2Cl1 26.2 7.58
1467 O=C(Nclcceenl)Nclee(-c2enene2)eccl OC(F)(F)F 26.56 *
1468 Cclec(Ne2nee3e(n2)N([C@H]2CCN(C(=0)CN(C)C)C2)C(=0)N(c2cccec2Cl)C3)ecc INICCN(C)CCl 26.6 7.58
1469 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C1CC1 26.9 *
1470 S=C(Nclccc2nene(Ne3cecee(Br)ce3)c2e1 )N1CCOCC1 26.9 *
1471 C#Cclccee(Ne2nene3cc(OCCOC(=0)Ceéc(C)n(C(=0)cS5cee(CleeS)eScec(OC)ecd5)c(OCCOC)ec23)cl 27 7.57
1472 |C#Cclcecc(Ne2nence3cc(OCCOC(=0)CC4=C(C)/C(=C/cS5ccc([SH](C)[O-])cc5)c5cec(F)ec54)c(OCCOC(=0)CC 27 7.57
4=C(C)/C(=C/c5cce([SH](C)[O-])ecS)c5cce(F)ec54)cc23)cl
1473 COclcce(-c2ce3c(N[C@H](C)cdece(F)ecd)nenc3o2)ccl 27 7.57
1474 O=C(Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2cc1OCCCN1CCOCCT )cleeceel 27 7.57
1475 CS(=0)(=0)CCNCCCCOclcce2nenc(Ne3cec(OCc4ecce(F)ed)e(Clye3)c2cel 27 *
1476 CS(=0)(=0)CCNCclcce(-c2cce3nene(Nedecc(OCc5ceeecS)ced)c3c2)ol 27 *
1477 CS(=0)(=0)CCN(CC#N)Cclcce(-c2cec3nenc(Nedeee(OCeScece(F)eS)e(Cl)ed)e3ce2)ol 27 *
1478 O=C(NCCO)Nclce2e(Nce3cee(F)e(Cl)e3)nenc2ec 10[C@H]1CCOC1 27 *
1479 COclccceecl-clec2e(N[C@H](C)c3ece(F)ee3)nence2sl 27 *
1480 clcee(-c2ccee(Ne3nencdecSc(cc34)OCCCOS)c2)cecl 27 *
1481 C=CC(=0)Nclccec2nenc(Ne3cec(OCCN(C)C)e(Br)c3)c2cel 27 *
1482 Brclcecee(Ne2nenc3ceceee23)cl 27 *
1483 COclce2nenc(NC3CC3c3cecee3)c2ec1OCCCN(C)C 27 *
1484 clcee2nenec2cel 27 *
1485 Ccl[nH]c2ncene(Ne3ecee(Cl)e3)ce2cl1C 27 *
1486 Cl.clcee(-c2cecc(Ne3nencdee5c(cc34)OCCCOS5)c2)cecl 27 *
1487 C[C@@H](Nclnenc2[nH]e(-c3ccc(F)ee3)ccl12)clece(F)ecl 27 *
1488 O=C(Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2ec1O[C@H]1CCOCT)N(NCO)NCCO 27 *
1489 NP(=0)(OCCCCOclcce2nene(Ne3ecc(OCcdccee(F)ed)c(Cl)e3)c2c1)N(CCCHCCCL 27 *
1490 ClclcceeelOcleee(Ne2nene3cc[nH]e23)cc1Cl 27 *
1491 ClL.Cnlcce2nenc(Ne3ece(Ocdecec(C(F)(F)F)cd)c(Cl)e3)c21 27 *
1492 CCOC(=0)CCCC(=0)Nclce(Ne2ecee(Cl)e2)nenl 27 *
1493 O=C(0)CCCC(=0)Nclcec(Ne2ecee(Cl)e2)nenl 27 *
1494 CCC(=0O)Nclcecc(-c2ec3c(-c4[nH]c(-c5cecee5)nc4-cdcece(F)eed)cene3[nH]2)cl 27.2 *
1495 C#Cclcecee(Ne2nene3ec(OCC4CCCO4)c4ce(c23)OCCO04)cl 273 *
1496 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cccece30C)Ce3enc(Nedecc(NSCCN(C)CCS)e(C)ed)ne32)Cl 27.4 7.56
1497 C=C=CC(=0)Nclcc(Nc2ncce(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN(C)CCN(C)C 27.9 *
1498 C=C=CC(=O)Nclcc(Nc2ncce(-c3en(C)cdeccec34)n2)c(OC)cc IN(C)CCN(C)C 27.9 *
1499 COC[C@@H](Nclnenc2oc(-c3ccece3)ccl2)clececcl 28 7.55
1500 C/C(=C\clc(C)nencINclcec(OCe2cecec(F)e2)e(Cl)e1)C(=O)NCCN1CCOCC1 28 7.55
1501 O=C(Nclcc2c(Ne3ecc(OCcedecece(F)c4)e(Cl)e3)nenc2cc1OCCCN1CCOCCT )elee([N+](=0)[O-])ccclF 28 7.55
1502 CCOC(=O)N1CCN(Cc2cce(- 28 *

c3cccdnenc(NeScec(OCcbecee(F)e6)c(Cl)e5)cdc3)o02)CC1.Celece(S(=0)(=0)O)ccl




1503 O=C(/C=C/CN1CCC(F)(F)C1)Nclcc2c(Nc3cec(F)c(Cl)e3)nenc2s1 28 *
1504 CN(C)C(=0)O[C@H]1CN[C@H](C#Cc2cc3ncenc(Nedeee(OCceS5cecc(F)eS5)e(Cl)ed)c3s2)Cl 28 *
1505 CCC1=C2C(Nc3ccc4e(cnndCeéececed)c3)=NC=NC2N=CINC(=0)OCCN1CCCCC1 28 *
1506 CC(=O)Nclce2nenc(Ne3ceceee(Br)e3)c2ec1[N+](=0)[O-] 28 *
1507 |CC1(O)[C@@H](O[C@@H]20[C@H](C(=0)0)[C@@H](0)[C@H](0)[C@H]20)CC[C@@I2(O)[C@H]ICC| 28 *
[C@1(O)[C@@H]2C(=0)C=C2[C@@H]3C[C@@](C)(C(=0)0)CC[C@]3(C)CC[C@]21C
1508 C=CC(=0O)Nclccee(-n2¢(=0)c(=0)n(C(C)C)c3enc(Nedccc(NSCCC(NO6CCN(C)CCH)CCS)ce4OC)nc32)cl 28 *
1509 C=CC(=O)N1CCC[C@@H]1CSclnc(-c2ccc(F)cc2)c(-c2cenc(Ne3ccece3)c2)[nH] 1 28 *
1510 clenc2cecc(Ne3nencdecc(-c5enn(C6CCNCC6)cS)cc34)cc2cel 28.2 7.55
1511 COCC1COc2cc3ncence(Nedceeee(I)ed)e3cc201 28.2 *
1512 OCCNCCI1COc2cc3nenc(Nedecee(Br)cd)c3cc201 28.2 *
1513 COclce2nenc(Ne3ceec(Br)ce3F)c2cc1OCCCNICCNCCNCC1 28.2 *
1514 S=C(NCclccc(Cl)ecl)Nelece2nenc(Ne3ceee(Br)e3)c2cl 28.3 *
1515 COclcece2nenc(Ne3cee(OCce4ceccc(F)cd)e(Cl)e3)c2cc1OCCCCnleencl[N+](=0)[O-] 28.5 7.55
1516 C=C=CCCCOclcc2c(Nc3ccec(Cl)e3)nenc2eclO 28.5 *
1517 Cclec(Ne2nee3e(n2)N([C@H]2CCN(C(=0)C4CC4)C2)C(=0)N(c2cccec2Cl)C3)eccc INICCN(C)CC1 28.7 7.54
1518 CS(=0)(=0)CCNC(CS(C)(=0)=0)clccc(-c2cce3nene(Nedecc(OCcSccee(F)eS)c(Cl)cd)c3c2)ol 28.7 *
1519 C#Cclce(Ne2nene3cec(OC)c(OCCCCCCC(=0O)NO)ce23)ceclF 28.8 7.54
1520 C#Cclceee(Ne2nence3ec(OC)c(OC)ec23)cl 28.8 *
1521 COC[C@H]10c2cc3nenc(Nce4cecec(Br)c4)e3ec20O[C@@H]1COC 28.89 *
1522 CNI1CCN(CCOC(=0)N2CCc3ncne(Nedecee(C(F)(F)F)c4)c3C2)CCl 28.9 7.54
1523 CCCC(=O)N1CC[C@H](N2C(=0O)N(c3cccec3Cl)Ce3enc(Nedcec(NSCCN(C)CC5)e(C)ed)ne32)Cl 28.9 7.54
1524 C=Cclccc(-c2cc3c(N[C@H](C)cdeccecd)nenc3o2)ccl 29 7.54
1525 Neleee2nence(Ne3cec(F)ce(Cl)e3)e2cel 29 7.54
1526 O=C(Nclecc2e(Ne3eee(F)e(Cl)e3)nenc2cc1OCCCN1CCOCCT )cleece(F)c1F 29 7.54
1527 NelecceeINC(=0)/C=C/clcec(-c2cce3nenc(Nedeec(OCeScece(F)eS)e(Cl)cd)c3c2)cel 29 *
1528 CN(C)CCCC(=0)Nclccce(-c2c(-c3ccece3)oc3nenc(N[C@H](CO)cdceceed)c23)cl 29 *
1529 O=C(/C=C/CN1CCS(=0)(=0)CC1)Nclcc2c(Nc3cce(F)c(Cl)e3)nene2sl 29 *
1530 CCNC(=0O)Nclcee2nene(Ne3ece(Ocdecec(C(F)(F)F)ed)c(Cl)e3)c2el 29 *
1531 CCC1=C2C(Nc3ccc4e(cnn4Cedeececd)c3)=NC=NC2N=CINC(=0)OCCICCCNCI 29 *
1532 Brclcecee(Ne2nenc3cecc4[nH]enc4e23)cl 29 *
1533 CC(=O)Nclce2nenc(Ne3cecec(Br)e3)c2enl 29 *
1534 Clclecee(Ne2[nH]ene3nedce(c2-3)CCCC4)cl 29 *
1535 CN(C)cleec(Ne2[nH]ne3nene(Nedcece(Cl)cd)e23)cecl 29 *
1536 Cclee(C(=0)0)[nH]c1/C=CI1\C(=O)Nc2ncne(Ne3cec(F)c(Cl)e3)e21 29 *
1537 C[C@@H](Nclnenc2[nH]c(-c3cce(Br)ec3)ecl2)clece(F)ecl 29 *
1538 Brclcecee(Ne2nene3cecdnce[nH]c4c23)cl 29 *
1539 CS(=0)(=0)CCNCclcce(-c2ccc3nenc(Nedeee(S(=0)(=0)cS5ccceeS)ced)c3c2)ol 29 *
1540 CC(C)Oclece2nenc(Ne3eee(F)e(Cl)e3)c2c2¢c10CCO2 29.1 *
1541 C=C=CC(=0O)Nclce(Nc2ncee(C3=CN(C)C4C=CC=CC34)n2)c(OC)cc10[C@H]1CCOCI1 29.1 *
1542 C=C=CC(=0)Nclcc(Nc2ncce(-c3en(C)cdeecec34)n2)c(OC)cc 1 O[C@H]1CCOC1 29.1 *
1543 Felece(-c2ne(Ne3ee(Br)ccdee(-cSceee(Cl)eS)oc34)c3ce(Br)cce3n2)ccl 29.3 *
1544 Cclec(Ne2nee3e(n2)N([C@H]2CCN(C(=0)C(C)(C)C)C2)C(=0O)N(c2ccecc2Cl)C3)eccc INICCN(C)CCl 29.4 7.53




1545 C=CC(=0)Nclccce(N2C(=O)N(C)Cc3cne(Nedeec(NSCCCCCS)ec4OC)nc32)cl 29.5 7.53
1546 CC(=0O)Nclc(Br)ceecc1Nelnenc2eencel2 29.51 *
1547 C=C=CC(=0)Nclcec(Nc2ncce(-c3en(C)cdeceec34)n2)c(C)ec IN(C)CCN(C)C 299 *
1548 Cclnenc(Ne2eee(OCc3cccec(F)e3)e(Cle2)c1 C#Celeecc(CN2CCCC2)s1 30 7.52
1549 Ccleee(C(=0)Nc2ecc(CN3CCN(C)CC3)e(C(F)(F)F)c2)ccINC(=0)clenc2[nH]ncc2cl 30 7.52
1550 C#Cclceee(Ne2eene3ec(OCCOC)c(OCCOC)ece23)cl 30 7.52
1551 CCOclece2nee(C#N)e(Ne3cec(OCce4ccceed)c(Cl)e3)c2ec INC(=0)/C=C/CN(C(C)C)C(C)C 30 7.52
1552 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncne(NedeceSc(ennS5CeSccee(F)eS)c4)c3s2)C1)N1CCOCC1 30 7.52
1553 O=C(Nclcc2c(Ne3eee(F)e(Cl)e3)nenc2ecc IOCCCN1CCOCCT )elecee(C(F)(F)F)c1F 30 7.52
1554 Nelece(C#Cc2enene2Ne2eee(OCc3ccec(F)e3)c(Cl)e2)ecl 30 *
1555 COclcc2nenc(Ne3ceec(Cl)e3F)c2cc1CN1CCC[C@H]1C(N)=0 30 *
1556 COclcec2nenc(Ne3ceee(Cl)e3F)c2cc1ICN1CCN(C)CC1C(N)=0 30 *
1557 CNC(=0)[Ca@@H](C)N(C)Cclcc2e(Ne3ecee(Cle3F)nenc2cc10C 30 *
1558 COC[C@@H](C(N)=0O)N(C)Cclcc2e(Ne3ccee(Cl)e3F)nenc2ec10C 30 *
1559 CCC1=C2C(Nc3cec4e(cnn4Cedcecec4)c3)=NC=NC2N=CINC(=0)OCCI1CCCCNI1 30 *
1560 Nelnenc(Ne2ceee3ce(enn3Cce3ccee(F)e3)c2)cl/C=N/N1CCCCC1 30 *
1561 0O=C(OCCCclcccccl)clec(NCe2ec(O)ecc20)cec1O 30 *
1562 COclccc2nence2cl 30 *
1563 COclcce2nenc(Ne3ceeee(Cl)e3)c2ec1OC.Cl 30 *
1564 COclccc(Ne2[nH]ne3nene(Nedecee(Cl)cd)e23)ecl 30 *
1565 COclccee(Ne2nee3cee(-c4e(Cl)ceecdCl)e(=0)n(C)e3n2)cl 30 *
1566 Fclece(Ne2nene3eccee23)eclCl 30 *
1567 0=C(0)COCclccen2nenc(Nce3cecdce(ecnndCedecec(F)cd)c3)cel2 30 *
1568 clec(Ne2eee3[nH]eee3c2)e2sc(-c3ccc(CN4CCOCC4)cc3)ece2nl 30 *
1569 Nelece(-c2ce3c(Nedeeec(N)cd)nenc3o02)cecl 30 *
1570 COclce2nenc(Ne3ceec(Cl)e3F)c2cc1CNC(=0)C1CN(C)CCNIC 30 *
1571 C=CC(=0)Nclcc(Nc2n[nH]c3cc(-c4cenced)cece23)c(OC)ec IN(C)CCN(C)C 30 *
1572 CN(O)[C@@H](CS(C)(=0)=0)clccc(-c2cce3nene(Nedecc(OCc5ceee(F)eS)e(Cl)cd)c3c2)ol 30.4 *
1573 C=C=CC(=0)Nclcc(Nc2ncce(C3=CN(C)C4C=CC=CC34)n2)c(OC)cc1OCCN1CCOCCI1 304 *
1574 Oclccee(-c2nce(-c3cec(F)cce3)e(-c3cenc4[nH]c(-c5ceeceS)ee34)[nH]2)cl 30.4 *
1575 C=C=CC(=0)Nclcec(Nc2ncce(-c3en(C)cdececc34)n2)c(OC)ecc1OCCN1CCOCCI 30.4 *
1576 COclec2e(Ne3ecc(OCe4ecee(F)c4)e(Cl)e3)nenc2ecc1OCCCnleencl [N+](=0)[O-] 30.5 7.52
1577 COclecc(CNC(=0)c2ceccc2NC(=0)c2ccco2)cel 30.5 *
1578 C=C=CC(=0O)Nclce(Nc2ncece(C3=CN(C)C4C=C(C1)C=CC34)n2)c(OC)ccIN(C)CCN(C)C 30.6 *
1579 C=C=CC(=0)Nclcec(Nec2ncce(-c3en(C)cdec(Cl)cee34)n2)c(OC)cc IN(C)CCN(C)C 30.6 *
1580 |C#Cclccec(Ne2nene3ec(OCCOC(=0)CC4=C(C)/C(=C\c5cce([SH](C)[O-])eeS)c5cce(F)ec54)c(OCCOC)ce23)ce 31 7.51
1
1581 CCI1(C)CC(C(=O)Nc2ccee3nene(Ncdecee(Br)cd)c3c2)CC(C)C)N1[O] 31 7.51
1582 CCOclce2nee(C#N)e(Ne3ecc(OCc4eccecdOC)c(Cl)e3)ec2ec INC(=0)/C=C/CN(C)C 31 7.51
1583 CCOclec2nee(C#N)e(Ne3cec(OCc4ceccecd)c(Cl)e3)c2ec INC(=0)/C=C/CN1CCCCC1 31 7.51
1584 COC(=0)CCCC(=0)Nclceec(CH#HCe2enenc2Ne2ece(OCce3ccec(F)e3)c(Cl)e2)cl 31 *
1585 CCNC(=O)Nclcee(C(=0)Nc2cec3nenc(Nedeee(F)e(Cl)ed)c3c2)ccel 31 *
1586 COC[C@H]1CCCN1/N=C/clc(N)ncnc1Nclcee2e(ecnn2Cc2ccec(F)c2)cl 31 *




1587 CCS(=0)(=0)CC(=0O)NCCnlccc2nenc(Ne3cec(Ocdecee(C(F)(F)F)cd)e(Clye3)c21 31 *
1588 Brclcecee(Ne2[nH]enc3ncdceccee4c2-3)cl 31 *
1589 Brclcecee(Ne2nenc3[nH]cdceccee4c23)cl 31 *
1590 0O=S(CCO)CCnlcce2nenc(Ne3ece(Ocdecec(C(F)(F)F)cd)c(Cl)e3)c21 31 *
1591 COclccee(Ne2ec(Oc3cec4[nH]ceedc3)nen2)ccIN1ICCOCCI 31 *
1592 Fclcee(-c2nc(Ne3cee(Br)ccdcee(-c5cec(OC(F)(F)F)eeS)oc34)c3ce(Br)cee3n2)ecl 31.1 *
1593 O=C(Nclccceel C(=O)N/N=C/clcce(O)cclO)cleecol 31.2 *
1594 COclcec(- 31.8 *
c2¢3¢c4cc(OCCCN(C)C)c(OCCCN(C)C)ecdoc(=0)c3n3cccdec(0)c(OC)cc4c23)cc10.0=C(O)C(F)(F)F
1595 Fclcee(Ne2nenc3ceee(-c4enn(CSCCNCCS)c4)ec23)ccl1Cl 31.9 7.50
1596 | C#Cclccee(Ne2nenc3cc(OCCOC(=0)c4cec(C(=0)NceScecoe(c5)C(C)(C)CCCH(C)C)ced)c(OCCOC)ce23)cl 32 7.49
1597 COclece2nee(C#N)e(Ne3eee(Scdnce(-cScecee5)sd)e(Cl)e3)c2ecc INC(=0)/C=C/CN(C)C 32 7.49
1598 Nelncee(C#Cce2enenc2Nce2cec(OCe3cecee(F)e3)e(Cl)e2)nl 32 *
1599 CCN(CC)CCCNC(=0)Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOCI 32 *
1600 CCNC(=0)O[C@H]1CN[C@@H](C#Cc2cc3nenc(Nedcec(OCeSccce(F)eS)e(Cl)cd)c3s2)Cl 32 *
1601 CCNC(=0)O[C@H]1CN[C@H](C#Cc2cc3nenc(Nedeee(OCeScecc(F)cS5)e(Cl)ed)ce3s2)Cl 32 *
1602 CN(C)cleee2nenc(Ne3ceee(Br)e3)e2nl 32 *
1603 NCI1CCN(Cc2cen3nenc(Nedeec(OCceSencenS)e(Cl)e4)c23)CC1 32 *
1604 Fclceee(COc2cec(Ne3nencdnnSceeccSc34)cc2Cl)el 32 *
1605 CC(C)CO/N=C/clc(N)ncnclNclcec2e(cnn2Cc2cecc(F)c2)cl 32 *
1606 CCN(CC)CCCNN(NCCCN(CC)CC)C(=0O)Nclee2e(Ne3eee(F)e(Cl)e3)nenc2ec10[C@H]1CCOC1 32 *
1607 O=C(CN1CCCC1)Nclece2nenc(Ne3cee(Cl)ee3)e2el 32 *
1608 CNICCN(CC(=0O)Nc2cce3nenc(Nedecee(Br)cd)c3c2)CCl 32 *
1609 O=C(Nclccee(Cl)el)ele(O)ee(O)eclO 32 *
1610 C=CC(=0)Nclccc(OC)c(Nc2ee(-c3[nH]c(SC)ne3C)een2)cl 32 *
1611 cleec2e(c1)CCN2clnenc2cc3c(cc12)nen3CCN1CCCC1 32 *
1612 C#Cclccee(Ne2nene3ec(O[C@H]4CCOC4)c(NC(=0)C=C)cc23)cl 322 *
1613 O=C(Nclcce2nenc(Ne3ceee(Cl)e3)c2e1)C1CCC2(CC1)O0C1(02)C2CC3CC(C2)CCIC3 3235 *
1614 C=CCCCCOclcc2c(Nc3cee(F)e(Cl)e3)nenc2ec10C 32.6 *
1615 C#CCCCCCOclcece2e(Ne3ceec(F)c(Cl)e3)nenc2ec10C 32.7 *
1616 Ccleee(C(=0)Nc2ece(CN3CCN(C)CC3)e(C(F)(F)F)c2)cc INC(=0)clenc(NC2CCCC2)ncel 33 7.48
1617 |C#Cclccce(Ne2nence3cc(OCCOC(=0)Cede(C)n(C(=0)cScec(Cl)ec5)cScec(OC)ced5)c(OCCOC(=0)Ceée(C)n(C 33 7.48
(=0)c5cce(Cl)ecS)e5cec(OC)ecdS)ce23)cl
1618 O=C(O[C@H]1CN[C@H](C#Cc2cc3nenc(Nc4ceeeSc(ecnnSCe5cc(F)ece5F)c4)c3s2)C1)N1CCOCCI 33 7.48
1619 OCclecec(C#Cc2enenc2Ne2ece(OCc3cecc(F)e3)c(Cl)e2)ol 33 *
1620 NclceeccINC(=0)clcec(COc2ccc3nene(Nedecee(Br)c4)c3c2)ecl 33 *
1621 COclce2nenc(CHC[C@@](C)(Ce3ccece3)N3CCC(C(=0)0)CC3)c2ec1OC 33 *
1622 Fclecec(Cn2nec3ce(NednennSccc(CNO6CCCNCC6)c45)ccc32)cl 33 *
1623 CC(C)(C)NC(=0O)clccec(Oc2ecc(Ne3nencdcen(CCO)c34)cc2Cl)el 33 *
1624 CO/N=C/c1c(N)ncncINcleec(OCc2cc(F)ce(F)e2)ce(Cl)cl 33 *
1625 Nclcee(-¢2nn(C3CCCC3)c3nenc(N)c23)cc1O 33 *
1626 C[C@@H](Nclnenc2[nH]c(-c3ccece3)ccl2)clece(F)eel 33 *
1627 OCCCCCnlcce2nenc(Ne3cec(Ocdecee(C(F)(F)F)cd)e(Cl)e3)c21 33 *




1628 COclce2nenc(CHCC(C)(Ce3ceccc3)N3CCC(C(=0)O)CC3)c2cc1OC 33 *
1629 COclec(Ne2neee(N(C)e3eccd[nH]eecde3)n2)cc(N2CCOCC2)cl 33 *
1630 C=CC(=0)Nclcc(Nc2n[nH]c3cce(-c4ceccSceeccdS)ec23)c(OC)cc IN(C)CCN(C)C 33 *
1631 CCC(=0O)NCCSclnc(-c2cce(F)ce2)c(-c2eene(Ne3eceee3)c2)[nH] 1 33 *
1632 CCC/C=C/C(=O)Nclcc2c(N3CCCc4cceccd3)nenc2eclOC 33 *
1633 C=CC(=0)Nclcc(Cl)ce(-n2¢(=0)cc(C)c3enc(Nedecc(NSCCN(C)CC5)ec40C)nc32)cl 33.1 *
1634 C=CC(=0O)NCclcccc(-c2cc3c(-c4[nH]c(-c5ceeeeS)ncd-cdecc(F)ecd)cene3[nH]2)cl 33.2 *
1635 | C=CC(=O)Nclcccc(N2C(=0)C(Cc3cec(OC)cc3)N(C)C(=0)c3cene(Nedecc(NSCCN(C)CCS5)cc4OC)nce32)cl 33.95 7.47
1636 COclce2nence(Ne3cee(F)e(Cl)e3)c2cc 1I0CCCN1CC(OC)C1 34 7.47
1637 C#Cclccee(Ne2nence3cc(OCCOC(=0)cdcececcdOC(C)=0)c(OCCOC(=0)cdcceccdOC(C)=0)cc23)cl 34 7.47
1638 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)c1C#HCCCCN1CCOCC1 34 7.47
1639 CCOclce2nee(C#N)e(Ne3ece(NCceéeceeSceceed5)c(Cle3)e2ec INC(=0)/C=C/CN(C)C 34 7.47
1640 CCOclec2nee(C#N)e(Ne3cec(OCce4cecee(F)ed)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 34 7.47
1641 CN(C)CCCCC(=0O)Nclceee(-c2c(-c3cccec3)oc3nenc(N[C@H](CO)cdececcd)c23)cl 34 *
1642 CC(C)NICCN(C/C=C/C(=0O)Nc2cc3c(Nc4cece(F)c(Cl)cd)nene3s2)CCl 34 *
1643 Brelccee(Ne2nenc3cecence23)cl 34 *
1644 OCCnlcce2nenc(Ne3ece(Ocdecec(C(F)(F)F)ed)e(Cl)e3)c21 34 *
1645 NC1CCN(Cc2cen3nenc(Ne4cee(Cl)ee(Cl)e4)c23)CC1 34 *
1646 C=CC(=0)Nclccce(-n2¢(=0)n(C(C)C)c(=0)c3cenc(Nedece(NSCCN(C)CCS5)e(C)cd)ne32)cl 34 *
1647 C#Cclccee(Ne2nenc3cecee(-c4ecc(CNCCS(C)(=0)=0)o04)cc23)cl 34.16 *
1648 O=C(Nclccec(C(F)(F)F)cl)clecec(OCCCN2CCOCC2)ecl1O 34.6 *
1649 CNC(CS(C)(=0)=0O)clccc(-c2cece3nenc(Nedecc(OCc5ccec(F)e5)c(Cl)cd)e3c2)ol 34.8 *
1650 CCCCCCCCCCCCCCCCNC(=0)COclcc(0O)c2e(=0)cc(-c3ccece3)oc2el 35 7.46
1651 CCNICCN(C/C=C/C(=0O)Nc2cc3c(Nedcec(F)c(Cl)cd)nenc3s2)CC1 35 *
1652 CCNC(=O)Nclcce2nence(Ne3ecc(OCcdccec(F)cd)c(Cl)e3)e2cel 35 *
1653 COclcece2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCN(CCO)CCO 35 *
1654 Brclcecee(Ne2nenc3ceence23)cl 35 *
1655 CN(C)CCNclnce2nene(Ne3ecee(Br)ce3)e2nl 35 *
1656 Brelccee(Ne2nenc3scec23)cl 35 *
1657 NCC1CCN(Cc2cen3nenc(NedeecS5c(ennSCeScecc(F)cS)e4)c23)CCl 35 *
1658 NC1CCN(Cc2cen3nenc(NedceeeSc(ennSCeSceec(F)cS)ed)e23)CCl 35 *
1659 CN(CCOclcece2nenc(Ne3ceee(OCcedcecend)c(Cl)e3)e12)C(=0)CO 35 *
1660 Clclceec(Oc2ece(Ne3nencdec[nH]e34)cc2Cl)cl 35 *
1661 CN(cleee2[nH]cec2el)clec(Ne2eec(N3CCOCC3)ec2)nenl 35 *
1662 O=C(Nclccec(C(F)(F)F)cl)clecec(OCCCN2CCCCC2)cclO 352 *
1663 S=C(Nclcce(Br)ecl)Ncleee2nene(Ne3cecee(Br)c3)c2cel 354 *
1664 COclcec2e(Ne3eee(OCc4ccee(F)ed)e(Cl)e3)nenc2cc10CCCCCCnleenc[N+](=0)[O-] 35.5 7.45
1665 COCCI1COc2cc3ncne(Ncdecee(Br)cd)c3ec201 35.5 *
1666 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cccc(F)c3)Ce3enc(Nedcec(NSCCN(C)CC5)e(C)ed)ne32)Cl 35.8 7.45
1667 COclce2nenc(Ne3cec(F)e(Cl)e3)ec2cc10CCCN1CC2(CCO2)C1 36 7.44
1668 OC[C@@H](Nclncnc2sc(Br)ccl2)clcececl 36 *
1669 CCC(=0)Nclec2e(Ne3eee(OCc4ceccecd)ce3)nenc2ec10C 36 *
1670 CCOclec2nenc(Ne3cecde(cendS(=0)(=0)cdceccccd)c3)c2ec INC(=0)/C=C/CN1CCCC1 36 *




1671 O=C(NCCO)C1=Cc2c(ncnc2Nc2ccc(Oc3cceedscec34)c(Cl)c2)NCC1 36 *
1672 CN(CCO)clec2e(Ne3eccde(ecnndCedeccecd)c3)nenc2enl 36 *
1673 NC1CCN(Cc2cen3nenc(Nedeec(OCeScccenS)c(Cl)cd)e23)CCl 36 *
1674 Cnlnce2¢(Oc3cec(Nednenc5cen(CCO)c45)ce3Cl)ecee2l 36 *
1675 COclcec(N2C(=0)CS/C2=N/Nc2nncc3ccecc23)ccl 36 *
1676 C=CC(=0)Nclcccc(NC(=0O)Nc2cene(Ne3eecc(N4CCC(N(CC)CC)CC4)ec30C)n2)cel 36 *
1677 CNI1CCN(N(CCC2COc3ccancnc(NeSceee(Br)eS)c4cc302)N2CCN(C)CC2)CCl 36 *
1678 COCCOclce2nenc(Ne3eec(ChHe([N+](=0)[0O-])c3)c2¢2¢c10CCO2 36.2 *
1679 Cclceece(Ne2nence3ceec(NC(=S)NCc4dccceed)cc23)cl 36.8 *
1680 C=CC(=0)Nclcc(-n2¢(=0)cc(C)c3enc(Nedcec(NSCCN(C)CCS)ecdOC)nc32)cecl C 36.9 *
1681 C=CC(=0)Nclccce(Oc2ce(Ne3cee(OCce4cccc(F)cd)e(Cl)e3)nen2)cl 37 7.43
1682 O=C(/C=C/CN1CCCC1)Nclcc2ec(Ne3cec(OCc4cecce(F)cd)c(Cl)e3)nenc2enl 37 *
1683 CCC1=C2C(Nc3cccde(cnndCeéececed)c3)=NC=NC2N=CINC(=0)OCCC1CCNCC1 37 *
1684 O=[N+]([O-])clcceec(-c2[nH]nc3nene(Nedecee(Cl)ed)c23)cl 37 *
1685 CN(C)CCNN=Nclcce2nene(Ne3ecee(Cl)e3)c2cel 37 *
1686 O=C(CN1CCCCC1)Nclece2nene(Ne3ecee(Br)e3)c2cl 37 *
1687 CN(C)CCN/N=N/clcce2nenc(Ne3ecee(Cl)e3)c2el.[H+] 37 *
1688 COclccee(Ne2ec(NC(=0)CCCC(=0)O)ncn2)cl 37 *
1689 CN(C)C/C=C/C(=O)Nclcecc2nee(C#N)c(Ne3cece(Br)e3)c2cel 37.2 6.82
1690 C=CC(=0)Nclcccc(N2C(=0)C(Cc3cce(Cl)ee3)N(C)C(=0)c3ene(Nedecc(NSCCN(C)CCS)ec40C)nc32)cl 37.37 7.43
1691 CCOclec2nee(C#N)e(Ne3eec(OCce4ceccend)c(Cl)e3)e2ec INC(=0)CCN1CCOCC1 37.5 7.43
1692 CCOclce2nenc(Ne3cec(OCC4CC4)e(Cl)e3)e2ec INC(=0)[C@@H]1COC(=0O)N1 37.81 7.42
1693 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)c 1 C#C/C=N/OCCN1CCOCC1 38 7.42
1694 O=C(/C=C/CN1CC(O)C1)Nclcc2c(Nc3ece(F)e(Cl)e3)nenc2sl 38 *
1695 C[C@@H](Nclncenc2sc(Br)cel2)clceccel 38 *
1696 CCOclce2nenc(Ne3cecde(cendS(=0)(=0)cdcecced)e3)c2ecc INC(=0)/C=C/CN(C)C 38 *
1697 O=C(NCCO)C1=Cc2c(necnc2Nc2ccc(Oc3ceec(C(F)(F)F)e3)e(Cl)c2)NCC1 38 *
1698 COclcc(0)c2e(O)c(-c3ccee(Cl)e3)enc2el 38 *
1699 NC1CCN(Cc2cen3nenc(Nedeec(OCeSceee(F)eS)e(Cl)ed)c23)CCl 38 *
1700 CN(C)CCN=NNCclcce2nenc(Ne3cecee(Br)c3)c2cel 38 *
1701 Cclece2nenc(Ne3cee(Ocdecee(C(F)(F)F)ed)c(Cl)e3)e2n1 CCOCCO 38 *
1702 COclce2nence(Ne3cec(OCc4cecce(F)ed)e(Cl)e3)c2cc10CCCnleencl [N+](=0)[O-] 38.3 7.42
1703 C=C=Cclcccc(Nc2nence3ec(OC)c(OC)cc23)cl 38.7 *
1704 C=CC(=0)Nclccce(Oc2nc(Ne3cece(NACCN(C(C)=0)CC4)cc3OC(F)F)nce2SC)cl 38.8 *
1705 |C=CC(=0O)Nclccee(Oc2ne(Ne3ece(N4CCN(CC(=0)NSCCN(CCOc6no[n+]([O-])c6S(=0)(=0)cbeecect)CCS)C 39 7.41
C4)cc30C)ncc2Cl)el
1706 O=C(Nclcc2e(Ne3ece(OCc4ceccend)c(Cl)e3)nenc2cc IOCCCN1CCOCCT )elee([N+](=0)[O-])ccclF 39 7.41
1707 COclcce2nenc(Ne3ceee(Br)e3)c2cenl 39 *
1708 CN=NNclccc2nenc(Ne3ecee(Br)e3)c2cl 39 *
1709 CCOclce2nenc(Ne3cec(Ocdece(C)ned)e(Cl)e3)c2cc INC(=0)/C(F)=C\CN1CCCCC1 39.2 7.41
1710 CC(C)NC(CS(C)(=0)=O)clcec(-c2cec3nenc(Nedecc(OCeSccec(F)eS)c(Cl)ed)c3c2)ol 39.2 *
1711 COclc(Br)cccelNclnenc2cenecl2 39.81 *
1712 CCCCN(CC#HCC(=0O)Nclcee2nenc(Ne3eee(F)e(Cl)e3)e2e1)CCCC 40 *




1713 OCclccee(C#Cc2enenc2Ne2ceec(OCe3ccce(F)e3)ce(Cl)e2)nl 40 *
1714 COclcec2nenc(Ne3ceec(Cl)e3F)c2ec 1 CN(C)[C@H](C)C(=O)N(C)C 40 *
1715 CCNICCN(Ce2ccc(-c3cc4c(N[C@@H](C)cSceeecS)nenc4[nH]3)ec2)CC1 40 *
1716 O=C(CCI)Nclcc2c(Ne3ece(F)e(Cl)e3)nenc2sl 40 *
1717 CN(CO)C(=0)O[C@@H]1CN[C@@H](C#Cc2cc3nenc(Nedcec(OCcSccee(F)cS5)ce(Cl)cd)e3s2)Cl 40 *
1718 O=C(O[C@@H]1CN[C@@H](C#Cc2cc3ncnc(Ncdcec(OCcS5cece(F)e5)e(Cl)ed)e3s2)C1)NICCOCCI 40 *
1719 CS(=0)(=0)CCNC(=0)O[C@H] I CN[C@H](C#Cc2cc3ncnc(Nedece(OCceSccec(F)e5)e(Cl)ed)e3s2)Cl 40 *
1720 NC(=0)O[C@H]1CN[C@H](C#Cc2cc3nenc(Nedcee(OCceScecc(F)cS)e(Cl)ed)e3s2)Cl 40 *
1721 Nclcee2nenc(Ne3ceee(Br)e3)c2cl 40 *
1722 Clclec2ce(Ne3cecee(Br)c3)nenc2enl 40 *
1723 CN(C)CCnlncc2ce3c(Nc4ceee(Br)ed4)nenc3cc21 40 *
1724 CN(C)CCN(C)clee2nenc(Ne3cecee(Br)c3)c2enl 40 *
1725 Cclcecee(Ne2nenc3ec(N)nce23)cl 40 *
1726 Ncelec2nenc(Ne3ceee([N+](=0)[O-])c3)c2enl 40 *
1727 CC(=0)Nclcce2c(Ne3ccee(Br)e3)nenc2cel 40 *
1728 Brelccee(Ne2nenc3ce2sc2nesc23)cl.CO 40 *
1729 CCcle(NC(=0)OCCn2ccnc2)en2nenc(Ne3cecdc(ecnndCedeccecd)c3)cl2 40 *
1730 CCcle(C(=O)NCCCn2ccenc2)cn2nence(Ne3cccde(ecnndCeédeceecd)c3)cl2 40 *
1731 COclen2nenc(Ne3ceecde(cnndCedecce(F)c4)e3)c2c1CN1ICCC(N)CC1 40 *
1732 COclec2nenc(Oc3cecc(NC(=S)Ncacee(F)e(C(F)(F)F)c4)c3)c2cc10C 40 *
1733 Brelccee(Ne2nenc3ce2sc2nesc23)el 40 *
1734 COclcce2nenc(Ne3cee(C)c(O)c3)c2ec1 OC 40 *
1735 Cclece(Ne2nence3oc(-cdcce(N)eed)ee23)ecl1O 40 *
1736 0=S(=0)(CCO)CCnlcce2nenc(Ne3eee(Ocdeccc(C(F)(F)F)ed)c(Cl)e3)c21 40 *
1737 Cclnc(C)e(C=C2CN(C)CC(=Cc3nc(C)c(C)nc3C)C2=0O)nclC 40 *
1738 CNI1CC(=Cc2ccc(N(C)C)ce2[N+](=0)[O-])C(=N/O)/C(=C/c2ccc(N(C)C)cc2[N+](=0)[O-])C1 40 *
1739 | Cclc2oc3c(C)eec(C(=0)N[C@@H]4C(=O)N[C@H](C(C)C)C(=O)NSCCC[C@H]5C(=O)N(C)CC(=O)N(C)[C 40 *
@@H](C(C)C)C(=0)O[C@@H]4C)c3nc-
2¢(C(=0N[C@@H]2C(=O)N[C@H](C(C)C)C(=0)N3CCC[C@H]3C(=O)N(C)CC(=O)N(O)[C@@H](C(C)C)
C(=0)O[C@@H]2C)c(N)c1=0
1740 Cleleec(-c2ne(Ne3cee(Br)ccdcee(-cSceceeS)oc34)c3ce(Br)cce3n2)ecl 40.4 *
1741 Felcce(-c2ne(Ne3cee(Br)ecdcee(-c5ceec(Cl)e5)[nH]e34)c3cecce3n2)ecl 40.7 *
1742 CN(C)CCN(C)cle(Br)ccec1Nelnenc2eencel2 40.74 *
1743 Nclce(Ne2nenc3cencee23)cccel [N+](=0)[O-] 40.74 *
1744 Cclcecc(Ne2nene3eence23)cIN 40.74 *
1745 COclce2nec(CH#N)e(Ne3cee(Sc4ncendC)e(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 41 7.39
1746 C[C@@H](Nc1nene2sc(-c3cce(S(C)(=0)=0)cce3)ccl2)clceccecl 41 7.39
1747 CS(=0)(=0)CCNC(=0O)Nclcc2c(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOC1 41 *
1748 CN(C)C/C=C/C(=O)Nclcc2ec(Ne3cecde(cnndCeéeeceed)e3)nenc2enl 41 *
1749 CN(C)CCnlcee2ec3ce(Nedecee(Br)c4)nenc3cec21 41 *
1750 Cclee(C)e(/C=C2\C(=0)Nc3ncnc(Ncdcee(F)e(Clycd)c32)[nH]1 41 *
1751 CS(=0)(=0)CCNN(NCS(C)(=0)=0)C(=0)Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2ec IO[C@H] 1 CCOCI 41 *
1752 C=CC(=0)Cclcc(Nc2nce3ne(Nedeeceed)n(C(C)C)e3n2)c(OC)cc IN(C)CCN(C)C 41 *




1753 COclcc(Ne2neee(Ne3ceec4[nH]ece4c3)n2)ce(N2CCOCC2)cl 41 *
1754 |C=CC(=0O)Nclcccc(Oc2ne(Ne3cce(N4CCN(CC(=0)N5SCCC(Ocbno[n+]([O-])c6S(=0)(=0)c6eccec6H)CCS5)CC4A) 42 7.38
cc30C)ncc2Cl)cl
1755 COclce2nec(C#N)e(Ne3ece(Scdncesd)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 42 7.38
1756 Fclceee(COc2ccc(Ne3nence3C#Ce3cc[nH]n3)cc2Cl)cl 42 *
1757 Nelecee(C#Cc2enene2Nce2ece(OCce3ccecc(F)e3)e(Clye2)cl 42 *
1758 clcee(-c2ccec(Ne3nencdeeSc(cec34)OCCOS)ce2)cecl 42 *
1759 O=CI1CS/C(=N/Nc2nncc3ccecc23)NIclcec(Clyecl 42 *
1760 C=C=CC(=0)Nclcc(Nc2ncce(C3=CN(C)C4C=CC=CC34)n2)c(OC)ccIN(C)CCN1CCOCC1 42 *
1761 Brelccee(Ne2nenc3ecde(cc23)OC(CCN(N2CCOCC2)N2CCOCC2)CO4)cl 42 *
1762 C=C=CC(=0)Nclcc(Nc2ncece(-c3en(C)cdecccc34)n2)c(OC)cc IN(C)CCN1CCOCC1 42 *
1763 COclccee(-c2ec3c(N[C@H](C)cdcee(Br)ccd)nenc3[nH]2)ecl 42 *
1764 Ccleec(C(=0)Nc2cec(CN3CCN(C)CC3)e(C(F)(F)F)c2)cc INC(=0)clenc(N)ncl 43 7.37
1765 Ccleee(C(=0)Nc2ece(CN3CCN(C)CC3)e(C(F)(F)F)c2)cc INC(=0)clenc(NC(C)C)ncel 43 7.37
1766 O=C(Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2ec1OCCCNICCOCCT )clee(F)ecc1[N+](=0)[O-] 43 7.37
1767 CS(=0)(=0)CCNCclcce(-c2cce3nene(Nedecc(OCcS5ccee(Br)cS)ced)c3c2)ol 43 *
1768 Cclecc(Ne2nece(N(C)e3ecc4[nH]ecc4e3)n2)ccl S(N)(=0)=0 43 *
1769 C=CC(=0)Nclccce(-c2ce3c(-c4[nH]c(-c5cceeeS)ncd-cdcee(F)ecd)cene3[nH]2)cl 43.2 *
1770 FC(F)(F)clccee(Ne2nene3[nH]cce23)cl 43.57 *
1771 O=C(clcc2cecee2[nH]1)clec2e(Ne3eee(F)ee3)nene2sl 43.7 *
1772 C=CC(=0)Nclccc2nenc(Ne3cee(S(=0)(=0)Ncdnces4d)ce3)c2el 43.7 *
1773 COCCOclce2nenc(Ne3cee(F)e([N+](=0)[O-])c3)c2¢2¢10CCO2 43.8 *
1774 Ccleee(C(=0)Nc2ece(CN3CCN(C)CC3)e(C(F)(F)F)c2)ccINC(=0)clenc(NC2CC2)ncl 44 7.36
1775 C[C@@H](Nclncnc2oc(-c3cec(C#N)ec3)cel2)clcececl 44 7.36
1776 O=C(Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2ecl F)clee([N+](=0)[O-])ceclF 44 7.36
1777 CC(C)N(CCHCC(=O)Nclce2e(Nce3cee(F)e(Clye3)nenc2enl)C(C)C 44 *
1778 CCC1=C2C(Nc3cccac(cnndCe4cecccd)c3)=NC=NC2N=CINC(=0)OCCnlcencl 44 *
1779 COC(=0)C1=Cc2c(ncnc2Nc2cec(Oc3ccccdscec34)c(Cl)c2)NCCI 44 *
1780 Brclccee(Ne2nenc3ccdnescdec23)cl 44 *
1781 Fcleee2nenc(Ne3cece(Br)e3)c2nl 44 *
1782 CCN(CC)CCOclcec(Ne2nee3cee(-c4e(Cl)ecceedCl)e(=0)n(C)e3n2)ccl 44 *
1783 CO/N=C/clc(N)nenc1Nclece2e(cnn2Cc2ccece2)cl 44 *
1784 OCCCclnc(-c2cce(F)ec2)e(-c2eenc3[nH]cec23)[nH] 1 44 *
1785 OCCSCCnlccee2nenc(Ne3cec(Oc4ecce(C(F)(F)F)cd)c(Cl)e3d)c21 44 *
1786 Cnlcc(-c2cce3nenc(NedeeeSncecee5c4)c3c2)enl 44.1 7.36
1787 C=CS(=0)(=0O)Nclcc2c(Nc3cee(OCcdececcd)c(Cl)e3)e(C#N)enc2ec 10CC 45 7.35
1788 CCOclcec2nee(C#N)e(Ne3cec(NCedecceed)c(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 45 7.35
1789 Cclnenc(Ne2ceee(OCce3cecc(F)e3)e(Cl)e2)c1 C#Celeecc(CNCCS(C)(=0)=0)ol 45 7.35
1790 C=CC(=0)Nclccc2nene(Ne3ccc(CN(C)C)e(Br)e3)c2cel 45 *
1791 CN(C)CCNclcee2nenc(Ne3ccee(Br)e3)c2cenl 45 *
1792 OCCNCclcen2nenc(Ne3cecde(cnndCedecec(F)ed)c3)el2 45 *
1793 0O=CI1CS/C(=N/Nc2nncc3cccce23)N1cleceecl 45 *
1794 Br.Oclcce(-c2cc3c¢(NCeéceccec4F)nenc3[nH]|2)ccl 45 *




1795 C=CC(=0)Nclccce(NC(=0O)Nc2cene(Ne3eecc(NACCC(N(C)C)CC4)ec30C)n2)cl 45 *
1796 C=CC(=0O)NCCSclnc(-c2ccc(F)c(C(F)(F)F)c2)c(-c2cene(Ne3eccee3)c2)[nH] 1 45 *
1797 COclcc2nenc(Ne3cec(F)e(Cl)e3)c2cc INC(=0)/C=C/CN1CCCC(F)C1 45.34 *
1798 COclce2nenc(N3CCe4ceccced3)c2cc INC(=0)/C=C/CN1CCCCC1 454 *
1799 O=C(Nclccee(Br)el)clecce(OCCCN2CCCCC2)eclO 45.7 *
1800 CN(C)CCNclc(Br)ececlNelnence2ceencel2 45.71 *
1801 C=CC(=0)N1CCc2c(sc3ncnc(N[C@H](CC)c4ceceed)c23)Cl 46 *
1802 Brelccee(Ne2[nH]ene3ncede(c2-3)CCCC4)cl 46 *
1803 C=CC(=0O)Nclcc(Nc2nce(F)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(OC)cc IN(C)CCN(C)C 46 *
1804 C=CC(=0)Nclccce(Oc2ne(Ne3ecc(NACCN(C(=0)CC)CC4)cc30C(F)F)nce2SC)el 46.4 *
1805 C=CC(=0)Nclcc(-n2¢(=0)cc(C)c3enc(Nedeec(NSCCN(C)CCS)ned)ne32)ce(C(F)(F)F)el 46.8 *
1806 Ccleee(C(=0)Nc2ece(CN3CCN(C)CC3)e(C(F)(F)F)c2)cc INC(=0)clenc(NC2CCCCC2)ncl 47 7.33
1807 CC(C)(C(=O)NCCnlcce2nene(Ne3ece(Ocdecec(C(F)(F)F)ed)c(Cl)e3)c21)S(C)(=0)=0 47 *
1808 CS(=0)(=0)CCNC(=0)C1=Cc2c(ncnc2Nc2ccc(Oc3ccccdscee34)c(Clc2)NCC1 47 *
1809 Nelceee2se3e(Nedecee(C(F)(F)F)cd)nene3c2el 47 *
1810 NCI1CCN(Cc2cen3nenc(NedeeeSc(ennSCeScecenS)c4)c23)CC1 47 *
1811 CCNI1C(=0)CS/C1=N/Nclnncc2eccecl2 47 *
1812 COclcceec1 CO/N=C/c1c(N)nenclNcleec2e(ecnn2Cc2ccec(F)c2)cl 47 *
1813 COclcee(-c2ec3c(N[C@H](C)cdcee([N+](=0)[O-])cc4)nenc3[nH]2)ccl 47 *
1814 COclecce(-c2¢3¢c4cc(OC)c(OCCCNC(=N)N)cc4oc(=0)c3n3cecdec(0)c(OC)cc4c23)cc10.0=C(O)C(F)(F)F 47 *
1815 Nelenc(C#Cc2cce3nene(Nedecc(OCc5ccee(F)eS)c(Cl)cd)e3s2)enl 47 *
1816 C=CC(=0)Nclccce(-n2¢(=0)cnc3enc(Nedeee(Cl)ecd)ne32)cl 47.1 7.33
1817 CS(=0)(=0O)Nclcce(-c2cc3c(Nedeec(OcS5ceee(C(F)(F)F)eS5)e(Clyed)nence3s2)cel 47.1 *
1818 CCOclee2nenc(NC3=CC(=0)C(OCc4cces4)=CC3=0)c2cc INC(=0)/C=C/CN(C)C 47.5 7.32
1819 CC(=0O)Nclcce(-c2ce3c(Nedeec(OcSceee(C(F)(F)F)c5)e(Cl)ed)nenc3s2)ccl 47.7 *
1820 COclccece(-c2¢3cdcec(0)c(OCCEN(C)C)ecdoc(=0)c3n3cccdec(0)c(0OC)ccdc23)cc10.0=C(O)C(F)(F)F 47.8 *
1821 N#CCC(=O)Nclceee(Oc2ec(Ne3eee(OCc4cccec(F)cd)c(Cl)e3)nen2)cl 48 7.32
1822 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc1OCCCN1CC2(CSC2)Cl 48 7.32
1823 CCCCCCCCCCCCCCCCOC(=0)COclec(0)c2e(=0)ce(-c3ccece3)oc2el 48 7.32
1824 OCclcee(-c2cc3c(NCe4cececced)nenc3s2)ecl 48 7.32
1825 CN(C)CC(=0)Nclecce(-c2c(-c3cecee3)oc3nenc(N[C@H](CO)cdecceed)c23)cl 48 *
1826 CN[C@@H]1C[C@H]20[C@@](C)([C@@H]10C)nlc3cecce3c3cdc(cS5coeececon2e5c31)C(=0)NC4 48 *
1827 CLO=[N+]([O-])clecc2e(cl)sclc(Ne3ccce(Br)e3)nencl2 48 *
1828 OCCNCICCN(Cc2cen3nenc(NedceeeSc(ennSCeScecec(F)eS)ed)e23)CCl 48 *
1829 Fclccee(COc2ccc(Ne3nenndecc(CNSCCCNCCS5)c34)cc2Cl)el 48 *
1830 CO/N=C/c1c(N)ncnclNclceee2[nH]c(Ce3cece(F)e3)nc2cel 48 *
1831 C=CC(=0)Nclcc(Ne2n[nH]c3ce(-c4ccee(N(C)C)ed)eee23)c(OC)ec IN(C)CCN(C)C 48 *
1832 CCOC(=0O)clece(Ne2ec(NC(=0)CCCC(=0)O)nen2)ccl 48 *
1833 COclcc(NC(=0)Nc2cceen2)ee(-c2ccenc2)c10C 48.81 *
1834 S=C(Nclcce2nenc(Ne3ecee(Br)e3)c2el)Nelece(Cl)ecl1Cl 48.9 *
1835 NclceeceINC(=0)/C=C/clcccc(-c2ecc3nenc(Nedece(OCe5ccec(F)eS)c(Cl)ed)c3c2)cl 49 *
1836 COclce2nenc(Ne3ceec(F)e(Cl)e3)e2cc10CCCN(C)C 49 *
1837 COclcce(/N=C/c2c(N)ncnc2Nc2cee3c(cnn3Cce3ccec(F)c3)c2)ecl 49 *




1838 C=CC(=0)Nclcccc(NC(=O)Nc2cenc(Ne3cec(N(C)CCN(C)C)ee30C)n2)cl 49 *
1839 OCCOCCnlcce2nene(Ne3ece(Ocdecec(OC(F)(F)F)cd)c(Cl)e3)e21 49 *
1840 Ccelecc(NC(/C=C/c2cccec2)n2c(-c3ce(CCnée(-c5ceeceS)ncSceece5c4=0)cec3Cl)ne3cccee32)cecl 49 *
1841 CNI1CCN(c2cee(Ne3ncee(Nedeee5[nH]cee5¢4)n3)cc2)CCl 49 *
1842 Oclcce(-c2ne(-c3cce(F)ee3)e(-c3cenc4[nH]c(-cSceceeS)ce34)[nH]2)ccl 49.2 *
1843 O=C10C[C@H]20C(=0)c3cc(0)c(0)c(0)c3-c3¢(0)c(0)c(0)c4c3C(=0)O[C@H]([C@H]30C(=0)c5c- 49.9 *
4¢(0)c(0)c(0O)cS[C@H]30)[C@@H]20C(=0)c2cc(0)c(0)c(0)c2-c2c1ec(0)c(0)c20
1844 Clclcec(C2=NN(c3cceee3)C(c3cecdcccec4c3)C2)eclCl 50 7.30
1845 CN(C)CCOclce2nenc(Ne3cee(F)c(Cl)e3)c2ecc INC(=0)clcc([N+](=0)[O-])ccclF 50 7.30
1846 CS(=0)(=0)CCC(=0)Nclccce(CH#HCc2cenenc2Nc2ecc(OCc3ccee(F)e3)c(Cl)e2)el 50 *
1847 CNC(=O)[C@H]1CCCNI1Cclec2e(Ne3ecee(Cl)e3F)nenc2ec10C 50 *
1848 COclcec2nenc(Ne3ceee(Cl)e3F)c2cc1ICN1CCOCCIC(N)=0 50 *
1849 COclec2nenc(Ne3ceec(Cl)e3F)c2cc1CN1CC(C(N)=0)C1 50 *
1850 COclce2nenc(Ne3cecc(Cl)e3F)c2ec 1 CN(C)[C@@H](CN(C)C)C(N)=0 50 *
1851 0=S(=0)(CCCCNCclcce(-c2ccc3nenc(Nedeee(OCeSceceeS)e(Clyed)c3c2)ol)cleceecd 50 *
1852 CNC(=0)O[C@H]1CN[C@H](C#Cc2cc3nenc(Ncdcee(OCeScecc(F)cS5)e(Cl)ed)ce3s2)Cl 50 *
1853 O=C(O[C@H]1CN[C@@H](C#Cc2cc3ncne(Nedecc(OCc5ccec(F)eS)c(Cl)c4)e3s2)C1)N1CCOCCL 50 *
1854 CCN(C)C(=0)O[C@H]1CN[C@H](C#Cc2cc3ncene(Nedecc(OCc5ccee(F)eS)c(Cl)cd)e3s2)Cl 50 *
1855 CCNC(=0)O[C@@H]1CN[C@@H](C#Cc2cc3nenc(Nedeec(OCeSccee(F)eS)c(Cl)c4)c3s2)Cl 50 *
1856 CCS(=0)(=O)N[C@H]1CN[C@H](C#Cc2cc3ncnc(Ncdcee(OCcScecc(F)cS)e(Cl)ed)e3s2)Cl 50 *
1857 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncne(Nedecc(OCc5cceenS)e(Cl)ed)c3s2)C1)NICCOCCI 50 *
1858 O=C(NOCclccceel)clec(NCe2ee(O)cec20)eeclO 50 *
1859 Cl.Clclecce(Ne2nenc3ceceec23)cl 50 *
1860 COclce2nenc(Ne3cecee3)e2ec10C.Cl 50 *
1861 CCOC(=0O)clcen2nene(Ne3eccd[nH]ncede3)c2c1CC 50 *
1862 CC1(N)CCN(Cc2cen3nenc(Nedeee5c(ennSCeScece(F)e5)ce4)c23)CCl 50 *
1863 N[C@H]1CCN(Cc2cen3nene(Nedece5c(ennSCeScece(F)eS)e4)c23)Cl 50 *
1864 Clclec(Ne2nenc3nndcceccdc23)ccc1OCeleececl 50 *
1865 COclec2nenc(Oc3cecc(NC(=S)Ncdeee(Br)e(C(F)(F)F)c4)c3)c2cc10C 50 *
1866 COclcc(Ne2nene3ee(OC)c(OC)ce23)cec] Br 50 *
1867 Neleece(-c2ce3c(Nedee(Cl)ee(Cl)ed)nenc3o2)cl 50 *
1868 CC(C)(O)C(=O)NCCnlcee2nene(Ne3cee(Ocdecce(C(F)(F)F)c4)c(Cl)e3)c21 50 *
1869 Cl.Cnlcce2nence(Ne3cec(Oc4ecce(OC(F)(F)F)cd)e(Cl)e3)e2l 50 *
1870 COclec2nenc(Ne3cece(Cl)e3F)c2cc1CNC(=0)C1COCCNIC 50 *
1871 COclce2nenc(Ne3cece(Cl)e3F)e2cc ICNC(=0)C1CN(C)Cl1 50 *
1872 CCOC(OCC)clece(C=C2CN(C)CC(=C\c3cec(C(OCC)OCC)ee3)/C2=N\O)ccl 50 *
1873 Fclcece(Ne2nene3cec(CHCCN4CCOCC4)cc23)ceclCl 50.3 *
1874 C=CC(=0)Nclcc(Nec2neec(NC(=0)c3ceec(OC)ce3)n2)c(OC)ccIN1CCC(C(N)=0)CC1 50.5 *
1875 C=CC(=0)Nclcc2c(Ne3ecc(OCc4ceccend)c(Cl)e3)e(C#N)enc2ec 10CC 50.7 7.29
1876 O=C(Nclcc2c(Ne3ece(F)e(Cl)e3)nenc2cc 10CCCN1CCOCCT )elecee([N+](=0)[O-])cl 50.9 7.29
1877 |C=CC(=0)Nclccecc(Oc2ne(Ne3ece(N4CCN(CC(=0O)NCCOc5no[n+]([O-])c5S(=0)(=0)c5cecce5)CC4)cc30C)n 51 7.29
cc2Cl)cl
1878 CCOclec2nee(C#N)e(Ne3eec(OCc4ecc(Cl)eed)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 51 7.29




1879 COclcee2nenc(Ne3cee(Cl)eec3F)c2cc10CCCN1CCOCC1 51 *
1880 Brclecee(Ne2nenc3encecee23)cl 51 *
1881 O=C1CS/C(=N/Nc2nncc3cccec23)N1 51 *
1882 COclcc2e(Ne3cee(NC(=0O)Ncdeee(C)e(C)ed)c(Cl)e3)nenc2cc I0CCCN1CCOCC1 51 *
1883 N#CclceeeclOcleee(Ne2nene3cee[nH]ce23)cc1Cl 51 *
1884 COclcee(-n2¢(-c3cccee3)c(-c3ccece3)c3ecde(ce3c2=0)C(c2ccccc2)NC(=0)N4)cel 51 *
1885 COclce2nenc(Ne3cee(OCc4cecce(F)cd)ce(Cl)e3)ec2cc10CCCCCnleencl [N+](=0)[O-] 51.2 7.29
1886 | C=CC(=O)Nclcccc(Oc2ne(Ne3cecc(N4CCN(CC(=0O)OCCHCCOCcSno[n+]([O-])c5S(=0)(=0)cScecce5)CC4)cc3 52 7.28
OC)ncc2Cl)cl
1887 COclce2nenc(Ne3cee(F)e(Cl)e3)e2cc10CCN1CC2(CSC2)Cl 52 7.28
1888 Nelnence(Ne2cee3ce(enn3Cce3ccee(F)e3)c2)c1/C=N/NCC(F)(F)F 52 *
1889 CNclcee2c(Ne3ceee(Br)c3)nenc2nl 52 *
1890 CCCCNC(=S)NNclnncc2ceceel2 52 *
1891 Br.Oclcce(-c2ce3c(NCe4cecc(F)cd)nenc3[nH]2)cecl 52 *
1892 OCCC1COc2cc3nene(Nedecee(Cl)cd)e3ec201 52 *
1893 Brelcecec(Ne2nene3cc4e(cc23)OC(CCN(N2CCCCC2)N2CCCCC2)CO4)cl 52 *
1894 Feleee(-c2ne(Ne3cee(Br)cedee(-cScec(F)eeS)oc34)c3ce(Br)cce3n2)ccl 52.2 *
1895 Felceee(-c2ne(Ne3cee(Br)ccdee(-cScec(F)eeS)[nH]c34)c3ceece3n2)ecl 52.5 *
1896 CCCNICC[C@H](N2C(=0O)N(c3ccece3Cl)Ce3enc(Nedeec(NSCCN(C)CCS)e(C)e4)ne32)Cl 52.8 7.28
1897 O=C(Nclecc2e(Ne3eec(F)e(F)e3)nenc2cc1OCCCN1CCOCCT el ee([N+](=0)[O-])ceclF 53 7.28
1898 Fclecc(Ne2nene3sc(Br)ec23)cecl1Cl 53 *
1899 CCOC(=0)CCCnle(=0)oc2ce3nenc(Nedcee(OCeScec(Cl)eeS)e(Cl)cd)e3ec2 1 53 *
1900 CCOclcc2nee(C#N)e(Ne3ceec(OCc4ceccecd)c(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 53 *
1901 CC(C)S(=0)(=0)CC(=0)NCCnlcce2nenc(Ne3cee(Ocdecee(C(F)(F)F)cd)c(Cl)e3)e21 53 *
1902 Nclcee2nenc(Ne3ceee(Br)ce3)ce2nl 53 *
1903 0O=C(0)Cnlncc2cc3c(Nedecee(Br)cd)nenc3ec2l 53 *
1904 Nclcee2nene(Ne3ccee(Br)e3)c2ec [N+](=0)[O-] 53 *
1905 COclcce(NC(=S)NNc2nnec3cceee23)ccl 53 *
1906 COclee(Ne2e(C#N)ene3cc(OCCCN4CCN(C)CC4)ce(OC)ce23)e(Cl)eclCl 53 *
1907 0O=C(0)CCCC(=0O)Nclcc(N2CCOCC2)nenl 53 *
1908 O=C1COc2cc3ncnc(Ncdcee(F)e(Cl)cd)c3cc2N1CCCN1CCOCC1 53.1 *
1909 C=CC(=0)Nclcec2nenc(Ne3cee(S(=0)(=O)NC(=N)N)ce3)c2cl 533 *
1910 C=CC(=0)Nclcecc2nenc(Ne3cec(OC)ec30C)c2cel 53.6 *
1911 Fclceec(COc2cecc(Ne3nenedse(-c5cec(CNCcebeccec6)o5)ce34)cc2Cl)el 54 *
1912 0=C(0)clcec(S(=0)(=0)Oc2ccc(/C=C/[N+](=0)[O-])cc2)cc10 54 *
1913 COclcee(NC(=0)/C=C/CN(C)C)cc1NclIncce(Ne2eec3ececec3ce2)nl 54 *
1914 C=CC(=0)Nclcc(Nc2nee(I)c(Ne3ceeee3P(C)(C)=0)n2)c(OC)ccIN(C)CCN(C)C 54 *
1915 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)e 1 C#Celecce(CN(C)C)el 55 7.26
1916 COclcccecl-clec2e(N[C@H](C)c3cees3)nene2s] 55 *
1917 Brclcecee(Ne2nene3cc4c(cc23)OCCOCCO4)cl 55 *
1918 COclccc2nenc(Ne3eceee3)c2cl 55 *
1919 Cclece(Ne2neee(N(C)e3eccd4[nH]ec(C)ede3)n2)eccl1 S(N)(=0)=0 55 *
1920 NCCCSclne(-c2cce(F)ee2)c(-c2cenc(Ne3ceeee3)c2)[nH]1 55 *




1921 S=C(Nclenee(Cl)cl)Nclcee2nenc(Ne3cecee(Cl)e3)c2cel 55.5 *
1922 CC[C@H](O)[C@@H](NC(=0)OC(C)(C)C)C(=0O)Nclcec2nenc(Ne3eee(F)e(Cl)e3)c2cel 55.5 *
1923 COclec2nenc(Ne3cee(F)ce(Cl)e3)c2cc10CCCN1CC2(COC2)Cl 56 7.25
1924 C[C@@H](Nclnenc2oc(-c3cec(Br)ee3)ccl2)clececcl 56 7.25
1925 CC(C)(C)S(=0)(=0)CC(=O)NCCnlcce2nenc(Ne3cee(Ocdccee(C(F)(F)F)cd)e(Cl)e3)ce21 56 *
1926 COclce2nenc(NCce3ceccee3)c2cec1O 56 *
1927 Fclceee(Ne2nenc3eccee23)cl 56 *
1928 O=C(N/N=C/clccc(O)ccl)Nelec2e(Ne3eee(F)e(Cl)e3)nenc2ec1O[C@H]1CCOCI 56 *
1929 COclcee(Ne2neee(Ne3eec4[nH]cec4ce3)n2)ccIN1ICCOCCI 56 *
1930 CS(=0)(=0)clccc(F)c(C(=0)Nc2ce3c(Nedeee(F)e(Cl)cd)nene3cc20OCCCN2CCOCC2)cl 57 7.24
1931 O=C(/C=C/CN1CCCC1)Nclcc2c(Nc3cccde(cnndCeéecceed)c3)nenc2enl 57 *
1932 CCN(CC)CCCOclce2e(Ne3cee(F)e(Clye3)nenc2ec1OC 57 *
1933 O=C(C#CCNI1CCCCCI1)Nclcee2nene(Ne3ecee(Br)ce3)c2cel 57 *
1934 COclce(N2CCC(N3CCN(S(C)(=0)=0)CC3)CC2)cecINelncee(-c2¢(- 57 *
c3ccee(C(=0)Nc4c(F)ceccdF)e3)ne3cecen23)nl
1935 CO/N=C/clc(N)ncnc1Nclcee2e(c1)CCN2Ccelecce(F)cl 57 *
1936 C=CC(=0)Nclcc(Br)cc(-n2¢(=0)cc(C)c3enc(Nedcce(NSCCN(C)CCS5)ec4OC)ne32)cl 57 *
1937 COclce(O)e(C(=0)Nc2ceece(Cl)e2)eelO 57 *
1938 C=CC(=0)Nclccc(OC)c(Nc2ee(-c3[nH]c(SC)ne3C(C)(C)C)cen2)cl 57 *
1939 C#Cclccee(Ne2nene3cc(OC4CCOCC4H)c4c(c23)OCCO04)cl 57.8 *
1940 COclccceclCelnc2ece(-c3nn([C@H]4CC[C@H](CSCCN(C)CCS)CC4)cdnenc(N)c34)cc2[nH]1 58 *
1941 COCCCNICCC([C@H]2CC[C@H](n3nc(-c4cecSne(Cebeecec6Cl)[nH]c5¢4)c4c(N)nenc43)CC2)CC1 58 *
1942 CC(=O)NICCC[C@@H]1C#Cclcc2nene(Ne3ecc(OCcdccee(F)ed)ce(Cl)e3)e2sl 58 *
1943 COclcec2c(NCe3ccecece3)nenc2el 58 *
1944 clecc(Ne2ne[nH]e3nne(Nedeceeed)c2-3)cel 58 *
1945 CLO=[N+]([O-])clcec2sc3c(Nedeccced)nenc3c2cel 58 *
1946 Clclecec(Ne2nence3ec4e(cc23)OC(CCN(N2CCCCC2)N2CCCCC2)CO4)cl 58 *
1947 Fcleee(Ne2nene3ec(OC4CCOCC4)cdce(c23)OCCO4)cclCl 58.8 *
1948 |C=CC(=0O)Nclccec(Oc2nc(Ne3cee(N4CCN(CC(=0)NCCCOcSno[n+]([O-])c5S(=0)(=0)cScecece5)CC4)cc30C 59 7.23
Jncc2Cl)cl
1949 |C=CC(=0O)Nclccce(Oc2nc(Ne3cece(NACCN(CC(=0)OCCOcSno[n+]([O-])c5S(=0)(=0)cS5cecce5)CC4)ce30C)n 59 7.23
cc2Cl)cl
1950 C[C@@H](Nc1nene2sc(-c3cce(C=0)cc3F)ccl2)cleccecd 59 7.23
1951 COclcec2nenc(Ne3cec(OCce4eccend)e(C)e3)c2ec1OC 59 *
1952 COCOCC#CC(=O)Nclcce2nenc(Ne3cceee(Br)c3)ce2cel 59 *
1953 COclcec(Ne2nee3nec(=0)n(-c4ccc(NC(=0)/C=C/CN(C)C)cc4)c3n2)ccl 59.1 7.23
1954 O=C10C[C@H]20C(=0)c3cc(0)c(0)c(0)c3-c3¢(0)c(0)c(0)cdc3C(=0)O[C@H]([C@H]30C(=O)c5c- 59.2 *
4¢(0)c(0)c(O)cS[C@@H]3[C@]3(0)OC[C@@H](0O)[C@H](0)[C@H]30)[C@@H]20C(=0)c2cc(0)c(0)c(O
)c2-c2clcc(0)c(0)c20
1955 O=C(Nclcceeel C(=O)N/N=C/clccccel)cleccol 59.3 *
1956 CS(=0)(=O)N1CCN(Cc2ccc(- 59.9 *
c3cecdnene(NeScee(OCcbecce(F)e6)c(Cl)e5)c4c3)02)CC1.Celece(S(=0)(=0)O)ccl
1957 Cclcee(C2=NN(c3cceee3)C(c3cccdeccecdc3)C2)ecl 60 7.22




1958 Cclecc(C2=NN(c3nc(-c4cce(Cl)ced)es3)C(c3cee(F)ee3)C2)eelC 60 7.22
1959 CC(=0)NCclccce(C#Cc2enenc2Nc2cee(OCe3cccc(F)e3)e(Cl)e2)cl 60 *
1960 CCOclec2nenc(Ne3cec(OCce4cecce(F)cd)e(Cl)e3)c2eccINC(=0)/C=C/CN1CCCCl1 60 *
1961 CCOC(=O)N[C@H]1CN[C@H](C#Cc2cc3ncnc(Nedeee(OCcS5cecc(F)eS)c(Cl)cd)e3s2)Cl 60 *
1962 O=C(Nclcce2nene(Nc3ecee(Br)e3)c2cl1)C1CCSS1 60 *
1963 CCOC(=0)clcn2nenc(Ne3cecec(Br)c3)c2c1CC 60 *
1964 N[C@@H]1CCN(Cc2ccn3nenc(NedeeeSc(enn5CeS5cece(F)e5)e4)c23)Cl 60 *
1965 NS(=0)(=O)clcce(-n2¢(SCC(=O)Nc3cee([N+](=0)[O-])cc3[N+](=0)[O-])nc3ccdceccecdec3c2=0)ccl 60 *
1966 Nelecee(-e2ne3c(Nedecee(Cl)cd)nenc3o02)cl 60 *
1967 COclce(Br)e(C=C2CN(C)CC(=Cc3nc(C)c(C)nc3C)C2=0)cc10C 60 *
1968 Fclec(F)ec(NC(=S)Nc2cec3nenc(Nedecee(Cl)cd)c3c2)cl 60.1 *
1969 C=CC(=0)Oclccc(-n2¢(=0)cnc3enc(Nedcec(OC)ccd)nc32)ccl 60.4 7.22
1970 FC(F)(F)clccec(NC(=S)Nc2cee3nenc(Nedeeee(Br)cd)c3c2)cl 60.7 *
1971 Nelee(Ne2ecee(Oc3ce(Nedeee(OCeScecc(F)eS5)e(Cl)ed)nen3)c2)nenl 61 7.21
1972 O=cloc2cc3ncenc(Nedeec(OCc5cce(Cl)eeS)c(Cl)cd)e3ce2nl CCCN1CCOCCI 61 *
1973 NC(=0O)Nclece2nene(Ne3cec(Cl)ee3)c2cel 61 *
1974 CCC(=0)Nclec2e(Ne3eccde(ececn4Ceéeceend)e3)nenc2ec1OC 61 *
1975 COCCN(CCOC)CCOc1cc2e(Ne3ece(F)e(Che3)nenc2ec1OC 61 *
1976 Feleece(Cn2nec3cec(NednennScec(COC[C@@H]6CNCCO6)c45)cee32)cl 61 *
1977 Fclceeec1Oclece(Ne2nene3cce[nH]e23)cc1Cl 61 *
1978 CS(=0)(=0)0.0=C(CCO)NCCnlccc2nenc(Ne3cec(Ocdcecee(C(F)(F)F)cd)e(Cl)e3)c21 61 *
1979 FC(F)(F)Oclccc(-c2ce3ce(Br)ec(Nedne(-cScee(Cl)eeS)ncScee(Br)ced5)c302)ccl 61.5 *
1980 O=C10C[C@H]20C(=0)c3cc(0)c(0)c(0)c3-c3¢(0)c(0)c(0)cdc3C(=0)O[C@H]([C@H]30C(=0)c5c- 61.8 *
4c(0)c(0)c(O)e5S[C@@H]30)[C@@H]20C(=0)c2cc(0)c(0)c(0)c2-c2clec(0)c(0)c20
1981 O=C(Nclcce2nenc(Ne3ceee(Br)e3)c2el)elece([N+](=0)[O-])ccl 61.8 *
1982 COCCN(C)C/C=C/C(=0O)Nclccc2nenc(Ne3cecee(Br)c3)c2cl 62 *
1983 CCCN(CC#CC(=O)Nclcec2nenc(Ne3cceee(Br)e3)c2e1)CCC 62 *
1984 Br.C[C@@H](Nclnenc2[nH]c(-c3cce(O)ec3)ecl2)clece(Br)ccl 62 *
1985 Brelecee(Ne2nenc3ecde(cc23)OC(CCN(N2CCCC2)N2CCCC2)CO4)cel 62 *
1986 COclcece(NC(c2eccee2)n2c(-c3cc(CCndce(-cSceeecS)ncScccee5c4=0)cec3Cl)ne3ceccee32)cecl 62 *
1987 Ncelceeceel C#Celenenc1Nelcee(OCce2cecece(F)e2)e(Cl)el 63 *
1988 CCN(CO)C(=0)O[C@H]1CN[C@H](C#Cc2cc3ncenc(Nedece(OCce5cecc(F)e5)c(Cl)ed)e3s2)Cl 63 *
1989 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncnc(Nedecc(OCeSccec(F)eS5)c(Cl)ed)c3s2)C1)N1CCNCC1 63 *
1990 CCC(=0)O[C@H]1CN[C@H](C#Cc2cc3nenc(Nedcec(OCcS5cece(F)e5)e(Cl)cd)e3s2)Cl 63 *
1991 CNCI1CCN(Cc2cen3nenc(NedeeeSc(ennSCceSceec(F)ceS)ce4)e23)CCI 63 *
1992 C[C@@H](Nclnenc2[nH]c(-c3cce(Br)ec3)ecl2)clcececl 63 *
1993 Iclccee(Ne2nene3cecdce(cc23)OCCO04)cl 63 *
1994 0O=C1COc2cc3ncnc(Ncdecee(Cl)ed)c3cc2N1CCCN1CCOCCI 63.1 *
1995 Brclcecee(Ne2nene3cc4c(cc23)OC(CN2CCOCC2)CO4)cl 63.1 *
1996 clcee(Ce2cecc(Ne3nenc4[nH]ccc34)ce2)cecl 63.29 *
1997 COclcc2nenc(Ne3cec(F)e(Cl)e3)e2ec10CCO 63.4 *
1998 Oclccec(Ne2nenc3cce(NC(=S)NCc4ceceed)ec23)cl 63.6 *
1999 O=C(Nclccee(Cl)el)eleec(OCCCN2CCCCC2)eclO 63.9 *




2000 CCOclec2nee(C#N)c(Ne3cec(OCce4cecc(F)ced)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 64 7.19
2001 COC(=0)Cnlcc(-c2ccec(Cl)e2)e(=0)c2c(0)cc(OC)cc21 64 *
2002 S=C(NNclnncc2cccccl12)Neleee(Cl)ecl 64 *
2003 NCCCOCclcen2nenc(Ne3cececde(ecnndCedeccc(F)cd)ce3)cl2 64 *
2004 Brelccee(Ne2nene3ccc(NN=NCCN4CCOCC4)cc23)cl 64 *
2005 COclcc(0)e(C(=O)Nc2ceee(Cl)e2)ec10C 64 *
2006 CNICCN(N(CCC2COc3cc4nenc(NeSceee(Cl)eS)cdec302)N2CCN(C)CC2)CCl 64 *
2007 C[C@H](N)C#Cclcc2nene(Ne3cec(OCc4cecee(F)ed)e(Cl)e3)c2sl 64 *
2008 O=C(O[C@H]1CN[C@H](C#Cc2cc3nenc(Nedeec(OCcS5cece(F)eS5)e(Cl)ed)e3s2)C1)N1CCOCCI 65 7.14
2009 O=C(COclccccel)Nelecee(Oc2ec(Ne3eec(OCc4cecee(F)ed)c(Cl)e3)nen2)cl 65 7.19
2010 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)c1/C=N/OCCCN1CCOCC1 65 7.19
2011 CC1(C)CC(C(=0O)Nc2cce3nenc(Nedecee(Cl)ed)ce3c2)CC(C)C)N1[O] 65 7.19
2012 CCC(=0)Nclec2e(Ne3ece(Ocdecececd)ce3)nenc2ec10C 65 *
2013 CCC(=0)Nclcc2e(Ne3ece(NS(=0)(=0)cdcecccd)ec3)nenc2ec10C 65 *
2014 S=C(NNclnncc2cccccl12)Neleeceel 65 *
2015 COCCICCCNI1CC#CC(=O)Nclcee2nenc(Ne3cecee(Br)c3)c2el 65 *
2016 COCCOCC#CC(=O)Nclcec2nenc(Ne3ccee(Br)c3)c2cel 65 *
2017 CCNICCN(CCH#HCC(=O)Nc2cee3nenc(Nedecee(Br)c4)e3c2)CCl 65 *
2018 OCCnlcnc2cc3c(N4CCeS5cecccS54)nenc3cc2l 65 *
2019 C=CC(=0)Nclecc(Ne2nce(Cl)e(Ne3ceeee3P(C)(C)=0)n2)c(OC)ccIN(C)CCN(C)C 65 *
2020 C=C=CCCCCOclcc2c(Nc3ccc(F)c(Cl)e3)nenc2ec1O 65.5 *
2021 COclce2nenc(Ne3ceec(F)e(Cl)e3)c2ce10CCnleencl 66 *
2022 COclcceccINelnec2ee(-¢3¢(Cl)ecec3Cl)e(=0)n(C)e2nl 66 *
2023 CNICCN(CCCOCc2ec(OC3CCOCC3)c3c(Nedeec(F)e(Clyed)nenc3c2)CCl 66 *
2024 C=CC(=0)Nclcc(-n2¢(=0)cc(C)c3enc(Nedcec(NSCCN(C)C(C)CS5)ecdOC)nce32)ec(C(F)(F)F)cl 66 *
2025 CCN(CC)N(CCC1COc2cce3nenc(Nedecee(Clyed)c3cc201)N(CO)CC 66 *
2026 Fclece(Ne2nene3ccde(cc23)OC(CCN(N2CCOCC2)N2CCOCC2)CO4)cclCl 66 *
2027 Fclece(Ne2nene3ceede(ce23)OC(CCN(N2CCCCC2)N2CCCCC2)CO4)celCl 66 *
2028 COclece(-c2ce(NC(=O)Nc3cccen3)ec(OC)c20C)enl 66.59 *
2029 Ccleec(Ne2nenc3cc4oc(=0)n(CCCNSCCOCCS)c4cee23)cecl 67 *
2030 CCC(=0)Nclec2e(Ne3ece(OCc4ccee(F)ed)c(Cl)e3)nenc2ec1OC 67 *
2031 COclec2nenc(Ne3cec(F)e(Cl)e3)e2ec1 OC[C@H](O)CN1CCOCC1 67 *
2032 Nclnence2cele(-cleee(Cl)e(O)el)nn2C1CCCC1 67 *
2033 FC(F)(F)clccee(Oc2cecc(Ne3nencdee[nH]c34)cc2Cl)cl 67 *
2034 Cclnenc(Ne2eee(OCce3cecc(F)e3)e(Cl)e2)c1/C=N/OCCN1CCOCC1 68 7.17
2035 CCOclce2nee(C#N)e(Ne3ece(OCc4ceccecd)c(Cl)e3)c2cc INC(=0)/C=C/CN(C)CCOC 68 7.17
2036 COclcec2nenc(Ne3cee(F)e(Cl)e3)c2ecINC(=0)clee([N+](=0)[O-])ceclF 68 7.17
2037 COclcee2nenc(Ne3ceec(OCcdeccecd)ce3)c2cel 68 *
2038 O=C(NCCN1CCCCI1)Nclce2e(Ne3ceee(F)e(Cl)e3)nenc2ec 10[C@H]1CCOCI 68 *
2039 CN(C)Cclecc(-c2ec3c(Nedece(OCeSccec(F)eS)c(Cl)ed)nenc3s2)[nH] 1 68 *
2040 Feleeee(COc2cce(Ne3nencdec(-cScee[nH]5)sc34)cc2Cl)el 68 *
2041 CNclece2nenc(Ne3ceec(Br)e3)c2ecl[N+](=0)[O-] 68 *
2042 OC1CCN(Cc2cen3ncenc(NedeeeSc(enn5CeSccec(F)eS)cd)c23)CCl 68 *




2043 O=C(/C=C/CN1CCC(N2CCCCC2)CC1)Nclccc2nenc(Ne3cecee(Br)c3)c2cel 68 *
2044 C[C@H](c1ccec(F)cl)nlnce2ee(Ne3nenndeec(COC[C@@H]SCNCCOS5)ce34)ccec2 68 *
2045 clece(-c2ce3nene(Nedece5[nH]ece5c4)e3s2)cel 68 *
2046 O=C(Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2ec O[C@H]ICCOCIHN(NCCNICCCCI)NCNICCCC1 68 *
2047 C=CC(=0)Nclccce(-n2¢(=0)c(=0)n(C(C)C)c3cne(Ncdecc(OCCN(C)C)ecdOC)nc32)cl 68 *
2048 COclcec(OC)e(Ne2ec(NC(=0)CCCC(=0)O)nen2)cl 68 *
2049 C[C@H](N)C#Cclcc2e(Ne3eee(OCc4ccece(F)cd)e(Cl)e3)nene2s1 69 *
2050 CCOclce2nenc(Ne3cee(NS(=0)(=0)cdceccecd)cc3)c2cc INC(=0)/C=C/CN1CCOCC1 69 *
2051 COclce2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCNC(C)(CO)CO 69 *
2052 |CC1O)[C@@H](O[C@@H]20[C@H](C(=0)0)[C@@H](O)[C@H](O)[C@H]20)CC[C@@]2(O)[C@H]ICC| 69 *
[C@I1(O)[C@@H]2C(=0)C=C2[C@H]3C[C@@](C)(C(=0)0)CC[C@]3(C)CC[C@]21C
2053 COclcec(C2CC(c3cce(C)c(C)e3)=NN2C(N)=S)ccl 70 7.15
2054 COclce2nenc(Ne3ceee(Cl)e3F)c2cc1ICN1CCCIC(N)=0 70 *
2055 0O=C(Oclccceel)clec(NCe2ec(O)cec20)eec1O 70 *
2056 Nclec2nence(Ne3ccee(O)e3)e2enl 70 *
2057 CCclc(C(=0O)NC)cn2nenc(Ne3cecde(cnndCedceeceed)c3)cl2 70 *
2058 NC1CCN(Cc2cen3nenc(Nedeee(OCeSceee[n+]5[O-])c(Clc4)e23)CC1 70 *
2059 CO/N=C/clc¢(N)ncnclNcelcee(F)c(Cl)el 70 *
2060 COclcee(Ne2nenn3cec(CN4CCC(N)CC4)e23)ccl1Cl 70 *
2061 COclec2nenc(Sc3ccee(NC(=S)Nedecee(C(F)(F)F)cd)c3)c2ec1OC 70 *
2062 CN/N=N/clcec2nenc(Ne3ccec(Br)c3)c2cel 70 *
2063 Neleee(-c2ne3c(Nedeeee(O)ed)nenc3o02)cecl 70 *
2064 Clclecec(Ne2nenc3ec4e(cc23)OC(CCN(N2CCCC2)N2CCCC2)CO4)cl 70 *
2065 COclce2nenc(Ne3cece(Cl)e3F)c2cc1CNC(=0)C1CCNI1C 70 *
2066 0=C(O)CCCC(=0)Nclcc(Nc2ecee(Br)c2)nenl 70 *
2067 Ncle(O)ceeclNelnenc2cencel2 70.79 *
2068 C#Cclcc2c(Ne3ceee(OCe4ccecc(F)cd)e(Cl)e3)nenc2sl 71 *
2069 COclcce2nenc(Ne3cec(F)e(Cl)e3)c2cc10CCCN1CCCC1 71 *
2070 CICCN(CCNN=Ncleccc2nenc(Ne3ceee(Cl)e3)c2el)Celeeceel 71 *
2071 C=CCN(C)CC#CC(=0O)Ncleccc2nenc(Ne3ceee(Br)e3)c2cel 71 *
2072 COCCN=NNclccc2nenc(Ne3ceee(Br)c3)c2cel 71 *
2073 O=C(CN1CCCC1)Nclcee2nenc(Ne3cec(OCc4cecce(F)cd)ec3)c2el 71 *
2074 O=C(Nclccee(Cl)cl)eleee(O)eclO 71 *
2075 O=C10C[C@H]20C(=0)c3cc(0)c(0)c(0)c3-c3¢(0)c(0)c(0)c4c3C(=0)O[C@H]([C@H]30C(=0)c5¢- 71.2 *
4¢(0)c(0)c(0)e5[C@@H]3[C@]3(0)OC[C@@H](0)[C@H)(0)[C@@H]30)[C@@H]20C(=0)c2cc(0)c(O)e(
0)c2-c2clec(0)c(0)c20
2076 CCC(=O)N1CC[C@H](N2C(=0O)N(c3ccc(F)cc3)Ce3enc(Nedcec(NSCCN(C)CC5)e(C)ed)ne32)Cl 71.6 7.15
2077 O=C(Nclnccsl)Nclce(-c2enenc2)cec 1 OC(F)(F)F 71.71 *
2078 O=C(Nclce(-c2cnenc2)ce(C(F)(F)F)c1)Nclncesl 71.82 *
2079 C#Cclccee(Ne2nenc3ec(OCCOC(=0)C(C)cdeccScc(OC)cec5c4)c(OCCOC)cce23)cl 72 7.14
2080 COclce2nenc(NCe3cee(Cl)e(F)e3)c2cc10CCCCCCC(=0)NO 72 7.14
2081 COclce2nec(C#N)e(Ne3ecc(NCedecencd)e(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 72 7.14
2082 Brelcece(Ne2[nH]enc3c4cececdne2-3)cl.Cl 72 *




2083 Brclcecee(Ne2nenc3ce2[nH]c2cecee23)cl.Cl 72 *
2084 CNICCN(N(CCC2COc3ccdnenc(NeScec(F)c(Cl)e5)cdce302)N2CCN(C)CC2)CCl 72 *
2085 Cclecc(NC(c2ceece2)n2¢(-c3cc(CCnde(-cSceceeS)ncScecce5c4=0)cce3Cl)nc3ceece32)ccl 72 *
2086 CN(C)clnc2ec3c(N4CCc5cccee54)nenc3cec2ol 72 *
2087 COclce2nenc(N3CCCe4ccecced3)c2cc INC(=0)/C=C/CN(C)C 72 *
2088 C=CC(=0)Nclec2e(Ne3eec(OCc4cecee(F)ed)ee3)nenc2ec1O[C@H]1CCOC1 72.2 *
2089 |C=CC(=0O)Nclccce(Oc2ne(Ne3cece(NACCN(CC(=0O)NCC(C)OcSno[n+]([O-])c5S(=0)(=0)cSceccc5)CC4)cc30 73 7.14
C)ncc2Cl)cl
2090 CCN(CO)C/C=C/C(=0O)Nclcecc2nenc(Ne3ccee(Br)c3)c2el 73 *
2091 Fclceee(Cn2nec3cec(NednennScee(COCO6CCNCC6H)c45)cec32)cl 73 *
2092 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)c1 C#Celnee(CN2CCCC2)s1 74 7.13
2093 COclcce(-c2cc3c(NCe4cceceed)nenc3o02)ecl 74 7.13
2094 CS(=0)(=0)CCNCCCCOclcce2nenc(Ne3cec(OCce4cecceed)cc3)c2el 74 *
2095 O=C(NCCCCOclcecc2nenc(Ne3cee(OCc4cecccd)ec3)c2cl)C(F)(F)F 74 *
2096 Felecee(COc2cce(Ne3nenee3C#Cc3ceene3)cc2Clel 74 *
2097 O=C(/C=C/CN1CCOCC1)Nclccc2nenc(Ne3cece(Br)e3)c2cel 74 *
2098 COCCOclcec2nenc(Ne3cee(C)e([N+](=0)[0-])c3)c2c2c10CCO2 74.6 *
2099 C=C(CNICCOCC1)C(=O)Nclcec2ec(Ne3cec(OCcdecceed)c(Cl)e3)c(C#N)enc2ec10CC 75 7.12
2100 CS(=0)(=0)CCNC(=0)C1=Cc2c(ncnc2Nc2cec(Oc3cece(C(F)(F)F)e3)e(Cl)c2)NCC1 75 *
2101 COclcc2e(Ne3cee(Cl)ee3F)nenc2cc1OCCCN1CCN(C)CC1.Cl 75 *
2102 NP(=0)(OCCCOclcee2nenc(Ne3ecc(OCc4ccee(F)ed)c(Cl)e3)c2c1)N(CCCHCCCI 75 *
2103 OCclnc(C#Cc2cnenc2Nce2cee(OCce3cecc(F)e3)e(Cl)e2)cesl 76 *
2104 CCN=C(S)NNclnncc2cceecl2 76 *
2105 C=CC(=0)Nclcce2nenc(Ne3cee(S(N)(=0)=0)cc3)c2cl 76.5 *
2106 0=C(CBr)OCCnlc(=0)oc2cc3nenc(Nedeec(OCcScece(F)eS)ce(Cl)cd)c3cc2l 77 7.11
2107 Fclecee(COc2cec(Ne3nence3C#Ce3nccen3)ec2Cl)cl 77 *
2108 CCC1=C2C(Nc3ccc4e(cnndCeécececed)c3)=NC=NC2N=CINC(=0)OCCN1CCOCCI 77 *
2109 NC(=S)NNclnncc2ceceel2 77 *
2110 COclcee(-c2ec3c(N[C@@H](C)cdcecced)nenc3[nH]2)ecl 77 *
2111 C=CC(=0)Nclcccc(N2C(=0)C(c3ccecc3)N(C)C(=0)c3enc(Nedeece(NSCCN(C)CCS5)ec4OC)ne32)cl 77.19 7.11
2112 CS(=0)(=0)CC(NC1CCCCC1)clcee(-c2ccc3nenc(Nedeec(OCeScecc(F)eS)e(Cl)ed)c3c2)ol 77.2 *
2113 Fclcee(Ne2nenc3cede(cc23)OCCO4)ccl 77.6 *
2114 CCOclec2nec(CH#N)e(Ne3cec(OCc4ceccecd)c(Cl)e3)e2ecINC(=0)/C=C/CN1CCCCl1 78 7.11
2115 O=cloc2cc3nenc(Nedeec(F)e(Cl)cd)e3cc2nl CCCN1CCOCC1 78 *
2116 C#Cclccec(Ne2nenc3cec(OCcéecc(C(=O)NcScecce5N)ecd)ce23)cl 78 *
2117 COclcec2e(Ne3eee(NC(=0)Ncedceec(F)e(Cl)ed)c(Che3)nenc2cc I0OCCCN1CCN(C)CCl 78 *
2118 O=C(Nclce(-c2ccene2)ec(C(F)(F)F)c1)Nelneces| 78.17 *
2119 Cclnenc(Ne2ceee(OCc3ccec(F)e3)c(Cl)e2)e 1 C#Celecc(CN2CCCC2)ol 79 7.10
2120 C=CCOclcce2nenc(Ne3ceee(OCc4ceccecd)ce3)c2cel 79 *
2121 Fclecee(COc2cecc(Ne3nence3C#Ce3ceccec3)cc2Cl)el 79 *
2122 CNC(=O)clcecc(C#HCc2enenc2Ne2eee(OCc3cecc(F)e3)c(Cl)e2)cl 79 *
2123 CCC(=0)Nclec2e(Ne3eccd[nH]ncede3)nenc2ec10C 79 *
2124 COclec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCCN1CCCCC1 79 *




2125 CN(C)C(=0)O[C@@H]1CN[C@H](C#Cc2cc3ncenc(Nedeee(OCceS5cecc(F)cS5)e(Cl)ed)c3s2)Cl 79 *
2126 CN(C)C(=0)O[C@H]1CN[C@@H](C#Cc2cc3ncnc(Nedeee(OCceS5cecc(F)cS5)e(Clyed)c3s2)Cl 79 *
2127 O=C(O[C@@H]1CN[C@H](C#Cc2cc3ncnc(Nedecc(OCcS5ccec(F)eS)c(Cl)cd)e3s2)C1)N1CCOCC1 79 *
2128 C=CC(=0)Nclccce(-n2¢(=0)n(C(C)C)c(=0)c3cne(Ncdccc(NSCCN(C)CCS5)cc4OC)ne32)cl 79 *
2129 Oclcec(CN(Cc2ecec(Cl)ec20)C(=S)Nc2cceeee2)ecl 80 7.10
2130 COclcec(NC(=0)c2ece(N(CCCICCCl)ee2)ecl 80 7.10
2131 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncne(NedeceS5c(ennSCeSecceeS)cd)c3s2)C1)N1CCOCCI 80 7.10
2132 COclcce2nenc(Ne3ceece(Cl)e3F)c2ec1CN1CC[C@H](C(N)=0)C1 80 *
2133 CS(=0)(=0)CCNCclcce(-c2cce3nene(Nedece(OCeSceec(F)eS)c(C(F)(F)F)ed)e3c2)ol 80 *
2134 Breclcec2c(Ne3ccecee3)nene2sl 80 *
2135 COclce2nenc(C#CC(C)(C)N(C)e3ceccec3)c2ec10C 80 *
2136 O=C(OCclccccel)clec(NCe2ec(O)cec20)ceclO 80 *
2137 Iclceec(Ne2nenc3cecce23)cl 80 *
2138 Cnlc(=0)c(-c2¢(Cl)cecc2Cl)ecc2enc(Ne3cee(CCCC(=0)0)cec3)nc21 80 *
2139 COclcee2ce(cl)sclc(Ne3cecee(Br)c3)nencl2 80 *
2140 C=CC(=0O)Nclcc2c(Nc3ece(F)e(Cl)e3)e(C#N)enc2ecc 10CCCN1CCOCC1 80 *
2141 C=CC(=0O)Nclcccc(NC(=O)Nc2cenc(Ne3eec(N4CCC(NSCCN(C)CCS5)CC4)ec30C)n2)cl 80 *
2142 CS(=0)(=0)O[C@H]1CN[C@H](C#Cc2cc3nenc(Nedeec(OCeSccce(F)eS)c(Cl)c4)c3s2)Cl 81 *
2143 Cclcen2nenc(Ne3ceecde(cnndCedecee(F)ed)c3)cl2 81 *
2144 COclcee(NC(/C=C/c2cccec2)n2ce(-c3cc(CCnde(-c5cececS)ncScecee5c4=0)cce3Cl)nc3ccece32)ccl 81 *
2145 [CC1(C)[C@@H](O[C@H]20[C@H](C(=0)0)[C@@H](0)[C@H](O)[C@H]20[C@@H]20[C@H](C(=0)0)| 81 *
C@@H](0)[C@H](0)[C@H]20)CC[C@@]2(C)[C@H]1 CC[C@]1 (O C@@H]2C(=0)C~-C2[C@@H]3C[C@
@](C)C(=0)0)CCIC@I(C)CCIC@]I21C
2146 C=CC(=0)Nclccce(-n2¢(=0)c(=0)n(CC)c3cnc(Nedece(NSCCN(C)CCS5)ecdOC)nc32)cl 81 *
2147 COclcce(Ne2ee(NC(=0)c3cccee3)nen2)cel 81 *
2148 CCOclce2nee(C#N)e(Ne3eecde(cendS(=0)(=0)cdcecced)c3)c2cc INC(=0)/C=C/CN(C)C 82 7.09
2149 O=C(NCCN1CCOCCI1)Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2ec 10[C@H]1CCOC1 82 *
2150 CCOclcec2nenc(Ne3cee(NS(=0)(=0)cdcccecd)cc3)c2ec INC(=0)/C=C/CN1CCN(C)CC1 82 *
2151 C=CC(=0)Nclccc(-c2c(-c3cccce3)oc3nenc(N[C@H](CO)cdcececd)c23)ecl 82 *
2152 Clclnce2nenc(Ne3ecee(Br)c3)c2nl 82 *
2153 COclec2nenc(Ne3ceec(NC(=0O)Ncdcee(Cl)e(C(F)(F)F)c4)e3)c2cc1I0CCCN1CCOCC1 82 *
2154 O=C(Nclcc2c(Ne3ece(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCT)N(NCCN1CCOCCT)NCN1CCOCC1 82 *
2155 C=CC(=0)Nclcccc(-n2¢(=0)n(C)c(=0)c3cnc(Nedeccecd)nc32)cl 82 *
2156 CC(C)Oclec2nenc(Ne3cee(F)e([N+](=0)[0O-])c3)c2c2c10CCO2 82.5 *
2157 OCC(Nclncnc2sc(Br)cel2)clcecceel 83 *
2158 Fclecee(Cn2nec3ce(NednennScec(COC[C@H]6CNCCO6)c45)cee32)cl 83 *
2159 O=C(Nclcce2nenc(Ne3ceeee(Cl)e3)c2e1)C1CCC2(CC1)O0CI(CCCCC1)002 83.82 *
2160 Fcleccc(Ne2nenc3cc(OCCCN4CCOCC4)c4e(c23)OCCO4)cl 83.88 *
2161 COclce2nenc(NC3CC3c3cecee3)c2ec10C(C)=0 84 *
2162 CN(C)cleee2nene(Nce3ecee(Br)c3)c2cel 84 *
2163 Clelecee(Ne2[nH]ne3nence(Nedeccecd)c23)cl 84 *
2164 0=S(=0)(Nclcccenl)cleee(Ne2nnee3ceceee23)ecl 84 *
2165 COclcc(-c2nn(C3CCCC3)e3nene(N)c23)cccIN 84 *




2166 O=C(CCCCCCOclecce2nenc(Ne3cee(F)e(Cl)e3)c2¢1)NO 84.2 7.07
2167 O=C(Nclcce([N+](=O)[O-])cc1Cl)clece(OCCCN2CCOCC2)eccl1O 84.8 *
2168 Clelecc(Ne2nene3[nH]cee23)cecl 84.92 *
2169 Cclece(Br)c2c(C#N)ec(C(=0)C3CC3)n12 85 7.07
2170 C#CclcenenclNceleec(OCc2ccec(F)c2)c(Cl)el 85 *
2171 CCCN(CCS(C)(=0)=0)Cclcce(-c2cec3nenc(Nedeec(OCceSceec(F)eS)c(Cl)cd)c3c2)ol 85 *
2172 Brelccee(Ne2nenc3ecde(cc23)OCCCO4)cl 85 *
2173 Cclence(COc2cec(Ne3nenndcec(CNSCCC(N)CCS)e34)cc2Cl)el 85 *
2174 COC[C@H]1CCCNI1C/C=C/C(=0O)Nclcce2nenc(Nc3ceee(Br)e3)c2cel 85 *
2175 CC(C)N(C)CCHCC(=0)Nclece2nenc(Ne3ceee(Br)e3)c2cel 85 *
2176 Nclnenc2celc(-clecc3ec[nH]c3¢1)nn2C1CCCC1 85 *
2177 O=CINCc2cc3c(=0)n(-c4ccc(Cl)ccd)c(-c4ccceed)e(-cdeccecd)c3cc2N1 85 *
2178 NS(=0)(=0)clccc(NC(=0)c2cceec2NC(=0)c2ccco2)cel 85.4 *
2179 O=C(Nclccee(Br)el)clecc(OCCCN2CCOCC2)cclO 85.8 *
2180 Cclnenc(Nc2ceee(OCc3cecc(F)e3)e(Cl)e2)c 1 C#CCOcl cecc(CNC(C)C)eel 86 7.07
2181 O=C(C#CCNI1CCOCC1)Nclcee2nenc(Ne3cee(F)e(Cl)e3)c2cel 86 *
2182 CCC(=0)Nclec2e(Ne3eccde(cen4Cedecco4)c3)nenc2ec1 OC 86 *
2183 CCC(=0O)Nclec2e(N[C@H](C)c3cecee3)nenc2ec1 OC 86 *
2184 O=S(=0)(Nclnccenl)clecc(Ne2nnee3cecce23)cel 86 *
2185 Cclcen2nenc(Ne3ceccde(cnndCeéeccecd)c3)cl2 86 *
2186 C=CC(=0O)Nclcccc(NC(=O)Nc2cenc(Ne3cec(N4CCC(NSCCOCC5)CC4)ec30C)n2)cl 86 *
2187 COclcec2nenc(Ne3cee(F)e(Cl)e3)c2cc10CCN1CCCC1 87 *
2188 C=CC(=0)Nclccce(Oc2ne(Ne3eee(/C=C/c4cc(C)ec(C)ed)cc3)ncc2Cl)el 87 *
2189 C#CCCCCOclcc2c(Ne3ceee(F)e(Cle3)nenc2ec10C 87.1 *
2190 C=CC(=0)Nclccce(Oc2ne(Ne3ecc(N4CCN(C(C)y=0)CC4)cec30C)ncc2SC)cl 87.5 *
2191 0O=S(=0)(Nclnccsl)clcec(Ne2nnee3eccee23)ecl 88 *
2192 CC(C)nlnc(-c2cce3ec(O)cec3e2)c2e(N)nene2 1 88 *
2193 Feleec(Ne2nenc3cee(C#HCCN4CCCCC4)ec23)eclCl 88.7 *
2194 CNI1CCN(C/C=C/C(=0)N2CCc3c(sc4ncnc(N[C@H](CO)cScceceS5)c34)C2)CCl 89 *
2195 CCC(=O)ON[C@H](CS(C)(=0)=0O)clccc(-c2ceec3nenc(Nedeee(OCcSceec(F)e5)c(Cl)cd)e3ce2)ol 89.6 *
2196 O=C1COc2cc3ncnc(Ncdccee(Br)c4)c3cc2N1CCCN1CCOCC1 89.6 *
2197 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclcc2eccec2n2nnncl2 90 7.05
2198 O=C1CSC(N/N=C/c2cc(Br)ccc20)=N1 90 7.05
2199 O=C(Nclccec2ceeeecl2)clece(N(CCCI)CCCl)ecel 90 7.05
2200 O=C(NS(=0)(=O)clccc(Cl)cel)clence(Br)cl 90 7.05
2201 COclce2nec(C#N)e(Nc3ecee(Br)c3)c2ec INC(=O)CH#CCN(C)C 90 7.05
2202 CS(=0)(=0)CCN(Cclceccecl)Celeee(-c2ece3nenc(Nedeec(OCceSccee(F)eS)e(Cl)cd)c3c2)ol 90 *
2203 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncnc(NedeceSc(cenSCeSececeS)c4)e3s2)C1)N1CCOCCI 90 *
2204 O=C(Oclccee(O)cl)clee(NCe2ec(O)cec20)eecl O 90 *
2205 O=C(Oclccc2eecec2el)clec(NCe2ec(O)ecc20)ecc1O 90 *
2206 Nclece2nenc(Ne3cee(Br)ce3)e2enl 90 *
2207 Cnlc(=0)c(-c2¢(Cl)ceec2Cl)cc2enc(Ne3cecee(CO)e3)nc2 1 90 *
2208 COclec2e(Ne3eee(Clee3F)nenc2cc10C/C=C/CN1CCCC1.Cl 90 *




2209 CCOC(=O)clen2nenc(Ne3cec(F)ce(Cl)e3)c2c1CC 90 *
2210 Fclecee(Cn2nec3cc(NednennScecc(CNO6CCNCC6H)c45)ccc32)cl 90 *
2211 CCCN(C/C=C/C(=O)Nclccc2nenc(Ne3ceeee(Br)e3)c2c1)CCC 90 *
2212 NCCOCclcen2nenc(Nce3ceecde(cnndCeécecee(F)cd)c3)cl2 90 *
2213 COclcee(/C=C/C(=0)c2cc(Br)cc3ce(-c4cec(F)ced)oc23)ccl 90 *
2214 COclcce2c(Oc3cee(NC(=0)cdcc(-cScee(C)eeS)cend)cc3F)cenc2ecc IOCCCN1CCN(C)CCl 90.05 *
2215 Clelcce(-c2ne(Ne3ee(Br)cedee(-cScece(Cl)e5)oc34)c3ce(Br)cee3n2)ecl 90.2 *
2216 O=C(Nclcceenl)Nclee(-c2ccenc2)cec 1 OC(F)(F)F 90.57 *
2217 CCOclce2nenc(NC3=CC(=0)C(OCc4ccecen4)=CC3=0)c2cc INC(=0)/C=C/CN(C)C 90.8 7.04
2218 CC(=0)Nclccee(C#Cc2enenc2Ne2eec(OCc3ccce(F)e3)c(Cl)e2)nl 91 *
2219 CS(=0)(=0)CCNCclcce(-c2cce3nene(Nedecc(OCcSceee(C(F)(F)F)cS5)ccd)c3c2)ol 91 *
2220 COCCOclce2nenc(Ne3cec(OCce4ceccc(F)ed)ee3)c2ecINC(=0)/C=C/CN(C)C 91 *
2221 C=CS(=0)(=0)N1CCc2c(sc3ncnc(N[C@H](CO)cdcceecd)c23)Cl 91 *
2222 COC(=0)clccc2oc3cennc(Nedeee(C)ecd)c3c2cel 91.2 7.04
2223 O=C(NCCNI1CCOCCI1)Nclcee(-c2cc3c(Nedece(OcSceee(C(F)(F)F)eS)e(Clycd)nene3s2)ecl 91.7 *
2224 CCHO)C@@H](O[C@H]20[C@H](C(=0)0)[C@@H](0)[C@H](O)[C@H]20[C@@H]20[C@H](C(=0)O)[| ~ 92 *
C@@H](O)[C@H](O)[C@H]20)CC[C@@]2(C)[C@H]I CC[C@]1(O)[C@@H]2C(=0)C=C2[CeH3C[C@@
J(C)(C(=0)O)CC[C@]3(C)CC[C@]21C
2225 CCCCC(=O)ON[C@H](CS(C)(=0)=0)clcce(-c2cce3nenc(Nedeee(OCceS5cece(F)e5)c(Cl)c4)c3c2)ol 92.8 *
2226 clcec(CNe2nenc3oc(-c4cececd)ec23)cel 93 7.03
2227 CS(=0)(=0)CCNCCCCOclcee2nenc(Ne3cee(S(=0)(=0)c4eccecd)ec3)c2el 93 *
2228 CN(C)CCCN(C)C/C=C/C(=0)Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2s 93 *
2229 CCN(CC)CCOclec2e(Ne3ceee(F)c(Clye3)nenc2ec10C 93 *
2230 clcec2e(c1)CCCN2celnenc2ec30c(N4CCCCC4)nc3cecl2 93 *
2231 Iclecee(Ne2nenc3ccede(cc23)OC(CN2CCOCC2)CO4)cl 933 *
2232 Iclceec(Ne2nenc3cecde(cc23)OC(CNCCN2CCOCC2)CO4)cl 933 *
2233 0=S(=0)(CCO)clcc2c(Nc3ccee(Br)c3)nenc2enl 93.5 *
2234 Cclnenc(Ne2ceee(OCc3cecc(F)e3)e(Cle2)el1/C=C/clccc(CNCCS(C)(=0)=0)ccl 94 7.03
2235 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc10CCN1CC(0OC)C1 94 7.03
2236 CCC(=0)Nclec2e(Ne3eccde(enndCedeccend)c3)nenc2ec1 OC 94 *
2237 CN(C)cleec(Ne2nenc3ce(-c4ecceed)sc23)ecl 94 *
2238 COclecc(NC(=0)/C=C/CN(C)C)ccINclnce(Cl)c(N(C)e2ece3eceec3c2)nl 94 *
2239 CC(O)C#Cclcee2nenc(Ne3ceee(F)e(Cl)e3)c2cel 94.5 *
2240 O=C(Nclcce2nenc(Ne3ecee(Cl)e3)c2¢1)C1CCC2(CC1)OCC1(002)C2CC3CC(C2)CCIC3 94.72 *
2241 Cnlenc(-c2cce(OC(F)(F)F)c(NC(=0O)Nc3cence3)c2)cl 94.82 *
2242 COclece2nenc(Ne3cec(F)e(Cl)e3)e2ec1 OC[C@@H](O)CN1CCOCC1 95 *
2243 O=clc(-c2ccec(Cl)c2)coc2ec(O)ec(O)cl2 95 *
2244 O=C(C#CCN1CCSCCI1)Nclcee2nenc(Ne3ceee(Br)e3)c2cl 95 *
2245 Br.Cclccec(C(C)Ne2nenc3[nH]c(-c4cec(O)ccd)ec23)cl 95 *
2246 CS(=0)(=0)CCNCclcce(-c2ce3c(Nedeee(OCeScecc(F)c5)e(Cl)ed)nenc3s2)sl 96 *
2247 Clclecee(Ne2[nH]ene3nce(-c4cecccd)e(-cdecceed)c2-3)cl 96 *
2248 COclccce(-c2[nH]ne3nene(Nedecee(Cl)ed)e23)ecl 96 *
2249 C=C=Cclcccc(Nc2nenc3cc(OCCOC)c(OCCOC)ec23)cl 96 *




2250 C=CC(=0)Nclccce(-n2¢(=0)cc(-c3cecce3)c3enc(Nedcec(NSCCN(C)CCS)ecdOC)nc32)cl 97 *
2251 CC(C)N(CC#HCC(=O)Nclcee2nenc(Ne3ccee(Br)c3)e2cl)C(C)C 97 *
2252 0O=C(CO)N1CCC[C@@H]1COclcccc2nenc(Ne3cee(OCce4cccend)c(Cl)e3)cl2 97 *
2253 C=CC(=0)Nclccce(-n2¢(=0)cc(C)c3cne(Nedecc(NSCC(C)N(C)C(C)CS)ecdOC)nc32)cl 97 *
2254 C=CC(=0)Nclcc(-n2¢c(=0)cc(C)c3enc(Nedecc(NSCC(C)N(C)C(C)CS)ecdOC)ne32)ce(C(F)(F)F)cl 97 *
2255 C=CC(=0)Nclcc(Ne2n[nH]c3ce(-c4cecencd)cee23)c(OC)cc IN(C)CCN(C)C 97 *
2256 FC(F)(F)clccec(Ne2nene3ec(OCCCN4CCOCC4)edc(c23)OCCO4)cl 97.18 *
2257 O=C(Nclcenccl)Ncelce(-c2ecenc2)cec 1 OC(F)(F)F 97.22 *
2258 Cclnenc(Ne2eee(OCc3ccecc(F)e3)c(Cle2)el/C=C/clcec(CNC2CC2)ccl 98 7.01
2259 CCOclee2nec(C#N)e(Ne3eec(OCc4ceccecd)c(Cl)e3)c2cc INC(=0)/C=C/CN(CC(C)O)CC(C)O 98 7.01
2260 Brclccee(Ne2nenc3cce(NCedceee5c(c4)OCCCOS)ec23)cl 98 7.01
2261 Oclcee2nene(Ne3ecc(OCcdceccecd)ce3)c2el 98 *
2262 C=CC(=0)Nclccce(-n2¢(=0)ce(C(C)C)c3enc(Nedecc(NSCCN(C)CCS)ec4OC)nc32)cl 98 *
2263 CCOclec2nenc(Ne3cee(OCce4ceccend)cee3)c2ec INC(=0)/C=C/CN1CCCC1 98 *
2264 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc10CCN1CCCCC1 98 *
2265 O=C(CN1CCOCCI)Nclcce2nenc(Ne3ecee(Br)c3)c2cel 98 *
2266 |C=CC(=0O)Nclccee(Oc2nc(Ne3cce(N4CCN(CC(=0)OCCCOcSno[n+]([0-])e5S(=0)(=0)cSceeccS5)CC4)cc30C 99 7.00
Jncc2Cl)cl
2267 CCcleec(C(=0)Nc2ecc(CN3CCN(C)CC3)e(C(F)(F)F)e2)ccINC(=0O)clenc2[nH]cce2cel 99 7.00
2268 NC(=0)Nclece2nene(Ne3cec(OCce4ecee(F)ed)c(Cl)e3)c2el 99 8.69
2269 Cclce(OCC(F)(F)F)cenc1COclcecc(Ne2nenc3cc4oc(=0)n(CCCNSCCOCCS)cdec23)cl 99 *
2270 0O=C1COc2cc3ncnc(Ncdccee(Br)c4)c3cc2N1CCCN1ICCCCC1 99 *
2271 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncne(Nedecc(OCcS5ccec(F)eS)e(Cl)cd)e3s2)C1)N1CCCCl 99 *
2272 O=C(Nclccee(Ne2nene3ec(OCCCN4CCN(CCO)CC4)ceee23)c1)Neleee(Che(C(F)(F)F)cl 99 *
2273 Fclece(Br)cec1NcInenc2ce3c¢(cc12)OC(CCN(N1CCOCCI)N1CCOCC1)CO3 99 *
2274 COclce2nenc(NCce3ceceee3)c2cc10CCCCCCC(=0)NO 99.4 7.00
2275 COclcee(C2=NN(c3cccee3)C(c3cececdeccee34)C2)cecl 100 7.00
2276 CCOclce2nee(C#N)e(Ne3eccde(cendCedececcd)c3)c2ec INC(=0)/C=C/CN(C)C 100 7.00
2277 CCOclec2nee(C#N)e(Ne3ceec(O[C@H](C)edecceed)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 100 7.00
2278 COclcc(Ne2nence3cec(-c4ccc(CNCCS(C)(=0)=0)o4)cc23)cecc10Cclecce(F)el 100 *
2279 COclec2nenc(Ne3cec(F)e(Cl)e3)c2cc10CCNC(C)(C)C 100 *
2280 CC(C)(C)ONC(=0)clec(NCc2ec(O)ecc20)ecc1O 100 *
2281 CC(=0O)Nclce2nene(NCce3cecce3d)c2enl 100 *
2282 COclec2nenc(Ne3ceec(O)ece3)c2ec1OC.Cl 100 *
2283 COclcee2nene(Ne3ec(OC)c(0OC)c(OC)e3)c2cl.Cl 100 *
2284 Nclcec2e(Ne3eecee3)nenc2cel 100 *
2285 COclce2nene(N(C)c3ceec(Cl)e3)c2ec10C.Cl 100 *
2286 COclecc2ce(Ne3ceee(Br)ee3F)nenc2cc 1 OC[C@H]1CCCN(C)C1 100 *
2287 COclecc2ce(Ne3ceee(Cl)ec3F)nenc2ec1OC[C@@H]1CCCN(C)C1 100 *
2288 COclcc2e(Ne3eee(Clee3F)nenc2cc10CCCN1CCOCCI 100 *
2289 COclce2e(Ne3ee(O)e(Cl)ee3F)nenc2cc10CC1ICCN(C)CC1.Cl 100 *
2290 COclcc2e(Ne3ceee(Clee3F)nenc2ecc10CCCN1CCCC1.CL 100 *
2291 COclcc2¢(Ne3ceee(Br)ec3F)nenc2ec1OC/C=C/CN1CCCC1.Cl1 100 *




2292 COCCOclcc2nenc(Ne3cee(Clyec3F)c2cc10C 100 *
2293 COclcc2¢e(Ne3ceee(Br)ee3F)nenc2cc1OCCCNICCN(C)CC1.Cl 100 *
2294 Ccleen2nene(Ne3cecec(F)ce(Cl)e3)el2 100 *
2295 CN(C)C1CCN(Cc2cen3nenc(NcdceceeSc(ecnn5CeScece(F)e5)c4)c23)CCl 100 *
2296 CN=NNclccc2nenc(Ne3ceee(Cl)e3)c2cel 100 *
2297 Cclcc2ec(Ne3nencdcec(-cScecee5)sc34)cec2[nH] 1 100 *
2298 C/C=C\C(=0O)Nclccce(Ne2nene3ee(OC)c(OCCCN4CCOCC4)cec23)el 100 *
2299 COclcee(Ne2nence3oc(-c4cee([N+](=0)[O-])ccd)cc23)cc10 100 *
2300 OCCN(CCO)N(CCC1COc2cc3nenc(Nedecee(Br)cd)c3cc201)N(CCO)CCO 100 *
2301 C=CC(=0)Nclecc2c(Ne3eec(OCc4ceccend)ce3)nenc2ec 1 O[C@H]1CCOC1 100.1 *
2302 |C=CC(=0O)Nclcccc(Oc2nc(Ne3cce(N4CCN(CC(=0)OCCOCCOcSno[n+]([O-])c5S(=0)(=0)c5cccec5)CC4)ec3 101 7.00
OC)ncc2Cl)cl
2303 C=CC(=0)Nclcc2c(Ne3eec(OCc4cecce(F)ed)c(Cl)e3)nenc2ec1 OCCOC 102.2 *
2304 COCCOclce2nenc(Ne3cec(NC(=0)/C=C/CN(C)C)c(C(F)(F)F)c3)c2cc INC(=0)/C=C/CN(C)C 102.3 *
2305 CC(C)Oclce2nenc(Ne3eee(Che([N+](=0)[0-])c3)c2¢2¢10CCO2 102.6 *
2306 COclccece(-c2cec(OC(F)(F)F)e(NC(=0O)Nc3cencce3)ce2)enl 102.93 *
2307 CS(=0)(=0)CCNCCCOclccc2nenc(Ne3cee(OCe4cecceed)ec3)c2el 104 *
2308 CO/N=C/clc(N)ncnclNcleee2e(enn2Cc2ecc(F)ec2)cl 104 *
2309 C=CC(=0O)Nclcc2c(Nc3ece(Cl)e(C(F)(F)F)e3)nenc2ec IO[C@H]1CCOCI 104.7 *
2310 Nclceee2e(Ne3eeee(Br)e3)nencl2 105 *
2311 CCCCOclce2nenc(Ne3cecee(Br)c3)c2cc10CCCC 105 *
2312 C/C=C\C(=O)NclcccecelNelnenc2ec(OC)c(OCCCN3CCOCC3)ecl2 105 *
2313 COclcee(-c2ce3c(N[C@H](C)cdcceccdOC)nenc3[nH]2)ecl 105 *
2314 COclcece2nenc(Ne3cee(Cl)eee3F)e2cc10C1ICCN(C)CCl 106 *
2315 CCCCCCOclcc2c(Ne3cee(F)e(Cl)e3)nenc2ec10C 106 *
2316 O=C(/C=C/CN1CCCCC1)Nclcecc2nenc(Ne3ceec(Br)e3)c2cel 106 *
2317 C=CC(=0O)Nclcc(Ne2nce(F)e(Ne3eceee3P(C)(C)=0)n2)c(OC)cc IN(C)CCN(C)C 106 *
2318 C=C(CN1CCOCCI1)C(=0O)Nclcce2nenc(Ne3ceee(Br)e3)c2cl 107 *
2319 CC(=0)Nclccee(Oc2ec(Ne3eec(OCcedecce(F)ed)c(Cl)e3)nen2)cl 108 6.97
2320 COclcccecl-clec2e(NCce3eence3)nenc2s] 108 *
2321 C=CC(=0O)Nclcc(Nc2ncec(NC(=0)c3cec(C(F)(F)F)ce3)n2)c(OC)cc IN(C)CCN(C)C 108.7 *
2322 Felecec(COc2ecc(Ne3nencdsc(CHCCSCCCNS)ec34)cc2Cl)el 109 *
2323 Fclceec(COc2cecc(Ne3nencdec(CHC[C@@H]SCCCNS)sc34)cc2Cl)cl 109 *
2324 N#CCCSclne(-c2cec(F)ce2)c(-c2cene(Ne3ceece3)e2)[nH] 1 109 *
2325 Fclecee(COc2cec(Ne3nencdsc(CHC[C@H]SCCCNS)cece34)cc2Cl)el 109 *
2326 O=C(/C=C/CN1CC[S+]([O-])CC1)Nclecc2c(Nc3cce(F)c(Cl)e3)nenc2ec 1 O[C@H] 1 CCOCI 109.4 *
2327 Clclece(C2=NN(c3ccece3)C(c3ceccdececcdc3)C2)ccl 110 6.96
2328 CCOclce2nee(C#N)e(Ne3eec(OCc4ecc(F)ccdF)ce(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 110 6.96
2329 CS(=0)(=0O)Nclcccc(C#Cc2enenc2Nce2cecc(OCc3ccce(F)e3)ce(Cl)e2)cl 110 *
2330 COC(=0)C1=Cc2c(ncnc2Nc2cec(Oc3cece(C(F)(F)F)c3)e(Cl)e2)NCC1 110 *
2331 O=C(Oclccce2eceecl2)clec(NCe2ec(O)ecc20)ecc1O 110 *
2332 Cclcec(Ne2[nH]ene3nede(c2-3)CCCC4)ecl 110 *
2333 O=C(CO)NC1CCN(Cc2ccn3ncnc(NedceeSc(ecnn5CeSceec(F)eS)cd)c23)CCl 110 *




2334 Felecee(Cn2nec3cc(NednennScec(CNCO6CCNCC6)c4S)cee32)cl 110 *
2335 CN(CCO)Ccleen2nene(Ne3ceccde(cnndCedecce(F)cd)e3)cl2 110 *
2336 NS(=0)(=0)clcce(-n2¢(SCC(=0)Nc3cencdeccccde3)nc3ccdececcdec3c2=0)ccl 110 *
2337 COclcc2e(Ne3cee(NC(=0)cdecceed)ce3)nenc2cc lOCCCNICCOCCH 110 *
2338 CN(CO)/N=N/clcce2nenc(Ne3ceee(Br)c3)e2el 110 *
2339 Clclee(Ne2nenc3ce[nH]c23)cec1Oclececcel 110 *
2340 OCCnlccee2nenc(Ne3ece(Ocdecec(OC(F)(F)F)cd)ce(Cl)e3)c21 110 *
2341 CCCCCCC(=O)ON[C@H](CS(C)(=0)=0)clcce(-c2ccc3nenc(Nedeec(OCeSceec(F)eS)e(Cl)ed)c3c2)ol 110.2 *
2342 clcee(Oc2ccc(Ne3nenc4[nH]cee34)cc2)ccl 110.97 *
2343 CCOclec2nee(C#N)e(Ne3eec(OCc4cecee(C)ed)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 111 6.95
2344 C=CC(=0)Nclccce(-n2¢(=0)n(CC)c(=0)c3cnc(Nedeec(NSCCC(N(C)C)CCS5)ec4OC)nc32)cl 111 *
2345 Feleee(-c2ne(Ne3ece(Br)cedcee(-cSceceeS)oc34)c3ce(Br)cce3n2)ccl 111.3 *
2346 O=C(Nclcce(-c2ce3c(Nedeee(OcSceec(C(F)(F)F)eS)e(Cl)cd)nene3s2)cc1 )NC1CC1 112 *
2347 COclcc2ce(Ne3eee(Br)ec3F)nenc2cc1OCCICCN(C)CC1 112.4 6.95
2348 Fcle(NC(=S)Nc2ccee3nenc(Nedceeec(Br)cd)e3ce2)ccec 1 C(F)(F)F 112.4 *
2349 COclcc2nene(Ne3cee(Br)ce(Br)c3)c2cc10C 113 *
2350 Nele(-c2cec(F)ee2)e(-c2eenec2)nnl-clc(Cl)ce(Cl)ec1Cl 113 *
2351 Cclnenc(Ne2eee(OCc3cceec(F)e3)c(Cl)e2)el/C=C/C(=O)NCCN1CCOCC1 114 6.94
2352 COCCNICCC(Oc2cc3c(Nedee(ClyceedF)nenc3cc20C)CC1 114 *
2353 C=CC(=0)Nclccce(-n2¢(=0)cc(CC)c3enc(Nedecc(NSCCN(C)CCS)ec40C)nc32)cl 114 *
2354 OCCCC#Cclcee2nene(Ne3ece(F)c(Cl)e3)e2el 114.2 *
2355 CN(C)C/C=C/C(=0O)Nclcccc(-n2¢(=0)cnc3enc(Nedecceed)nc32)cl 115 6.94
2356 Fclecee(COc2ccec(Ne3nencdsc(-cScec[nH]S)ce34)cc2Cl)cl 115 *
2357 CCO[C@H]1CN[C@H](C#Cc2cc3ncenc(Nedeee(OCceS5cecc(F)c5)e(Cl)ed)e3s2)Cl 115 *
2358 CNI1CCC=C(C(=0O)Nc2ccc3nenc(Nedcece(Br)cd)c3c2)Cl 115 *
2359 C=CC(=0O)Nclcc2c(Nc3cce(NC(=0)C=C)c(C(F)(F)F)c3)ncne2cc10CCOC 115.1 *
2360 0=C1COc2cc3ncnc(Ncdccee(Cl)ed)c3cc2N1CCCNI1CCCCCl 115.9 *
2361 CCC(=0)Nclec2e(Ne3ece(OCcdceceend)ce3)nenc2ec10C 116 *
2362 Cclnc(Nc2ccee(Br)c2)c2ce(NCCN3CCOCC3)nce2nl 117 *
2363 Feleec(Ne2nenn3cecee23)celCl 118 *
2364 C=CC(=0)Nclccee(-n2¢(=0)n(C(C)C)c(=0)c3enc(Nedcec(NSCCN(C)CC5)e(0OC)c4)nc32)cl 119 *
2365 COclecc(C2=NN(c3cccec3)C(c3cecdceccedce3)C2)ecl 120 6.92
2366 COclccc(Oc2ne3cece(C)ec3ce2/C=N/NC(=0)Cn2c([N+](=0)[O-])cnc2C)ccl 120 6.92
2367 CNclnce(C(=0)Nc2ee(C(=0)Nc3cecc(CNA4CCN(C)CC4A)e(C(F)(F)F)e3)ccc2C)enl 120 6.92
2368 Ccleee(C2=NN(C3=NC(=0)CS3)C(c3cccdcccccdce3)C2)cclC 120 6.92
2369 Oclcec(CN(Cc2ccec(Br)c20)C(=S)Nc2cccece2)ccl 120 6.92
2370 Cclnenc(Ne2eee(OCc3ccecc(F)e3)c(Cl)e2)el/C=C/clccc(CN2CCOCC2)cecl 120 6.92
2371 O=C(/C=C/clcccc([N+](=0)[O-])c1)Nclcee2nene(Ne3ecee(Br)c3)c2cl 120 6.92
2372 O=C(O[C@H]1CN[C@H](C#Cc2cc3nenc(Nedcec(OCcScsenS)e(Cl)ed)e3s2)C1)NICCOCCI 120 6.92
2373 CC(clecce(F)cl)nlncc2ec(Ne3nencdee(CHC[C@@H]SC[C@@H](OC(=O)N6CCOCC6H)CNS)sc34)cec21 120 6.92
2374 COclce2nenc(Ne3cece(Cl)e3F)c2ec1CN(CCN(C)O)[C@@H](C)C(N)=0 120 *
2375 O=cloc2cc3nenc(NedeeeS[nH]nee5¢4)c3ce2nl CCCN1CCOCC1 120 *
2376 C=CC(=0)Nclccce(-n2¢(=0)cc(C3CC3)c3enc(Nedecc(NSCCN(C)CCS5)ec40C)ne32)cl 120 *




2377 Brclcecee(Ne2nenc3cecde(cc23)Oc2ccecc204)cl 120 *
2378 CS(=0)(=O0)N1CCC[C@@H]1C#Cclcc2nenc(Ne3cee(OCe4ccecc(F)cd)e(Cl)e3)e2sl 120 *
2379 CN(C)clece2nencec2cel 120 *
2380 Nelee2nene(Ne3cecee(Cl)e3)c2enl 120 *
2381 COclcec2e(Ne3cececee3)nenc2cel 120 *
2382 CCcle(C(N)=0)cn2nenc(Ne3cecde(cnndCedeccecd)c3)cl2 120 *
2383 CCOC(=0)clcc2e(Ne3cecde(cnndCedceccecd)c3)nenn2cel 120 *
2384 OCclcen2nenc(Ne3ceccde(cnn4Cedecee(F)cd)c3)cl2 120 *
2385 C[C@H](clceceel)nlnec2ee(Ne3nenndeec(COC[C@@H]SCNCCOS5)c34)cec2l 120 *
2386 S=C(Nclcce2nenc(Ne3ceee(Cl)e3)c2c1)Nelnee(Cl)sl 120 *
2387 Cclnne(NC(=S)Nc2ccee3nenc(Nedeeee(Cl)cd)e3c2)s 120 *
2388 N#CC1=C(c2cccec2)Ne2e(c(-c3cces3)nn2-c2cccec2)C12C(=0)Ncelcec(Br)cel2 120 *
2389 Neleee(C(=0O)Nc2ccee(Cl)e2)c(O)cl 120 *
2390 CNICCN(N(CCC2COc3cc4nenc(NeScee(Br)ec5F)c4cc302)N2CCN(C)CC2)CCl 120 *
2391 CCN(CC)N(CCC1COc2cce3nene(Nedece(Br)ccdF)c3cc201)N(CC)CC 120 *
2392 OCCCI1COc2cc3ncenc(Ncdece(Br)ecdF)c3cec201 120 *
2393 |CN(CCN(CCN1CCOCCIT)CCN(C)/N=N/cleccc2nenc(Ne3ceee(Br)e3)c2el)/N=N/clcec2nenc(Ne3ccec(Br)c3)c2 120 *
cl
2394 |Cclne(Ne2nee(C(=0)Nc3c(C)ceec3Cl)s2)cc(N2CCN(CCOC(=0)CCC(=0)OCCN(C)Ce3cec(C(=0O)NcdeccSnen 120 *
c¢(Ncbecee(Cl)ch)eScd)ec3)CC2)nl
2395 O=C(/C=C/clccc(OC(F)(F)F)ccl)clce(Br)ec2ec(-c3ccee(F)e3)ocl2 120 *
2396 Nclce(Cl)ceeclNelnenc2cenecl?2 120.23 *
2397 COclcee2nene(Ne3eceee3)c2cl.Cl 120.23 *
2398 CCNCeclece(-c2cc3c(Nedeee(OCce5ceec(F)e5)e(Cl)cd)nenc3s2)[nH] 1 121 *
2399 C=CC(=0)Nclccce(-n2¢(=0)n(C(C)C)c(=0)c3cenc(Nedece(N(C)CCN(C)C)ecdOC)nc32)cl 121 *
2400 O=C(Nclnccs1)Nclee(-c2ccenc2)cec1 OC(F)(F)F 121.09 *
2401 C=CC(=0)Nclcc2c(Ne3eee(Br)ee3F)nenc2cc10[C@H]1CCOC1 121.1 *
2402 CCOclcc2nenc(Ne3cecde(cendS(=0)(=0)cdcecccd)e3)c2ec INC(=0)/C=C/CN1CCOCC1 122 *
2403 Fclece(Br)eccINclnenc2cee3c(ce12)OC(CCN(N1CCCCCI)N1ICCCCC1)CO3 122 *
2404 Feleee(-c2ne(Ne3cee(Br)cedee(-cScece(F)eS)oc34)c3ce(Br)cce3n2)ccl 122.5 *
2405 CNI1CCN(C/C=C/C(=0)Nc2cc3c(Nedeee(F)e(Cl)ed)nenc3s2)CCl 124 *
2406 Fclec2e(Ne3ecee(Br)c3)nenc2enl 124 *
2407 O=C(CO)NCCnlcce2nene(Ne3cec(Ocdecce(C(F)(F)F)cd)c(Cl)e3)c21 124 *
2408 CCOclce2nec(CH#N)e(Ne3cee(Scdne(-c5cecceS)cs4)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 125 6.90
2409 CCNC(=0)O[C@@H]1CN[C@H](C#Cc2cc3ncnc(Nedceee(OCcS5cece(F)e5)c(Cl)cd)e3s2)Cl 125 *
2410 N#CC(C#N)=C(N)/C(C#N)=C/clccc(O)cel 125 *
2411 COclcec(OC)c(Ne2ee(NCCe3ccees3)nen2)cl 125 *
2412 C=CC(=0)Nclcc(Nc2ncec(NC(=0)c3cec(C(F)(F)F)ce3)n2)c(OC)eccIN1CCC(C(N)=0)CCl 125.1 *
2413 Brclcecc(Ne2nenc3[nH]cee23)ccl 125.33 *
2414 COclece2nene(N[C@@H](C)c3cee(F)ee3)c2cc10CCCCCCC(=0)NO 125.6 6.90
2415 Fclcee(-c2cec3cc(Br)ec(Nednc(-c5cee(Cl)eeS)neScee(Br)ccdS)c302)ccl 125.7 *
2416 COclcc2nenc(Ne3cece(SC)e3)c2ec1OC 126.7 *
2417 COclcc2nenc(Ne3cece(-c4cecccd)c3)c2ec10OC 126.7 *




2418 C#Cclcee2nene(Ne3ece(F)e(Cle3)e2el 126.9 *
2419 CCC(=0)Nclcc2e(Ne3eccde(cendS(=0)(=0)c4ccceed)c3)nenc2ec1OC 127 *
2420 CNI1CCN(c2cce(Ne3ne(Nedeee5[nH]cce5c4)c4en[nH]c4n3)cc2)CC1 127 *
2421 C=CC(=0)Nclcc(Nc2ncec(NC(=0)c3cceec3)n2)c(OC)ccIN(C)C 127.2 *
2422 O=C(Nclcee2nenc(Ne3ceeee(Cl)e3)c2e1)C1CCC2(CC1)OCC1(02)C2CC3CC(C2)CCIC3 127.8 *
2423 COclcce2nenc(Ne3cceccc3Br)c2ec10C 128 *
2424 C=CC(=0)Nclcc(Nc2ncec(NC(=0)c3cec(OC)c(0C)e3)n2)c(OC)ccIN1CCC(C(N)=0)CCl 128 *
2425 CCOC(=0)/C=C/C(=0)Nclcccc(Oc2cc(Ne3cec(OCe4ccce(F)cd)e(Cl)e3)nen2)cl 129 6.89
2426 COclcc(N2CCN(C)CC2)ceclINelnee(Cl)e(Oc2ecec(COc3no[n+]([O-])e3S(=0)(=0)c3ccecc3)c2)nl 130 6.89
2427 CCNclnce(C(=0)Nc2ee(C(=0)Ne3cec(CNA4CCN(C)CC4)e(C(F)(F)F)e3)ccc2C)enl 130 6.89
2428 Ccleec(C2=NN(C(N)=S)C(c3ccc(0)ec3)C2)cclC 130 6.89
2429 COclce2nec(C#N)e(Ne3eccde(ecnndCedeccecd)c3)c2cc INC(=0)/C=C/CN(C)C 130 6.89
2430 CCCN(CC#CC(=0O)Nclcee2nee(C#N)c(Ne3ceee(Br)e3)c2e1)CCC 130 6.89
2431 CCOC(=0)CCCnlc(=0)oc2cc3nenc(NedeeeS[nH]necS5c4)c3cc21 130 *
2432 CCN(CO)[C@@](C)(CCclnenc2ec(OC)c(0OC)ce12)Celececcel 130 *
2433 COCCNICCC[C@@H]1C#Cclce2nenc(Ne3cee(OCc4ccec(F)cd)e(Cl)e3)e2sl 130 *
2434 O=C(OCCclcceccl)clee(NCe2ece(O)cce20)ccclO 130 *
2435 COclccee(Ne2nenc3ec(N)nee23)cl 130 *
2436 Clclccee(Ne2[nH]nce3nene(Nedceee(Br)c4)c23)cl 130 *
2437 Cclecee(Ne2[nH]ene3nne(Nedecee(Cl)ed)c2-3)cl 130 *
2438 CNICCCN(Cc2cen3nenc(Nedeee5c(ennSCeScece(F)cS5)e4)c23)CCl 130 *
2439 CCI1CNCCN(Cc2cen3nenc(Nedece5c(ennSCeScecc(F)e5)cd)c23)Cl 130 *
2440 COclcc2e(Ne3cee(NC(=0)cdeccecd)ce3)nenc2cc lOCCCNICCN(C)CCI 130 *
2441 Cclee(NS(=0)(=0)c2ccc(Ne3nnccdeccee34)cc2)nol 130 *
2442 Fclecee(Cn2nec3cc(NednennScec(COCC6CCNCC6O)c45)cec32)cl 130 *
2443 FC(F)(F)c1nnc(NC(=S)Nc2cce3nenc(Nedeece(Cl)cd)e3ce2)s1 130 *
2444 CC(=0)OCN(C)/N=N/clcce2nenc(Ne3cecee(Br)c3)c2cel 130 *
2445 CCN(CO)C(C)(CCelnenc2ece(OC)e(OC)ccl2)Celececcl 130 *
2446 COclcc2nenc(-c3c[nH]c4ccec(Br)ce34)c2ec10C 131 *
2447 COC[C@@H]1CCCN1C/C=C/C(=0O)Nclccc2nene(Ne3ecee(Br)e3)c2cel 131 *
2448 COclecc(NC(=0)/C=C/CN(C)C)cc1Nclncc(F)c(Nc2cee3eccee3e2)nl 131 *
2449 O=C(Nclcc(N2CCOCC2)nenl)clcee(F)ecl 131 *
2450 COclec(NC(=O)Nc2cence2)ee(-c2ecenc2)c10C 131.09 *
2451 COclccee(Ne2nenc3ceence23)cIN 131.83 *
2452 COclcec2nenc(Ne3cee(Ocdecceed)ec3)c2cc INC(=0)/C=C/CN1CCCCC1 132 *
2453 ClL.Cnlc2cccec2e2nenc(Ne3cece(Br)e3)c21 132 *
2454 O=C1Nc2cc3c(-cdcceccd)c(-cdcceccd)n(-cdece(Cl)eed)c(=0)c3cc2C(c2ceccc2)N1 132 *
2455 COC(=0O)clcec2oc3enne(NcdeccecdC)e3c2cel 132.5 6.88
2456 Fclceee(-c2cc3ce(Br)cc(Nedne(-cScec(Cl)ec5)nc5cee(Br)ccdS)c302)cl 132.9 *
2457 S=C(Nclcce(Cl)e(Cl)cl)Nelece2nenc(Ne3ecee(Br)e3)c2el 133.1 *
2458 CN(C)C/C=C/C(=0O)Nclcc2e(Ne3cce(OCc4cecc(F)ed)ec3)nenc2ec10[C@H]1CCOCT 133.9 *
2459 C=CC(=0)Nclcc(Nc2ncec(NC(=0)c3cceccdcccee34)n2)c(OC)eccINICCN(C)CC1 133.9 *
2460 C=CC(=0)Nclecc2e(Ne3eec(OCc4ceccend)c(Cle3)nenc2ec10[C@H]1CCOC1 134.9 *




2461 CCC(=0)Nclec2e(NCe3ceccee3)nenc2ec10C 136 *
2462 CCNI1CCC(Ne2eee3e(e2)C(=C(c2cee(Clyec2)c2nec[nH]2)C(=0O)N3)CC1 137 *
2463 FC(F)(F)clesc(NC(=S)Nc2cee3nenc(Nedcecee(Cl)ed)c3c2)nl 137 *
2464 C=CC(=0)Nclccce(-n2¢(=0)n(C)c(=0)c3cnc(Ncdccc(NSCCC(N(C)C)CCS5)cc4OC)ne32)cl 137 *
2465 0=C1COc2cc3ncnc(Ncdeee(F)e(Cl)ed)c3cc2N1CCCNICCCCC1 137.9 *
2466 CS(=0)(=0)CCNCclcee(-c2cc3c(Nedeee(OCceS5cece(F)c5)c(Cl)ed)nene3s2)[nH] 1 138 *
2467 CCN(CC)CCN(C)C/C=C/C(=0O)Nclcc2e(Ne3cec(F)e(Cl)e3)nenc2s1 139 *
2468 C#Cclecec(Ne2nence3ecde(cc23)N(CCCN2CCOCC2)C(=0)CO4)cl 139 *
2469 COclccee2nenc(Ne3cecee(Br)c3)cl2 139 *
2470 Clelecc(C2=NN(c3ccece3)C(c3cccedeccee34)C2)cclCl 140 6.85
2471 CCOclec2nee(C#N)e(Ne3cec(OCc4ec(F)ec(F)ed)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 140 6.85
2472 O=cloc2cc3nenc(Nedeee(OCc5cceccS5)ecd)c3cc2nl CCCN1CCOCC1 140 *
2473 CCOC(=0)CCCnlc(=0)oc2cc3nenc(Nedeee(F)c(F)cd)c3ce2l 140 *
2474 CCOclce2nene(/C=C/CCCc3cccce3)c2ec1OCC 140 *
2475 COC(=O)N1CCC[C@@H]1C#Cclcc2nenc(Ne3cee(OCe4ccecc(F)cd)e(Cl)e3)ce2sl 140 *
2476 CN1CCC(Oc2ccee3nenc(Nedeec(OCceScecenS)e(Clycd)c23)CCl 140 *
2477 NC(=0)C1CCN(Cc2cen3nenc(NedceeeSc(ennSCeSceec(F)cS)e4)e23)CCl 140 *
2478 NS(=0)(=O)clccc(Ne2nnee3cecee23)cel 140 *
2479 NC(=0)COCclcen2nenc(Ne3cecde(cnndCedcecce(F)cd)e3)cl2 140 *
2480 Cclec2ec(Ne3ceencdee(-c5cee(CN(C)CCO)ceeS)se34)ccc2[nH] L 140 *
2481 CC(O)C[C@@H](INC(=0)OC(C)(C)C)C(=0)Nclcee2nenc(Ne3ceec(F)e(Cl)e3)c2el 140 *
2482 COclcece2nenc(Oc3cecc(NC(=S)Ncdcecee(C(F)(F)F)cd)e3)c2cc10C 140 *
2483 COclcee(-n2¢(-c3cccec3)c(-c3ccece3)c3ccde(cc3c2=0)CNC(=0)N4)ccl 140 *
2484 COclce2nenc(Ne3cec(F)e(Cl)e3)e2ec INC(=0)/C=C/CNC1CC(F)(F)C1 141 *
2485 CCOC(=0)O[C@H]1CN[C@H](C#Cc2cc3nenc(Ncdcee(OCeScecc(F)eS5)e(Cl)ed)ce3s2)Cl 141 *
2486 Cclecec(NC(=0)c2cec(OCCCN3CCOCC3)cc20)cl 142.1 *
2487 C=CC(=0)NclccceclINclne(Ne2eec(OCC(=0)N3CCOCC3)ce2)nceclCl 142.9 *
2488 C=CC(=0)Nclcccc(NC(=O)Nc2cenc(Ne3cec(NACCN(C)CC4)ce3)n2)cl 143 *
2489 CCC(=O)N1CC[C@H](N2C(=0O)N(c3ccce(Cl)e3)Ce3enc(Nedcec(NSCCN(C)CC5)e(C)ed)ne32)Cl 144 6.84
2490 S=C(Nclecc(Cl)ee(Cl)cl)Neleee2nenc(Ne3ceee(Br)e3)c2cel 146.3 *
2491 Nelnc(Nc2ccee(Br)c2)c2e(nl)[nH]clceceel2 147 *
2492 CN(C)C/C=C/C(=O)Nclcc2e(Ne3cce(F)c(C#N)e3)nenc2ec 1 O[C@H]1CCOCI 147.4 *
2493 C=CC(=0)Nclcec(Nc2necc(NC(=0)c3ceee(OC)c3)n2)c(OC)eccINICCN(C)CC1 147.4 *
2494 | CCC(=O)NICC[C@H](N2C(=O)N(c3cc(OC)ccc3F)Ce3enc(Nedece(NSCCN(C(C)=0)CCS)c(C)c4)nc32)Cl 148 6.83
2495 COclce2nenc(Ne3cec(Cedeecend)ec3)c2ec INC(=0)/C=C/CN1CCCCI1 148 *
2496 C=CC(=0)Nclcc(Nc2ncec(NC(=0)c3cec(OC)c(0OC)c3)n2)c(OC)eccIN(C)C 148.8 *
2497 CN(C)C/C=C/C(=0O)N1CCc2c(sc3ncnc(N[C@H](CO)Cc4cceeced)c23)Cl 149 *
2498 C=CC(=0)Nclcc(Nc2neec(Ne3ceceee3P(C)(C)=0)n2)c(OC)ccIN(C)CCN(C)C 149 *
2499 COclec2c(cc1OC)Nelnene(N[C@H](C)c3ccecece3)cINC2 150 6.82
2500 COCCI1CCCNICCH#CC(=O)Nclcee2nec(C#N)e(Ne3ccece(Br)e3)c2cl 150 6.82
2501 COC[C@@H]1CCCN1CCHCC(=0O)Nclcce2nee(C#N)c(Ne3ecee(Br)e3)c2cl 150 6.82
2502 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncnc(NedeceS5c(cenSS(=0)(=0)cScescS5)ed)c3s2)C1)N1CCOCC1 150 6.82
2503 COclcc2nenc(Ne3ceec(Cl)e3F)c2cc ICN[C@H](C)C(N)=0 150 *




2504 C[C@@H](Nclnene2sc(Br)ccl2)clcece(F)cel 150 *
2505 Ccleee(S(=0)(=0)N2CCOc3ccdnenc(NcS5ceee(Br)c5)c4ec30CC2)cecl 150 *
2506 CNICCN(CCCNc2ncece3cec(-c4c(Cl)cecc4Cl)e(NC(=O)NC(C)(C)C)ne3n2)CCl 150 *
2507 Cnlc(=0)c(-c2¢(Cl)ccec2Cl)ec2enc(Ne3ecec(O)ce3)nc2 1 150 *
2508 NC1CCN(Cc2cen3nenc(Nedeee(OCceSceencS)c(Cl)ed)c23)CCl 150 *
2509 COclcc2e(Ne3cee(NC(=0)cdecee(Cl)ed)ee3)nenc2ecc IOCCCN1CCN(C)CCl 150 *
2510 Cclnnc(-c2en3nene(NedeneS[nH]ceeS5c4)c3¢2C(C)C)ol 150 *
2511 CN(C)C/C=C/C(=O)Nclccc2c(C#N)enc(Ne3ceee(Br)e3)c2cl 150 *
2512 Ncelncec(-c2¢(-c3ccc(F)ee3)nen2C2CCCCC2)nl 150 *
2513 N#CC1=C(c2cccec2)Ne2e(c(-c3cces3)nn2-c2cccec2)C12C(=0)Nelcec(Cl)ecl2 150 *
2514 |CN(CCN(CCNI1CCOCCI)CCN(C)/N=N/clccc2nenc(Ne3cecee(Cl)e3)c2el)/N=N/clcec2nenc(Ne3ceec(Cl)e3)c2 150 *
cl
2515 N#Cclccee(Oc2ecc(Ne3nencdec[nH]e34)cc2Cl)cl 150 *
2516 Fclecee(Oc2cec(Ne3nencdec[nH]c34)cc2Cl)el 150 *
2517 FC(F)(F)clcececc10clcec(Ne2nenc3cec[nH]c23)cc1Cl 150 *
2518 COclccece(-c2cc3ce(Br)cc(C(=0)/C=C/c4ccc(F)ced)c302)cel 150 *
2519 CCOclec2nee(C#N)c(Ne3cec(OCce4cecceed)c(Cl)e3)c2ec INC(=0)/C=C/CN1CCCC1COC 151 6.82
2520 Cclee2e(Ne3cee(F)ce(Clye3)nenn2cl 151 *
2521 C=CC(=0O)Nclcc(Nc2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(OC)cc IN(C)CCN(C)C 151 *
2522 CC(C)(O)C#Ccleee2nenc(Ne3cee(F)c(Cl)e3)c2cel 151.5 *
2523 COclcece2nenc(N(C)c3ccee(Br)e3)c2ec10C 152 *
2524 O=CINCc2cc3c(=O)n(-c4cceceed)e(-cdecececd)c(-c4ceeccd)c3ce2N1 152 *
2525 C=CC(=0)Nclcc(Nc2ncec(NC(=0)c3cec(C(F)(F)F)ce3)n2)c(OC)ccIN1ICCN(C)CCl 152.2 *
2526 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cce(OC)ce3)Ce3enc(Nedecc(NSCCN(C)CCS)e(C)ed)ne32)Cl 153 6.82
2527 COclcceccl-clec2e(N[C@H](C)c3cceen3)nenc2sl 153 *
2528 C=CC(=0O)Nclcc(Nc2ncec(NC(=0)c3cece(0OC)e3)n2)c(OC)eccIN(C)CCN(C)C 153.5 *
2529 C=CC(=0)Nclccce(Oc2ne(Ne3eecc(N4CCN(C(=0)CC)CC4)cc30C)ncc2SC)el 153.7 *
2530 CCNICCN(C(=0)/C(F)=C/c2c(C)ncnc2Nc2cece(OCe3cece(F)e3)c(Cl)c2)CCl 156 6.81
2531 CC(Nclnene2sc(Br)ecl2)cleceecl 156 *
2532 C=CC(=0)Nclecc(Nec2ncee(NC(=0)c3cccee3)n2)c(OC)eccIN1CCN(C)CC1 156.5 *
2533 C=CC(=0)Nclcc(Nc2ncec(NC(=0)c3ccc(OC)e(OC)c3)n2)c(OC)cc INICCN(C)CCl 157.5 *
2534 COclec2nenc(Ne3cec(F)e(Cl)e3)e2cc1IOCCN1CC2(C1)CS(=0)(=0)C2 158 6.80
2535 CLO=[N+]([O-])clecccc2elscle(Ne3ecee(Br)c3)nencl2 158 *
2536 CC(C)nlnc(-c2cce(Cl)c(O)c2)c2e(N)nene2 1 158 *
2537 C=CC(=0)Nclcccc(NC(=O)Nc2cene(Ne3eecc(N4CCN(CCF)CC4)ec30C)n2)cl 158 *
2538 COC(=0O)clcec2oc3ennc(NCcéceccccd)c3c2cel 158.5 6.80
2539 CN(C)clee2nene(Nce3ecee(Br)c3)c2ecIN 159 *
2540 COCCOclce2nenc(Ne3eeec(OC)e3)c2c2¢10CCO2 159.9 *
2541 COclcee(C2=NN(C(N)=S)C(c3ccecdeccec34)C2)ccl 160 6.80
2542 CC(C)cleec(C(=0)Nc2cec(CN3CCN(C)CC3)e(C(F)(F)F)c2)cc INC(=O)clenc2[nH]cec2el 160 6.80
2543 O=C(CBr)OCCnlc(=0)oc2cc3nenc(Nedece(OcSceec(C(F)(F)F)e5)c(Cl)cd)e3ec2l 160 6.80
2544 CS(=0)(=0)CCNCclccc(-c2cce3nenc(Nedecc(OCcSceceeS)c(C(F)(F)F)cd)c3c2)ol 160 *
2545 CCOC(=0)CCCnlc(=0)oc2ce3nenc(Nedeec(OC(C)C)ecd)e3ec2l 160 *




2546 Ncl[nH]ene2nne(Ne3ecee(Cl)e3)cl-2 160 *
2547 NCCCCOCclcen2nenc(Ne3cecde(cnndCedecec(F)cd)e3)cl2 160 *
2548 COclec2nec(C#N)e(Ne3eee(F)e(C(F)(F)F)c3)c2cc10C.CL 160 *
2549 Cclece(Ne2nene3cecde(ce23)N(CCCN2CCOCC2)C(=0)CO4)ccl1Cl 162.7 *
2550 CCOclce2nee(C#N)e(Ne3ee(Cl)e(OCce4cccccd)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 163 6.79
2551 CCOclec2nenc(Ne3ceee(OCce4cccend)ce3)ec2cc INC(=0)/C=C/CN1CCN(C)CC1 164 *
2552 C=CC(=0O)NCclen(Cc2cccc(Ne3ee(-c4[nH]c(SC)ncd-cdecc(F)ecd)cen3)c2)nnl 164 *
2553 CCOclce2nee(C#N)e(Ne3ccc(OCCe4ceccced)e(Cl)e3)c2ecINC(=0)/C=C/CN(C)C 165 6.78
2554 O=C(NCCNI1CCCCCI1)Nclee2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOCI 165 *
2555 CCN(CCO)CCCOclecc2e(Ne3ecee(NC(=0)Ncedceec(F)c(Cl)cd)e3)nenc2el 165 *
2556 O=C(Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2ecl O[C@H]1CCOCI)N(NCCN1CCCCCI)NCNICCCCC1 165 *
2557 Cnlene(-c2ec(NC(=0O)Nc3cence3)ec(C(F)(F)F)c2)cl 165.6 *
2558 C=CC(=0)Nclcc(-n2¢(=0)cc(C)c3enc(Nedenn(CSCCN(C)CCS)cd)ne32)cc(C(F)(F)F)cl 166.2 *
2559 CCOclce2nenc(NC3=CC(=0)C(OCc4ccc(F)c(F)c4)=CC3=0)c2ccINC(=0)/C=C/CN(C)C 166.7 6.78
2560 C=CC(=0)Nclcc2c(Ne3ece(F)c(C#N)c3)nenc2ec1O[C@H]1CCOC1 167.3 *
2561 N#Cclceee(Oc2ecc(Ne3nencdcc(OCCCNSCCOCCS)e(NC(=0)cSce([N+](=0)[O-])ceccSF)ce34)cc2Cl)cl 169 6.77
2562 C=CC(=0)Nclccce(-n2¢(=0)cc(C)c3enc(Nedecc(NSCCN(C)C(C)CS)ec4OC)nc32)cl 169.2 *
2563 O=C(Nclcce2nenc(Ne3ceee(Cl)e3)c2el)C1CCC2(CC1)OCCI(CO2)C2CC3CC(C2)CCIC3 169.4 *
2564 COclec2nenc(Ne3ceee(Cl)e3F)c2cc1CN1CCC[C@H]1CC(N)=0 170 *
2565 COclcceccl-clec2e(NCe3cees3)nenc2sl 170 *
2566 C=CC(=0)Nclccece(-n2¢(=0)cc(C)c3enc(Nedeec(NSCCN(C)CC5)ecc40CC)nc32)cl 170 *
2567 COclce2nenc(NCe3cecee(C)e3)c2ec10C 170 *
2568 Ccl[nH]c2nene(Ne3ee(Cl)ee(Cl)e3)c2c1C 170 *
2569 COclcc(0)c2e(=0)c(-c3ccee(Cl)e3)en(C)c2el 170 *
2570 Cclec(C(=0)N2CCOCC2)[nH]c1/C=CI\C(=0)Nc2ncne(Ne3ece(F)e(Cl)e3)c21 170 *
2571 CCcle(C(=0)OCCCn2ccnc2)cn2nenc(Ne3cccde(cnndCedeceecd)c3)cl2 170 *
2572 CNI1CCN(Cc2cen3nenc(NedeeeSc(enn5Cc5ccec(F)eS)cd)e23)CCl 170 *
2573 NC(=0)CN1CCC(n2cc(-c3ccec(0)e3)e3c(N)nenc32)CCl 170 *
2574 COclce(-c2nn(C(C)C)c3nenc(N)e23)cec INC(=0)OC(C)(C)C 170 *
2575 CCNclee(Ne2cecee(Cl)e2)nenl 170 *
2576 O=C(/C=C/clccc(F)ccl)clee(Br)ec2ec(-c3cceec3)ocl2 170 *
2577 O=C(/C=C/clcccecl)clec(Br)cc2ee(-c3cecc(Cl)e3)ocl2 170 *
2578 O=C(Nclcc2c(Ne3eec(OCC4CC4)c(Cl)e3)nenc2ec10CCCN1CCOCCT )elec([N+](=0)[O-])ceclF 172 6.76
2579 C=CC(=0O)Nclcc(Ne2nce(F)e(Ne3ceeeee3S(=0)(=0)N(C)C)n2)c(OC)ccIN(C)CCN(C)C 172 *
2580 COclcceccl-clec2e(Ne3ceeeee3)nenc2sl 173 *
2581 COclccc(NC(=0)/C=C/CN(C)C)ccINcIncc(C#N)c(Nc2eee3cecee3c2)nl 173 *
2582 C=CC(=0O)Nclccec(Oc2ne(Ne3cec(N4CCN(C(=0)C(C)C)CC4)ce30C)nce2SC)cl 173.6 *
2583 |C=CC(=0O)Nclccce(Oc2ne(Ne3cece(NACCN(CC(=0)OCCCCOcSno[n+]([O-])c5S(=0)(=0)cScecceS)CC4)cc30 174 6.76
C)nce2Cl)cl
2584 CCC(=0)Nclcc2e(Ne3cecde(c3)CCN4Ce3ceccee3)nenc2ec1OC 175 *
2585 CC(C)nlnc(-c2cce3[nH]cce3ce2)c2e(N)nenc21 176 *
2586 clec(Nc2cee3[nH]cee3e2)nc(Ne2eec(OCCCCN3CCOCC3)ec2)nl 178 *
2587 CC(=0)Nclcee(-c2c(-c3cecee3)oc3nenc(N[C@H](CO)cdecceed)c23)ecl 179 *




2588 CC(C)nlnc(-c2cce3c(cen3C(=0)OC(C)(C)C)c2)c2¢(N)nenc2 1 179 *
2589 Cclece(Oc2ne3cecc(C)ec3cc2/C=N/NC(=0)Cn2¢([N+](=0)[O-])cnc2C)ccl 180 6.74
2590 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncnc(NCeécecee(OcScecce5)ed)ce3s2)C1)NICCOCCI 180 6.74
2591 O=C(/C=C/CN1CCCC1)Nclcc2e(Nec3cce(Ocdeccecd)ce3)nenc2enl 180 *
2592 C=C(CN(C)O)C(=0)clcce(OCc2ccecc2)ecl.Cl 180 *
2593 Cc1[nH]c(/C=C2\C(=0O)Nc3ncenc(Nedece(F)e(Cl)ed)e32)c(C)ec1CCC(=0)0 180 *
2594 C[C@@H](Oclcece2nenc(Ne3cecede(cnndCedeccend)ce3)c12)C(=0)N(C)C 180 *
2595 COclce2nec(C#N)e(Ne3ecee(Cl)e3)e2ec1OC 180 *
2596 clcee(Ne2neee(Ne3eec4[nH]cec4e3)n2)ec(N2CCOCC2)cel 180 *
2597 C=CC(=0)Nclccce(-n2¢(=0)n(C)c(=0)c3cnc(Nedecc(NSCCN(C(C)=0)CC5)cc40C)nc32)cl 180 *
2598 C=CC(=0)Nclcc(Nc2ncec(NC(=0)c3cccee3)n2)c(OC)eccIN1CCC(C(N)=0)CCl1 180.6 *
2599 C=CC(=0)Nclcc(-n2¢(=0)cc(C)c3enc(Nedcec(NSCCN(C)CCS5)ecdOC)nc32)cc(C(F)(F)F)cl 181.9 *
2600 COclcceecl-clec2¢(NCce3eceen3)nenc2s] 183 *
2601 CC[C@@H](Nclncnc2sc(Br)cel2)clceceel 183 *
2602 C=CC(=0)Nclcccc(NC(=O)Nc2cenc(Ne3cee(N(CC)CC)ee30C)n2)cl 183 *
2603 Fclcee(-c2nc(SCCN3CCOCC3)[nH]c2-c2cene(Ne3cceee3)ce2)cel 183 *
2604 O=C(CBr)OCCnlc(=0)oc2cc3nenc(Nedeec(NSCCCCCS)e(Cl)ed)c3ec2l 184 6.74
2605 Cclcee(Ne2nene3ec(OC(C)C)cde(c23)OCCO4)ccl[N+](=0)[O-] 184.5 *
2606 COclec2nec(C#N)e(Ne3ecc(OCc4cceecd)ce3)c2ec INC(=0)/C=C/CN(C)C 185 6.73
2607 Cclece(-n2c(-c3cecee3)e(-c3ceceee3)c3ccde(cc3c2=0)C(c2eccec2)NC(=0)N4)cecl 185 *
2608 CC(=0)CCCSclnc(-c2ccc(F)ce2)e(-c2eenc(Ne3cceec3)c2)[nH] 1 185 *
2609 OCCC#Cclcee2nene(Ne3ece(F)e(Cl)e3)e2cel 185.8 *
2610 Cclecee(Ne2nence3ecde(cc23)N(CCCN2CCOCC2)C(=0)C0O4)cl 186.9 *
2611 COclec(OC2CCOC2)c2¢(Ne3cce(F)e(Clye3)nenc2el 187 *
2612 C=CC(=0O)Nclcc(Nec2ncec(NC(=0)c3cec(OC)e(OC)c3)n2)c(OC)cc IN(C)CCN(C)C 187.2 *
2613 CCOclcec2nee(C#N)e(Ne3cec(OCce4nc5ceece5s4)c(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 188 6.73
2614 CCN(CCO)CCCOcleec2e(Ne3ecee(NC(=0)Ncedcee(Cl)e(C(F)(F)F)c4)c3)nenc2cel 188 *
2615 O=C(Nclcenecl)Nelee(-c2ecene2)ec(C(F)(F)F)cl 189.49 *
2616 Cclnenc(Ne2eee(OCce3cecc(F)e3)e(Cl)e2)e 1 C#Celeecc(CN2CCCC2)c(F)el 190 6.72
2617 COclec2nenc(Ne3cec(F)e(Cl)e3)c2cc10CCN1CC2(CCO2)C1 190 6.72
2618 O=C(/C=C/clcccc([N+](=0)[O-])c1)Nclcce2nene(Ne3ecee(Cl)e3)c2cel 190 6.72
2619 Cclcee(C2=NN(c3nc(-c4cec(Cl)ccd)es3)C(c3cce(Cl)ec3)C2)cclC 190 6.72
2620 COclcc2nec(CH#N)e(Ne3cece(Br)c3)c2ec10C 190 6.72
2621 C#Cclccec(Ne2nenc3cecdoc(=0)n(CCOC)cdcc23)cl 190 *
2622 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncnc(Nedeee(OcSceeenS)c(Cl)e4)e3s2)C1)N1CCOCCI 190 *
2623 Cnlc(=0)c(-c2¢(Cl)ceec2Cl)cc2enc(Ne3cecec(C(=0)0)c3)nc2 1 190 *
2624 COclcn2nenc(Ne3ceecde(ecnndCeédecee(F)cd)c3)c2cICN1CCCNCC1 190 *
2625 NCI1CCN(Cc2ccn3nenc(NedeeeSc(ecnnSCeSccencS)ced)ce23)CCl 190 *
2626 COCICNCCN(Cc2cen3nence(NedceeSc(enn5SCeSceee(F)eS)c4)c23)Cl 190 *
2627 Fclceec(Cn2nce3cec(NednennScee(COC[C@H]6CCCNC6)c45)cce32)cl 190 *
2628 CC(C)(N)clec(C(=ON[C@@H]2CCce3cce(Ocdcenc5c4CCC(=0)NS)ce3C2)ee(C(F)(F)F)cl 190 *
2629 COclcee(C(Ne2eee(C)ee2)n2¢(-c3ec(CCnde(-cSccceeS)ncScecceSc4=0)cee3Clnc3cecce32)cel 190 *
2630 | COclcee(-c2c3c4cc(OCCN(C)C)e(OCCN(C)C)ecdoc(=0)c3n3cccdec(0)c(OC)ccdc23)cc10.0=C(O)C(F)(F)F 190.6 *




2631 clecc(CNe2nence3c2sc2ececc23)ecl 191 *
2632 C[C@@H](CN(C)C(=0)CO)Oclccee2nenc(Ne3cce(OCcdcceend)e(Clye3)cl2 191 *
2633 COclcc2¢e(Ne3ece(NC(=0)Ncdececeed)ee3)nenc2ecc 1OCCCNTICCN(C)CCl 194 *
2634 COC[C@@H]1CCCNI1C/C=C\C(=0)Nclccc2nenc(Ne3cece(Br)c3)c2cl 194 *
2635 CCOclec2nee(C#N)c(Ne3cec(OCce4ccec(CH#N)cd)e(Cle3)c2ec INC(=0)/C=C/CN(C)C 195 6.71
2636 C=CC(=0)Nclcc2c(Nc3cee(F)e(C#N)e3)nenc2ec 10CCOC 195.8 *
2637 O=C(Nclccee(Cl)el)eleec(OCCCN2CCOCC2)ecl1O 195.8 *
2638 COCCCNC(=0)Nclce2e(Ne3ceee(F)e(Cl)e3)nenc2ec 10[C@H] 1 CCOC1 197 *
2639 COCCCNN(NCCCOC)C(=0O)Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2ee 1O[C@H]1CCOC1 197 *
2640 C[C@@H](Nclnenc2[nH]e(-c3cccec30)ecl2)cleccecl 198 *
2641 Cclece(C2=NN(c3cceee3)C(c3ccecdcecce34)C2)ccl 200 6.70
2642 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclcc2ec(OC)cce2n2nnne12 200 6.70
2643 COclcc2e(cc10C)Nelnene(NCce3eccee3)cINC2 200 6.70
2644 Neleee2nenc(Ne3ceee(Cl)e3)e2cel 200 7.02
2645 CCN(CO)[C@@](C)(C#Cclncnc2ec(OC)c(OC)ec12)Celeencel 200 *
2646 C=CC(=0O)Nclccec(Oc2ne(Ne3cec(N4CCN(C(C)=0)CC4)cc30C)ncc2C(F)(F)F)cl 200 *
2647 COclcee2nenc(NCe3ccecec3)c2el 200 *
2648 COclcce2nenc(Ne3nececdeccee34)c2ec10C 200 *
2649 Ccl[nH]c2nenc(Ne3ceec(C#N)ce3)c2el1C 200 *
2650 CCnle(=0)c(-c2¢(Cl)ccec2Cl)ec2ene(Ne3eceee3)ne2 1 200 *
2651 CCN(CC)CCNC(=0)c1¢(C)[nH]e(/C=C2\C(=0)Nc3ncne(Nedeee(F)e(Cl)ed)e32)c1C 200 *
2652 COclcc2c(Ne3ceee(Br)ee3F)nenc2ec 1 OC[C@@H]1CCCN(C)C1 200 *
2653 COclcec2e(Ne3eee(Clee3F)nenc2cc10CCN1CCN(C)CCl 200 *
2654 COclcc2ce(Ne3ceee(Br)ee3F)nenc2ec1OCCCICCN(C)CCl 200 *
2655 COclcc2¢(Ne3cee(Br)ee3F)nenc2cc1OCCCICCNCC1 200 *
2656 Cclece(Ne2nenn3ec(C)e(C)e23)ec1O 200 *
2657 CCclc(C(=O)N(C)C)cen2nenc(Ne3cecde(ecnndCedececcd)c3)cl2 200 *
2658 CCOC(=0O)clen2nenc(Ne3cecde(cnndCedecceed)e3)c2clC 200 *
2659 CCOC(=0)clen2nenc(NCe3cecee3)c2c1CC 200 *
2660 CCOC(=O)clen2nenc(Ne3cecde(cnndCeédecceed)e3)c2c1C(C)C 200 *
2661 CS(=0)(=0)CCNCI1CCN(Cc2cen3nenc(Nedeec5c(ennSCeScecc(F)cS)e4)c23)CCl 200 *
2662 Fclcee(Ne2nenc3nn4ceccecdc23)eclCl 200 *
2663 O[C@@H]1CNCCN(Cc2cen3nenc(NcdceeSc(cnnSCceSceec(F)c5)cd)e23)Cl 200 *
2664 Cclcen2nenc(Nce3ceecde(cnndCedeceend)c3)cl2 200 *
2665 CN=NNclcce2nenc(Ne3eeee(C)e3)ce2cel 200 *
2666 CN/N=N/clcce2nenc(Ne3ceee(C)e3)c2cel 200 *
2667 Nclceee(-c2ne3c(Ncdecec(O)cd)nenc3o2)cl 200 *
2668 Nclcee(-c2ne3c(Nedeee(O)ecd)nenc3o2)cecl 200 *
2669 CIL.Nclcee(-c2nc3c(Nedecee(Clycd)nenc3o2)cel 200 *
2670 CCN(CO)C(C)(C#Ccelnene2ec(OC)c(OC)ec12)Celeencel 200 *
2671 CN(clece2[nH]ece2el)cleenc(Ne2ecc(OCCCCN3CCOCC3)ec2)nl 200 *
2672 COCCOclcc2nenc(Ne3cec(F)ee3)e2c2c10CCO2 200.3 *
2673 |COclcc(N2CCN(C)CC2)ceclNelnee(Cl)e(Oc2eeccc(NC(=0O)CCN3CCN(CCOc4no[n+]([O-])c4S(=0)(=0)cdcce| 201 6.70




cc4)CC3)c2)nl

2674 CN(C)C/C=C/C(=0O)Nclcc2c(Ne3cee(Ocdecceed)cec3)nenc2enl 201 *
2675 Nelecce(-c2c(-c3cecce3)oc3nenc(N[C@H](CO)cdcecced)e23)cl 203 *
2676 CN(C)CCnlcene2c¢(Cl)e3c(Ncdecee(Br)c4)nenc3ec2 1 203 *
2677 O=C(/C=C/CN1CCSCC1)Nclccc2nenc(Ne3ceee(Br)c3)c2el 203 *
2678 C=CC(=0O)Nclcc(Nc2nee(Cl)e(Ne3eceee3S(=0)(=0)N(C)C)n2)c(OC)ecc IN(C)CCN(C)C 204 *
2679 CCC(=0O)Nclcc2c(Ne3ceee(Cedeceend)ce3)nenc2ec10C 205 *
2680 COclce2nence(Ne3ccee(CHCC(C)(C)O)e3)c2ec10C 205.8 *
2681 CC(C)nlnc(-c2cee3c(N)n[nH]c3c2)c2c(N)nenc2 1 207 *
2682 C=CC(=0)Nclcc(C)cc(-n2¢(=0)cc(C)c3enc(Nedecc(NSCCN(C)CCS5)ecdOC)nc32)cl 208.4 *
2683 CCC(=O)N1CC[C@H](N2C(=O)N(c3cc(OC)ccc3F)Ce3cenc(Nedece(NSCCCN(C)CCS)e(C)e4)nc32)Cl 209 6.68
2684 COclcc2nenc(-c3c[nH]c4cc(F)c(Cl)ec34)c2ec10C 209 *
2685 NC(=S)NIN=C(c2ccc(Cl)c(Cl)c2)CClclecece2ecceel2 210 6.68
2686 Cclncc([N+](=0)[O-])n1C/C(=N/NC(=0)clccc(O)ccl)clcec(Br)ccl 210 6.68
2687 COclee2nec(C#N)e(Ne3ecc(NCNcedeceeed)c(Cle3)e2ec INC(=0)/C=C/CN(C)C 210 6.68
2688 C=CC(=0)Nclccce(-n2¢(=0)cc(N(C)C)c3enc(Nedece(NSCCN(C)CCS5)ec40OC)ne32)cl 210 *
2689 C=CC(=0)Nclecc(Nc2ncee(-c3en(C)cdeecce34)n2)c(OC)cc IN(C)CCN(C)C 210 *
2690 CNI1CCN(CCCCNe2nece3ec(-c4e(Cl)ccec4Cl)e(=0)n(C)ec3n2)CC1 210 *
2691 Cclee(/C=C2\C(=0)Nc3nenc(Nedeee(F)e(Cl)ed)e32)[nH]e I C(=O)N1CCN(C)CCl1 210 *
2692 CCclc(NC(=0)OCc2ccccc2)en2nenc(Ne3cecde(cnndCedeccced)e3)cl2 210 *
2693 CS(=0)(=O)N1CCCN(Cc2ccn3nenc(NcdceeeSc(enn5CeSccee(F)eS)cd)c23)CCl 210 *
2694 Fclecee(Cn2nec3ce(NednennS5cece(COCC6CNCCOCH)c45)ccc32)cl 210 *
2695 Cclcen2nenc(Ne3cec4[nH]ncc4c3)cl2 210 *
2696 FC(F)(F)OclccecelOclecc(Ne2nenc3ce[nH]e23)ec1Cl 210 *
2697 CN(CCnlcec2nenc(Ne3cee(Ocdecee(C(F)(F)F)cd)c(Cle3)e21)C(=0)CO 210 *
2698 clec(Ne2cee3[nH]cee3e2)nc(Ne2eec(OCCN3CCOCC3)ee2)nl 210 *
2699 C#Cclccec(Ne2nenc3ccde(cc23)N(CCCN2CCCCC2)C(=0)C04)cl 211.4 *
2700 COclcc2e(Ne3ece(NC(=0O)Ncedeeceed)e(Cl)e3)nenc2ecc 1OCCN1ICCCCC1 212 *
2701 COclec2nec(C#N)e(Ne3ece(Cedne(-cS5ceeee5)ces4)e(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 214 6.67
2702 O=C(/C=C/N1CCOCCI1)Nclccc2nenc(Ne3cece(Br)e3)c2cl 215 *
2703 Felceee(-c2ne(-c3cccee3)[nH]c2-c2cenc3[nH]e(-c4eccecd)cc23)cel 215 *
2704 COclccc(-c2¢3c4cc(OC)c(OCCCN(C)C)ecdoc(=0)c3n3cecdec(0)c(OC)ccdc23)cc10.0=C(O)C(F)(F)F 2154 *
2705 Clclceec(Ne2nene3ecc(NCedece5c(c4)OCCCOS)ce23)cl 216 6.67
2706 |CCC(=O)N1CC[C@H](N2C(=0)N(c3cc(OC)cce3F)Cc3cenc(Nedecc(NSC[C@@H]6CN(C)C[C@@H]6CS)c(C)| 216 6.67
c4)nc32)Cl1
2707 C=CC(=0)Nclcccc(Ne2ne(Ne3eee(/C=C/c4cc(OC)cc(OC)c4)cc3)nec2Cl)cl 216.1 *
2708 C=CC(=0)N1CCC(Sc2nc(-c3ccc(F)ece3)e(-c3cenc(Nedeeeeed)c3)[nH]2)Cl 217 *
2709 | CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Ce3cenc(Ne4ece(NSCCH(CCN(C)CCH)C5)e(C)ed)ne32)Cl 218 6.66
2710 CC(=0O)Nclcece(-c2¢(-c3cecee3)oc3nenc(N[C@H](CO)cdececcd)c23)cl 218 *
2711 COclcccecl-clec2e(Ne3eee(OCcedcccec(F)cd)c(Cl)e3)nene2s 220 *
2712 Nelne(N)c2e(Ne3ceee(Cl)e3)[nH]nc2nl 220 *
2713 COclcee(Ne2nece3cece(-c4c(Cl)ceecdCl)e(=0)n(C)e3n2)ccl 220 *
2714 Cnlc(=0)c(-c2¢(Cl)cecc2Cl)ec2enc(Ne3cee(CC(=0)0O)ec3)nc2 1 220 *




2715 O=C(O)C1CCN(Cc2ccn3ncnc(NedeeeSc(enn5CcSccec(F)eS)cd)c23)CCl 220 *
2716 CC(C)nlnc(-c2ccc3ec[nH]c3c2)c2¢(N)nenc2 1 220 *
2717 O=C(Nclccee(Cl)el)elee(O)ceclO 220 *
2718 FC(F)(F)Oclccee(Oc2cec(Ne3nencdec[nH]c34)cc2Cl)el 220 *
2719 CCOclec2nee(C#N)c(Ne3cec(OCce4ccceed)c(Cl)e3)c2ecINC(=0)/C=C/CN1CCC(0O)CCl1 221 6.66
2720 C=C(CN(C)C)C(=O)Nclcc2c(Ne3eee(OCc4ceccecd)c(Cl)e3)e(CHN)enc2ec 10CC 223 6.65
2721 C=CC(=0)Nclccce(-n2¢(=0)c(=0)n(C(C)C)c3cne(Nedcce(N(C)CCN(C)C)ec4OC)ne32)cl 223 *
2722 C/C=C\C(=0O)NclccccelNelnenc2ec(OCCCOC)c(OCCCOC)ccel2 223.6 *
2723 | CCC(=0)N1CC[C@H](N2C(=O)N(c3cc(OC)ccc3F)Ce3cne(Nedece(NSCCCH(CCN(C)CCH)CCS)c(C)cd)ne32) | 224.5 6.65
Cl
2724 COclcee2nene(Ne3ece(F)e(Cl)e3)c2c10C1CCN(C)CC1 225 *
2725 C=CC(=0)Nclcccc(NC(=0O)Nc2cene(Ne3cec(N4CCOCC4)ce30C)n2)cl 225 *
2726 COclccc(NC(=0)/C=C/CN(C)C)cc1Nc1nce(C)e(Nc2eee3cecce3c2)nl 225 *
2727 COclcec(NC(=0)/C=C/CN(C)C)cc1Nc1ncc(OC)c(Nc2cec3eceee3c2)nl 225 *
2728 CCNC(=0O)Nclcce2nene(Ne3eec(OCcdceceend)c(Cl)e3)c2cel 227 *
2729 C=CC(=0)Nclccce(-n2¢(=0)n(C(C)C)c(=0)c3cnc(Nedcce(OCCN(C)C)ec4OC)ne32)cl 227 *
2730 | O=C(O[C@H]1CN[C@H](C#Cc2cc3nenc(NedeeeSc(ecnnSS(=0)(=0)cSccee(F)eS5)c4)c3s2)C1)N1CCOCC1 230 6.64
2731 CCOC(=O)clecc(O)c(Ne2nene3ecdoc(=0)n(CCCNSCCOCCS)cdec23)cl 230 *
2732 Nclee2nene(NCc3cececec3N)c2enl 230 *
2733 C=C(CN(C)C)C(=0)clcce(0OS(=0)(=0)c2cec(C(=0)0)cc2)cel 230 *
2734 Ccl1[nH]c2nenc(Ne3cecee(Cl)e3)c2cl-clececcl 230 *
2735 COclce(Ne2e(C#N)ence3ec(-c4coc(CNSCCN(C)CCS)c4)c(OC)ec23)e(Clyeel Cl 230 *
2736 COclcc2e(Ne3eec(NC(=0)cdecee(Clyed)ee3)nenc2cc 10OCCCN1CCOCC1 230 *
2737 COclce2nec(C#N)e(Ne3eee(C(C)C)ec3)c2ec10C 230 *
2738 N#Cclce2nence(Ne3cec(Ocdecee(C(F)(F)F)cd)e(Cl)e3)e2n1 CCOCCO 230 *
2739 C#CCNC(=0O)Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOCI 232 *
2740 C#CCNN(NCC#C)C(=O)Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2ec 1O[C@H]1CCOCI 232 *
2741 CCOC(C)Oclee2nenc(Ne3ece(F)e([N+](=0)[O-])c3)c2c2¢10CCO2 2323 *
2742 | CNICCN(C(=0)c2ccc(-c3cecdnenc(NeScee(OCcbecec(F)c6)c(Cl)eS)cde3)02)CC1.Celeee(S(=0)(=0)O)ccl 2324 *
2743 COclcc2c(Ne3ece(NC(=O)Ncedeee(Cl)ecd)ee3)nenc2ecc lOCCCN1CCN(C)CC1 235 *
2744 Ncelnenc2cle(-clece(Br)e(O)cl)nn2C1CCCC1 236 *
2745 CCOclec2nec(CHN)e(Ne3cec(OCc4cencSceece45)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 238 6.62
2746 Brelecce(Ne2nenc3cec(NN=NCc4cccend)ec23)cl 238 *
2747 O=C1Nc2cc3c(-c4cceccd)c(-c4eccecd)n(-c4cececd)c(=0)c3cc2C(c2ececc2)N1 238 *
2748 COcleccc(N2Cce3enc(Nedeeceed)ne3N([C@@H]3CC[C@@H](0)C3)C2=0)ccl 239 *
2749 Ccleee(C2=NN(C3=NC(=0)CS3)C(c3ccc(Br)ce3)C2)ccl 240 6.62
2750 clcee(C2=NN(c3cceee3)C(c3cecdeccecde3)C2)ecl 240 6.62
2751 COclcc(N2CCC(0O)CC2)cecINcInce(Cl)e(Oc2eecc(COc3no[n+]([O-])e3S(=0)(=0)c3cccec3)c2)nl 240 6.62
2752 O=C(CC1)OCCnlc(=0)oc2cc3nenc(Nedeee(NSCCCCCS)e(Clyed)c3ec2l 240 6.62
2753 Cclnenc(Ne2eee(OCc3ccec(F)e3)ce(Cl)e2)e 1 C#Celecc(CN2CCOCC2)cecl 240 6.62
2754 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncnc(NcdeccSc(c4)e(F)en5Ce4eccecd)e3s2)C1)N1CCOCCI 240 6.62
2755 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncne(Nedece(CeSecceeS)ecd)e3s2)C1)N1CCOCCL 240 6.62
2756 C=CC(=0)Nclccce(-n2¢(=0)cc(C)c3enc(Nedecc(NSCCN(C)CCS5)eec4OC)ne32)cl 240 *




2757 Ncelee2nence(Ne3ceceee3Br)c2enl 240 *
2758 CCN(CC)CCCCNcelnee2ec(-c3¢(Clyecee3Cl)e(NC(=O)NC(C)(C)C)nc2nl 240 *
2759 O=C1CCN(Cc2ccn3ncnc(NedeceSc(enn5CeSccee(F)eS)cd)c23)CCN1 240 *
2760 NS(=0)(=0)clcce(-n2¢(SCC(=0)Nc3ce(Cl)e(Cl)ce3Clne3ccdcccecdec3c2=0)ccl 240 *
2761 COclcee(O)e(C(=0)Nc2ecee(Clye2)el 240 *
2762 clee(Nc2eee3[nH]ece3ce2)nc(Ne2eec(N3CCOCC3)ec2)nl 240 *
2763 C=CC(=0O)Nclccee(-n2¢(=0)n(C(C)C)c(=0)c3enc(Nedcec(NSCCC(NO6CCN(C)CCH)CCS)ce4OC)ne32)cl 240 *
2764 Brelcc2¢(NCe3cceee3)nene2sl 241 *
2765 C=CC(=0)Nclcc(Ne2ncee(T)e(Ne3eeeee3S(=0)(=0)N(C)C)n2)c(OC)cc IN(C)CCN(C)C 244 *
2766 O=C1COc2cc3ncnc(Ncdecec(F)cd)c3cc2N1CCCN1CCOCC1 245.1 *
2767 NclceceelNelnenc2ce(Br)neel2 245.47 *
2768 CCOclce2nee(C#N)e(Ne3ecc(OCc4ceccecd)c(Cl)e3)c2cc INC(=0)/C=C/CN1C(C)CCCCI1IC 247 6.61
2769 COCC(C)Oclec2nenc(Ne3cee(F)e(Cl)e3)c2¢2¢10CCO2 247.2 *
2770 C=CC(=0)Nclccec(Oc2nc(Ne3cec(N4CCN(C(=0O)C(F)(F)F)CC4)cc30C)ncc2SC)cl 247.8 *
2771 CC(C)nlnc(-c2cc(O)cc(Br)c2)c2c(N)nenc2 1 249 *
2772 COclccce(-c2c3c4cc(0)c(OC)ccdoc(=0)c3n3cecdec(0)c(OC)ec4c23)eclO 249.1 *
2773 CCOclec2nee(C#N)c(Ne3cec(N(C)Ce4ceeeeed)e(Cl)e3)c2ecINC(=0)/C=C/CN(C)C 250 6.60
2774 CC(C)N(CCHCC(=O)Nclcee2nee(CH#N)c(Ne3ceee(Br)ce3)e2cel)C(C)C 250 6.60
2775 COclcee(Ne2nene3ec(OC)c(OC)ce23)cecl.Cl 250 *
2776 Nclce2nene(Ne3ceeee3)c2enl 250 *
2777 COclccc(Ne2nec3cece(-c4c(Cl)ceecdCl)e(=0)n(C)e3n2)cclC 250 *
2778 CN(C)/C=C/C(=0O)Nclccc2nenc(Nc3ceec(Br)e3)c2cel 250 *
2779 Ccleen2nenc(Ne3ceec(OCcdecce(F)ed)e(Cl)e3)cl2 250 *
2780 Cclec2ec(Ne3cencdee(-¢5ccc(CNCCNO6CCNCC6)ccS)sc34)cec2[nH]1 250 *
2781 NclecceclNelnenc2eencel2 251.19 *
2782 COclcce(NC(=0)/C=C/CN(C)C)cc1NclIncc(Br)e(Ne2ccc3cceec3c2)nl 254 *
2783 clecc(Ne2nene3[nH]cee23)cecl 254.13 *
2784 CCOclec2nee(C#N)c(Ne3cec(OCce4cecceed)c(Cl)e3)c2ecINC(=0)/C=C/clen(C)enl 255 6.59
2785 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cccc(OC(F)F)c3)Ce3enc(Nedece(NSCCN(C)CCS)e(C)ed)ne32)Cl 257 6.59
2786 Felceee(COc2ccc(Ne3nenedsc(Br)cc34)cc2Cl)cl 257 *
2787 OC[C@@H](Nclnenc2oc(-c3cccee3)c(-c3cecde(c3)OC04)c12)clcceccel 258 *
2788 CCH#CC(=O)Nclcee2nec(C#N)e(Ne3ceee(Br)e3)c2cel 258.9 6.21
2789 Ncelee2nenc(Ne3cecee(I)e3)e2enl 260 *
2790 Cnlc(=0)c(-c2¢(Cl)cecc2Cl)ce2enc(Ne3cecece3)nc2 1 260 *
2791 Nclncne2cle(-clene3[nH]ecc3el)nn2C1CCCC1 260 *
2792 COclcee(NC(=0)/C=C/CN(C)C)cc1NclIncc(Cl)c(Nc2cec3eccee3e2)nl 260 *
2793 COC[C@@H](Nclnenc2sc(Br)ccl2)clcececl 262 *
2794 CS(=0)(=O0)CCN(CCCCOclcce2nenc(Ne3eec(OCce4ceccecd)ee3)c2el)C(=0)C(F)(F)F 263 *
2795 COclcec2c(Ne3ceee(Br)e3)nene2nl 263 *
2796 clecc(Ne2[nH]ene3ncdcceccdc2-3)ccl 264 *
2797 clecc(Ne2nene3[nH]c4cceccdc23)ecl 264 *
2798 O=C(Nclcc2e(Ne3ece(F)c(Cl)e3)nenc2ec1 O[C@H]1CCOCI)NICCC(N2CCCC2)CCl 265 *
2799 | O=C(Nclcc2c(Ne3cee(F)c(Cl)e3)nenc2ec1 O[C@H]1CCOCIN(NTICCC(N2CCCC2)CC1)N1ICCC(N2CCCC2) 265 *




CCl1

2800 CSclnc(-c2cce(F)cec2)e(-c2cenc(Ne3cee(F)ee([N+](=0)[O-])c3)c2)[nH]1 265 *
2801 CO/N=C/c1c(N)ncnc1Ncleee2e(ecnn2Ce2cecee(OC)ce2)cl 267 *
2802 COclce2nenc(NCe3cec(F)ee3)c2cc 10CCCCCCC(=0)NO 268 6.57
2803 C/C=C\C(=0O)Nclccc2nenc(Ne3ceee(Br)e3)c2cel 269 *
2804 COclcee(Oc2ne3cccec3ec2/C=N/NC(=0)Cn2¢([N+](=0)[O-])enc2C)ccl 270 6.57
2805 Cclnenc(Ne2eee(OCc3cccc(F)e3)e(Cl)e2)c 1 C#HCCCNCelceeeel 270 6.57
2806 C=CC(=0)Nclccce(-n2¢(=0)cc(C)c3ene(Nedecc(NSCCN(C)CCS5)ec4OCCC)ne32)cl 270 *
2807 CC(C)(C)OC(=O)Nclcee(-c2[nH]nc3nenc(Nedeeee(Cl)ed)c23)cel 270 *
2808 COclcce(-c2nn(C3CCC(C)C3)e3nenc(N)e23)ccl1O 270 *
2809 COclccce(-c2ce3¢(NC(C)cdecc(C(F)(F)F)ccd)nenc3[nH]2)cecl 270 *
2810 C=CC(=0)Nclccce(Oc2nc(Ne3ecc(N4CCN(C)CC4)ce30C)nec2SC)cel 271.6 *
2811 Brclcecee(Ne2nenc3c2ecc2[nH]ene23)cl 272 *
2812 Brclcecee(Ne2nenc3c2ece2ne[nH]e23)cl 272 *
2813 C=CC(=0)Nclcccc(NC(=0O)Nc2cene(Ne3eec(N4CCCCC4)cc30C)n2)cl 273 *
2814 COclcceccl-clec2¢(NCe3ccenc3)nenc2sl 275 *
2815 C[C@@H](Nclnenc2se(-c3cccec3C(N)=0)cel2)clceceel 276 6.56
2816 CCOclec2nee(C#N)c(Ne3cec(OCce4ceccs4)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 277 6.56
2817 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncne(Nedece(OcScencoeee(F)ec56)c(Cl)c4)c3s2)C1)N1CCOCCT 280 6.55
2818 CNI1CCC(Oc2ccee3nenc(Nedecc(OCc5csenS)e(Cl)e4)c23)CCl 280 *
2819 CN(C)CCN(C)C(=0)Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2ec IO[C@H]1CCOCI 281 *
2820 CN(C)CCN(C)N(C(=O)Nclcc2e(Ne3ece(F)e(Cl)e3)nene2ec 1O[C@H]1CCOCT)N(C)CCN(C)C 281 *
2821 CCOclec2nee(C#N)e(Ne3ceec(OCc4ceccecd)c(Cl)e3)c2cc INC(=0)/C=C/CN1CCC(0)(0)CC1 282 6.55
2822 CCOclce2nenc(NC3=CC(=0)C(OC(CF)CF)=CC3=0)c2cc1NC(=0)/C=C/CN(C)C 283.3 6.55
2823 CCOclce2nee(CH#N)e(Ne3cec(OCC4CCCCC4)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 285 6.55
2824 COclcee2nenc(Ne3cec(NC(=0)Ncdceee(Cle(C(F)(F)F)cd)ece3)c2cc 1I0CCCN1CCOCC1 285 *
2825 | CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3enc(Nedcec(NSCCC(N(C)C)CCS)c(C)ed)ne32)Cl 286 6.54
2826 COclecc(OC)e(Ne2ee(Ne3eec(N4CCN(C)CC4)ec3)nen2)cl 288 *
2827 COclccee(Oc2ceec(Ne3nencdec[nH]c34)cec2Cl)el 290 *
2828 COclec(NC(=O)Nc2cence2)ce(-c2enene2)c10C 290.46 *
2829 |C=CC(=O)Nclccee(Oc2nc(Ne3cec(N4CCN(CC(=0)OCCCCCCOc5no[n+]([0-])e5S(=0)(=0)cSccece5)CCA)ec| 292 6.53
30C)ncc2Cl)cl
2830 COclccce(-c2en(C3CCN(CCN(C)CCO)CC3)c3nenc(N)c23)cl 295 *
2831 COclcec(NC(=0)/C=C/CN(C)C)cc1Nclncc(Cl)c(Nc2cec3[nH]cec3c2)nl 295 *
2832 | CCC(=O)N1CC[C@H](N2C(=O)N(c3cc(OC)cce3F)Ce3ene(Nedecc(NSCCCOH(CCN(C)CH)CS)e(C)ed)ne32)Cl | 295.7 6.53
2833 Fcleee(C2=NN(c3cceece3)C(c3cccdeccecdc3)C2)cecl 300 6.52
2834 0=C(CBr)OCCnlc(=0)oc2cc3ncnc(Nedcee(F)c(F)ed)c3cec2l 300 6.52
2835 COclcc2e(cc10C)OcInenc(Ne3ccee(Br)e3)cINC2 300 6.52
2836 COclce2e(cc10C)OcInenc(Ne3ccee(Cl)e3F)cINC2 300 6.52
2837 COclce2e(cc10C)Nelnene(NCe3ece(F)c(Cl)e3)c INC2 300 6.52
2838 CONC(=0)clec(NCc2cc(O)ccc20)cec1O 300 *
2839 O=CINC(=0)c2cc(Nc3cceec3)c(Ne3ceeeee3)ec21 300 *
2840 COclec2nenc(NC3CC3c3cceec3)c2cc1OCCN1CCOCCH 300 *




2841 CCOC(=0)CICCN(CCC(=0)c2cce(0OCce3ccece3)ec2)CC1.Cl 300 *
2842 COclec2e(Ne3eee(Clee3F)nenc2cc10CC1CCN(C)CC1.Cl 300 *
2843 COclec2e(Ne3eee(Clhee3F)nenc2ecc10CCC1CCN(C)CC1 300 *
2844 COclec2e(Ne3eee(Clee3F)nenc2cc10CC1ICCNCCI.Cl 300 *
2845 COclcc2e(Ne3ee(0)e(C)ee3F)nenc2cc10CC1ICCN(C)CCI.Cl 300 *
2846 COclcc2ce(Ne3ce(F)ee(Br)ec3F)nenc2cc 10OCCICCN(C)CC1 300 *
2847 COclcc2c¢(Ne3cee(Cl)ee3F)nenc2ec IOCCN(C)cleencecl 300 *
2848 COclcc2c(Ne3cee(NC(=0)cdccec(Cl)ed)ec3)nenc2cc IOCCNICCCCC1 300 *
2849 | CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Ce3enc(Nedecc(NSCCN(C6COCH)CCS)c(C)ed)ne32)Cl 302 6.52
2850 O=C(Nclcc2e(Ne3ceee(F)c(Cl)e3)nenc2ec10[C@H]1CCOCT)N1CCC(CCO)CC1 304 *
2851 CN(C)C/C=C/C(=0O)Nclcc2c(Ne3cee(Cedcecend)ec3)nenc2enl 304 *
2852 CS(=0)(=0)CCNCclcc(-c2cc3c(Nedece(OCceS5cecc(F)e5)ce(Cl)cd)nenc3s2)esl 304 *
2853 O=C(Nclcc2e(Ne3cece(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCI)N(N1CCC(CCO)CC1)N1CCC(CCO)CC1 304 *
2854 CO/N=C/c1c(N)ncnc1Nclcee2[nH]nec2cl 306 *
2855 C=CC(=0)Nclcc(Nc2ncee(Ne3eeeee3S(=0)(=0)N(C)C)n2)c(OC)ccIN(C)CCN(C)C 307 *
2856 COclec2nenc(Ne3cec(F)e(Cl)e3)c2cc 1I0CCNC(C)C 310 *
2857 0O=C(0O)clcec(S(=0)(=0)Oc2cce(/C=C/[N+](=0)[O-])cc2)c(O)cl 310 *
2858 clcee(Ne2nenc3[nH]c4e(c23)CCCC4)ccel 310 *
2859 COCCNCCNI1CCC(n2cc(-c3ccee(OC)e3)c3c(N)nene32)CCl 310 *
2860 COclece(C2=C(C#N)C3(C(=0)Nc4cce(Br)cc43)c3c(-cdeces4)nn(-c4cecced)c3N2)ccl 310 *
2861 CCOC(=0O)clc(C)en2nenc(Ne3cecde(cnndCeécecec(F)cd)e3)cl2 310 *
2862 Cnlcne(-c2ec(NC(=0O)Nc3nccs3)cc(C(F)(F)F)c2)cl 310.76 *
2863 C=CC(=0)Nclcc(Nc2n[nH]c3cc(-cdceceSccceeScd)ecc23)c(OC)cc IN(C)CCN(C)C 312 *
2864 CC(C)Oclece2nenc(Ne3cece(F)e(C#N)e3)c2¢2¢c10CCO2 313.6 *
2865 C=CC(=0)Nclccce(-n2¢(=0)n(C)c(=0)c3cenc(Nedeec(NSCCSCCS)ccdOC)nc32)cl 314 *
2866 CCCCCCCCCCCCCENC(=0)COclec(O)c2e(=0)ce(-c3ccece3)oc2el 316 6.50
2867 COclcc(NC(=0O)Nc2ncees2)ce(-c2ccenc2)c10C 317.12 *
2868 C=CC(=0)Nclcc(Nc2ncee(NC(=0)c3cccee3)n2)c(OC)ccIN(C)CCN(C)C 317.6 *
2869 Ncelnenc2cele(-clecc(F)c(O)el)nn2C1CCCC1 318 *
2870 Fclecee(COc2cee(Ne3eenen3)ec2Cl)cl 320 6.04
2871 COclccce(-c2nne(-n3c(-c4eccecd)ncdec(Cl)cccd4c3=0)s2)cecl 320 6.49
2872 clcee(CNe2nenc3cecece23)ccl 320 *
2873 O=c1[nH]cc(F)c(=0)[nH]1 320 *
2874 O=clInc(O)c(F)c[nH]1 320 *
2875 CCOclec2nee(C#N)e(Ne3cec(OCce4cecceed)c(Cl)e3)c2ec INC(=0)/C=C/CN1CCOCCOCCOCCI 321 6.49
2876 CN(C)cleec2e(Ne3ecce(Br)e3)nene2nl 324 *
2877 Nclnenc2cle(-clece(Br)c(O)cel)nn2C1CCC1 324 *
2878 Clelece(Ne2ee(Ne3cecee(Cl)n3)nen2)ccl 324 *
2879 CN1CCN(c2cee(Ne3nee(Br)e(NcdeeeSc(cenSCceScecc(F)eS)ed)n3)cc2)CCl 325 *
2880 O=C(CO)N1CCC[C@H]1COclccce2nenc(Ne3cee(OCc4cecend)c(Cl)c3)el2 327 *
2881 O=C(CCl)OCCnlec(=0)oc2cc3nenc(Nedecc(F)e(Cl)c4)c3ce2l 330 6.48
2882 COCOC#CC(=0)Nclece2nec(C#N)e(Ne3ecee(Br)e3)c2cel 330 6.48
2883 COCOCC#CC(=O)Nclcec2nee(C#N)c(Ne3ceee(Br)e3)c2cel 330 6.48




2884 Clelecee(Ne2ne[nH]e3nne(Nedecee(Cl)ed)c2-3)cl 330 *
2885 COclec(Ne2nee3ec(-c4e(Cl)ccec4Cl)e(=0)n(C)c3n2)cc(OC)cl 330 *
2886 O=C(Nclcc2e(Ne3cee(F)e(Cl)e3)nenc2ec1O[C@H]1CCOCT)NICCN(CCO)CC1 331 *
2887 Fclcee(Ne2nence3cee(C#HCc4ecceed)ce23)cecl Cl 331 *
2888 O=C(Nclecc2e(Ne3ece(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCIN(N1ICCN(CCO)CC1)NICCN(CCO)CCl 331 *
2889 COclce2nenc(-c3c[nH]c4cc(F)e(Cl)ec34)c2cc1OCCCNICCOCC1 333 *
2890 CN=NNclcce2nenc(NCe3cceee3)c2cl 335 *
2891 COclcece(OC)c(Ne2ee(Ne3eee(F)ee3)nen2)cl 336 *
2892 Ccleee(C2CC(c3ece(C)e(C)e3)=NN2C(N)=S)ccl 340 6.47
2893 CCOclcec2nee(C#N)e(Ne3ceecde(c3)CCN4Cce3ccece3)c2ec INC(=0)/C=C/CN(C)C 340 6.47
2894 COCCnlc(=0)oc2cc3nenc(Nedeec(OCceSncec(OCC(F)(F)F)eSC)ecd)e3ec21 340 *
2895 COCclecen2nence(Ne3eccde(cnndCedecce(F)ed)c3)cl2 340 *
2896 CCOclec2nee(C#N)e(Ne3cec(OCce4cecencd)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 341 6.47
2897 C=CC(=0)Nclccce(-n2¢(=0)n(C)c(=0)c3cnc(Nedeec(NSCCOCCS)cc40C)nc32)cl 341 *
2898 COclce2nec(C(=0)NC3CC(C)C)N([O])C(C)(C)C3)c(Ne3ceee(Br)e3)c2ec10C 342 6.47
2899 CCOclce2nec(C#N)e(Ne3eec(OCcdcecceed)c(Cl)e3)c2cc INC(=0)/C=C/CN1CC1C(=0)0C 343 6.46
2900 CCC(=0)Nclec2e(Ne3eee(C(O)cdeccecd)ce3)nenc2ec1 OC 343 *
2901 clcee(Ne2nence3ceecec23)cecl 344 *
2902 CCOclce2nec(C#N)e(Ne3ceec(OCc4eccecd)ce3)c2cc INC(=0)/C=C/CN(C)C 345 6.46
2903 Cclcee(Ne2nenn3ecee(C)e23)cclO 346 *
2904 CCOclee2nenc(NC3=CC(=0)C(OCc4ccec(0OC)c4)=CC3=0)c2cc INC(=0)/C=C/CN(C)C 346.9 6.46
2905 COclccee2nenc(Ne3ceee(Br)e3)c2cl 348 *
2906 C=CC(=0)Nclcccc(NC(=0O)Nc2cene(Ne3eec(OC)ce30C)n2)cl 348 *
2907 CCclecec(Ne2nene3cc(OCCOC)c(OCCOC)ee23)cl 348.7 *
2908 NC(=S)N1N=C(c2ccc(Br)cc2)CClcleec2eceec2cel 350 6.46
2909 | C=CC(=0)N1CCN(c2ccc(Ne3nce(Cl)e(Ocdecec(COc5no[n+]([O-])cSS(=0)(=0)c5ccecc5)c4)n3)c(OC)c2)CCl 350 6.46
2910 Cclece(C(/C=C/c2cccec2)=N\NC(N)=S)ccl 350 6.46
2911 C=CC(=0)Nclccec(Ne2nce(Ne3cec(N4CCN(C(C)=0)CC4)cc30C)ncc2C(F)(F)F)cl 350 *
2912 COclcee(Ne2nene3ec(OC)c(OC)ce23)ec1OC.Cl 350 *
2913 O=C1CN(Cc2ccn3ncnc(NcdceeeSc(ecnnSCceS5ceec(F)e5)c4)c23)CCN1 350 *
2914 COclcece(-c2en(C3CCN(CC(N)=0)CC3)c3nenc(N)e23)cl 350 *
2915 N#Cclenc2ec(O)c(O)ec2elNelcece(Br)cl 350 *
2916 CCOC(C)Oclce2nenc(Ne3ece(F)c(C#N)e3)c2c2c10CCO2 351.8 *
2917 OC[C@@H](Nclncnc2oc(-c3ccece3)c(-c3ccoc3)cl2)clceecel 352 *
2918 0O=C1COc2cc3ncnc(Ncdeee(Cl)eed)c3cc2N1CCCN1CCOCCI 353.7 *
2919 O=[N+]([O-])clccee2nene(Nc3ecee(Br)c3)cl2 355 *
2920 COCCOclcce2nenc(Ne3cec(F)e(Cl)e3)c2ce INC(=0)/C=C/CN1CC[S+]([O-])CC1 356.6 *
2921 CCOclec2nee(C#N)e(Ne3cec(OCce4cecceed)c(Cl)e3)c2ec INC(=0)/C=C/CN1CCN(C)CC1 360 6.44
2922 | CCC(=O)N1CC[C@H](N2C(=0)N(c3cc(OC)cce3Cl)Ce3cne(Nedecc(NSCCN(C6COCH)CCS)c(C)ed)ne32)Cl 360 6.44
2923 COclcec2nenc(Ne3cece(Cl)e3F)c2cc1CN1CCCC1 360 *
2924 CC(COC(=0)clec(NCc2ec(O)ccec20)ecc1O)Celecceecl 360 *
2925 CN(C)CCC(=0)cleec(OCc2eccec2)c(0)el.Cl 360 *
2926 FC(F)(F)clccce(Ne2[nH]enc3nc4e(c2-3)CCCC4)cl 360 *




2927 Cnlncc2cc(Ne3nenndecc(CNSCCC(N)CCS)c34)cec2l 360 *
2928 N#CC1=C(c2ccc(Cl)ce2)Ne2e(e(-c3cces3)nn2-c2cecce2)C12C(=0)Nclceecc12 360 *
2929 COclec2nee(C#N)e(Ne3eecee3C(C)C)e2cc10C 360 *
2930 COclcee(C(=0)Nc2ccee(Cl)e2)e(O)el 360 *
2931 CCOclcec(NC(=0)/C=C/c2ccc3c(c2)OCCCCO3)ccl 360 *
2932 CCOclce2nec(C#N)e(Ne3ee(Clye(OCce4cecec(F)ed)e(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 362 6.44
2933 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3enc(Nedecc(NSCCN(C)CCS)e(C)ed)nc32)Cl 362 6.44
2934 COclce(NC(=O)Nc2nces2)ce(-c2en(C)en2)c10C 362 *
2935 CCOC(C)Oclee2nenc(Ne3ece(C)e([N+](=0)[0-])c3)c2c2c10CCO2 363.3 *
2936 O=C(Nclecc2e(Ne3eee(F)e(Cle3)nenc2cc1OCCCN1CCOCCT )elee(F)ec(F)c1F 365 6.44
2937 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cccc(C)c3)Ce3enc(Nedcec(NSCCN(C)CCS)e(C)e4)nc32)Cl 365 6.44
2938 | CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3cenc(Nedccc(NSCCN(C)CCS)e(C(C)C)ed)ne32)Cl 365 6.44
2939 CCN(CC)CCNC(=0)Nclcc2e(Ne3ece(F)e(Cl)e3)nene2ec 1 O[C@H]1CCOCI 365 *
2940 COclcee(N2Cc3enc(Nedecceed )ne3AN([C@H]3CC[C@H](0)C3)C2=0)ccl 365 *
2941 CCN(CC)CCNN(NCN(CC)CC)C(=0O)Nclec2e(Ne3ece(F)c(Cl)e3)nenc2ec1 O[C@H]1CCOCI 365 *
2942 CC1CCC(n2nc(-c3ccc(F)c(O)c3)c3c(N)nenc32)Cl 366 *
2943 CCOC(=0)CNclecee(Oc2ee(Ne3cee(OCe4ecce(F)cd)e(Cl)e3)nen2)cl 370 6.43
2944 Cclcee(C2=NN(c3nc(-c4cce(Cl)eed)es3)C(c3cee(Br)ee3)C2)ecl C 370 6.43
2945 COclce2neec(Ne3ceee(Br)e3)c2cc10C 370 *
2946 Nelenc(C#Cc2cc3c(Nedeee(OCeScece(F)cS)e(Cl)ed4)nenc3s2)enl 372 *
2947 CCC(=O)NI1CC[C@H](N2C(=0)N(c3cc(OC)cce3Cl)Cec3enc(Nedece(NSCCN(C)CCS)e(C)e4)nc32)Cl 373 6.43
2948 C=CC(=0)Nclccc(-n2¢(=0)cnc3enc(Ncdeee(Clyecd)ne32)cecl 373.5 6.43
2949 CN(C)CCOcleee(Ne2nene3ec(OCCCN4CCOCCH)c(NC(=0)cdce([N+](=0)[O-])ccc4F)cc23)ecl Cl 374 6.43
2950 C=CC(=0)Nclcenc2ncc(C#N)c(Ne3ccee(Br)c3)c2cel 374.8 6.43
2951 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cce(C)ec3)Ce3enc(Nedcec(NSCCN(C)CCS)e(C)e4)nc32)Cl 377 6.42
2952 O=C(Nclcce2nenc(Ne3cece(Cl)e3)c2e1)C1CCC2(CC1)0O0C1(002)C2CC3CC(C2)CCIC3 379.7 *
2953 CCOclce2nee(C#N)e(Ne3eec(O[C@@H]4CCcS5ceccc54)c(Cl)e3)ec2ec INC(=0)/C=C/CN(C)C 380 6.42
2954 COclec2nenc(Ne3cec(F)ce(Cl)e3)c2ec10C 380 *
2955 COclcee(Ne2nene3ecdoc(=0)n(CCCNSCCOCCS)cdec23)ccl 380 *
2956 C#Cclccee(Ne2nenc3cec4oc(=0)n(CCCNSCCOCCS)c4ce23)cl 380 *
2957 Cclceee(Ne2nenc3enc(Cl)ne23)cl 380 *
2958 CC(=O)NC1CCN(Cc2ccn3nenc(NedeceSc(cnn5Ce5cecc(F)e5)c4)c23)CCl 380 *
2959 Cnlc(=0)c(-c2¢(Cl)cece2Cl)ce2ene(Ne3cec(F)ee3)nc21 380 *
2960 CCN(CC)CCOclcee(Ne2ee(NC(=0)Nc3e(Clyceee3Clynen2)cel 380 *
2961 CC(C)nlnc(-c2enc3[nH]cce3c¢2)c2e(N)nene2 1 380 *
2962 O[C@H]1CC[C@H](Nc2nce3nc(Nede(F)ee(F)ecdF)n([C@HJ4CCOC4)c3n2)CCl 380 *
2963 CCC(=O)N1CC[C@H](N2C(=0O)N(c3ccc(Cl)ce3)Ce3enc(Nedcec(NSCCN(C)CCS)e(C)ed)ne32)Cl 383 6.42
2964 CCC(=0)Nclcc2e(Ne3cee(NCe4ceeeeed)ee3)nenc2ec 1 0C 383 *
2965 Nclne(Nc2ceee(Br)c2)c2cec[nH]c2n1 383.7 *
2966 C=CC(=0)Nclcccc(Ne2ne(Ne3eee(/C=C/cdcce(C)cc4C)ec3)ncc2F)cl 386.7 *
2967 C=CC(=0O)Nclce(Nc2n[nH]c3cc(-c4cce(N(C)C)ecd)ecc23)c(OC)cc IN(C)CCN(C)C 387 *
2968 COCCOclce2nenc(Ne3cec(F)c(C#N)e3)c2¢2¢10CCO2 387.8 *
2969 CCC(=0)Nclec2e(Ne3ece(Cedeenecd)ee3)nenc2cc10C 388 *




2970 Cnlnc(-c2ccec3ccecc3c2)c2¢(N)nenc2 1 388 *
2971 C=CC(=0)Nclccce(Ne2ne(Ne3eee(/C=C/c4cc(Cl)cc(Cl)cd)ce3)nce2F)cl 388.1 *
2972 C=CC(=0)Nclccce(Oc2ne(Ne3ecc(NACCCN(C(C)=0)CC4)cc30C)ncc2SC)el 389.4 *
2973 Cclnce([N+](=0)[O-])n1CC(=0)NS(=0)(=O)clccc(F)cel 390 6.41
2974 |C#Cclccec(Ne2nene3cc(OCCOC(=0)C(C)edeecSce(OC)cee5¢4)c(OCCOC(=0)C(C)cdeccScec(OC)cecScd)cc23)| 390 6.41
cl
2975 Ccleee(Oc2ccc(Ne3nencdec(OCCCNSCCOCCS)e(NC(=0)c5cc([N+](=0)[O-])ccc5F)ce34)ec2Cl)enl 390 6.41
2976 COclce2nenc(NC3CC3ce3ccececc3)c2eclO 390 *
2977 Cclee(Ne2nee3cee(-c4e(ClececdCle(=0)n(C)c3n2)ccclF 390 *
2978 CC(C)(C)OC(=0O)nlcec2ee(-c3nn(C4CCCC4)c4nenc(N)c34)cec2 391 *
2979 OC[C@@H](Nclncenc2oc(-c3cccee3)c(-c3ceece3)cl2)clcececl 393 *
2980 CNI1CCN(c2cce(Ne3nee(Br)e(NedceeS[nH]nee5¢4)n3)cc2)CC1 393 *
2981 CC/C=C\C(=O)Nclccee(Ne2nene3ee(OC)c(OCCCN4CCOCC4)cc23)cl 393.9 *
2982 C=CC(=0)Nclccc(-n2¢(=0)cnc3enc(Ncdeee(NSCCN(C)CCS5)ecdOC)nc32)ccl 395 6.40
2983 clece(-c2c(-c3cec(OCCN4CCCC4)cec3)oc3nenc(NCCN4CCNCC4)e23)ecl 397 *
2984 COclee(/C=C(\C#N)C(N)=0O)cc(CSc2cccee2)c10 398.11 *
2985 COclee(/C=C2\CCC/C(=C\c3cce(0)c(0)e3)C2=0)cc(0C)cl 400 6.38
2986 COclec2nec(C#N)e(Ne3ecc(NCceéeccecd)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 400 6.40
2987 CCOclec2nee(C#N)e(Ne3eec(O[C@H]4CCcSceece54)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 400 6.40
2988 Cclec(Oc2cec(Ne3nencdec(CH#C[C@@H]SC[C@@H](OC(=0)N6CCOCCH)CNS5)sc34)cc2Clnol 400 6.40
2989 O=C(OCCCCclcceecl)clec(NCe2ec(O)ecc20)ecc1O 400 *
2990 CC(CCOC(=0)clec(NCe2ec(O)cec20)eeclO)elecceel 400 *
2991 CCOC(=O)clcc(NCc2cc(0O)cec20)ceclO 400 *
2992 O=C(NO)clcc(NCc2cc(O)ccc20)ccc10 400 *
2993 CNC(=0)clcce(S(=0)(=0)Oc2cce(/C=C/[N+](=0)[O-])cc2)ccl 400 *
2994 COclcc2e(Ne3eee(Clee3F)nenc2cc10CCN1CCOCC1 400 *
2995 COclcc2e(Ne3cee(Br)ce3F)nenc2cc1OCCnlcennl 400 *
2996 NC(=0)CNI1CCC(n2cc(-c3ccee(0)c3)c3c(N)nenc32)Cl 400 *
2997 C[C@@H](clccee(F)cl)nlnce2ee(Ne3nenndeee(COC[C@@H]SCNCCOS)e34)cec2 1 400 *
2998 |Cclnc(Ne2nee(C(=0)Nc3c(C)cecee3Cl)s2)cc(N2CCN(CCOC(=0)CCC(=0)Nc3cccdnene(NeSceee(Cl)e5)c4c3)C| 400 *
C2)nl
2999 COclcec(NC(=0)/C=C/CN(C)C)cc1Nclnce(Cl)c(Nc2eec(Cl)e(Cl)e2)nl 400 *
3000 CCOclec2nec(CH#N)e(Ne3cec(OCc4ceccecdF)c(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 401 6.40
3001 COclec2nenc(Ne3cece(CHCCCO)e3)e2ec1OC 402.1 *
3002 COclce2nec(CH#N)e(Ne3cee(Sc4nceend)e(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 403 6.39
3003 COC(=0)/C=C/CNC(=0)Nclcc2e(Ne3ece(F)e(Cl)e3)nene2ec 1O[C@H] 1 CCOCI 404 *
3004 COC(=0)/C=C\CNN(NC/C=C\C(=0)OC)C(=0O)Nclcc2c(Nc3cec(F)e(Cl)e3)nenc2ec 10[C@H]1CCOCI 404 *
3005 O=C(/C=C/CN1CCCC1)Nclecc2e(Nec3cce(Cedeccend)ce3)nenc2enl 405 *
3006 CNI1CCN(c2cee(Ne3nee(Br)c(NcdceeeSnceneSc4)n3)ec2)CCl 408 *
3007 COC(=0)clcccc(Ne2nenc3cecc(-c4enc(OC)e(NS(C)(=0)=0)c4)cc23)cl 409 *
3008 C=CC(=0)Nclccec(Oc2ne(Ne3cec(N4CCN(C(=0)C(C)(C)C)CC4)cc30C)ncc2SC)el 409.7 *
3009 NC(=S)N/N=C(/C=C/clcccc2ceccecl2)clcceccel 410 6.39
3010 Ccle(C(=0)N2CCN(C)CC2)c[nH]c1/C=C1\C(=0O)Nc2ncne(Ne3cee(F)e(Cl)e3)c21 410 *




3011 CNC(=0)c1nc(-c2cec(Cl)e(S(=0)(=0)Nc3ccee(F)c3C)c2)encIN 410 *
3012 COclcc2nenc(Ne3cecc(C#N)e3)c2ec10C 412.8 *
3013 CCC(=O)N1CC[C@H](N2C(=O)N(c3cccc(OC)c3Cl)Ce3ene(Ne4ece(NSCCN(C)CCS)c(C)e4)ne32)Cl 413 6.38
3014 C[C@@H](Nclncne2sc(Br)ccl2)clcecsl 415 *
3015 Cclcee(Ne2nene3ec(OC(C)C)cde(c23)OCCO4)ccl CHN 416.1 *
3016 CCC(=O)N1CC[C@H](N2C(=0O)N(c3ccec(OC)c3)Ce3enc(Nedecc(NSCCN(C)CCS)e(C)ed)ne32)Cl 417 6.38
3017 C[C@H](Nc1[nH]ene2e3eccee3ncl-2)clceccel.Cl 419 *
3018 C[C@@H](Nclnenc2cl[nH]cleceeel2)eleceecl.Cl 419 *
3019 Cclcee2ne(Oc3cecc(F)ee3)e(/C=N/NC(=0)Cn3c([N+](=0)[O-])enc3C)cc2cl 420 6.38
3020 O=C(Nnlc(-c2cceec2)nc2eccec2el1=0)clcec(Br)ccl 420 6.38
3021 Oclccee(Ne2[nH]ence3ne4ce(c2-3)CCCC4)cl 420 *
3022 CCOclece2nee(C#N)e(Ne3ecee(Br)e3)c2ec10CC 420 *
3023 OCCOCCnlcce2nenc(Ne3ene(Ocdecee(C(F)(F)F)cd)e(Cl)e3)c21 420 *
3024 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cccc(OC)e3F)Ce3cenc(Nedccc(NSCCN(C)CCS5)e(C)ed)nc32)Cl 421 6.38
3025 CCC(=0)Nclec2e(Ne3ececde(cendCC(C)C)e3)nenc2ec10OC 421 *
3026 COclce2nec(C(=0)NC3CC(C)(C)N([O])C(C)(C)C3)c(Ne3cee(F)e(Cl)e3)c2ec10C 422 6.37
3027 Ccelncc([N+](=0)[O-])n1C/C(=N/NC(=O)clcce(N)ccl)cleec(Br)cel 430 6.37
3028 COclcce2nenc(NNce3ceec(F)e(Cl)e3)c2ec10C 430 *
3029 COclen2nene(Ne3eccde(enndCedecee(F)ed)ce3)c2c1 COC[C@@H]1CNCCOL1 430 *
3030 N#CC1=C(c2cccec2)Ne2e(c(-c3cees3)nn2-c2ccccc2)C12C(=0O)Nceleceeel2 430 *
3031 OC[C@@H](Nclnenc2oc(-c3cccee3)c(-c3ccco3)cl2)cleecccel 434 *
3032 O=C1COc2cc3ncnc(Ncdece(F)eed)c3cc2N1CCCNICCOCC1 434.1 *
3033 COclccee(-c2nn(C3CCCC3)c3nenc(N)c23)cc1O 437 *
3034 Nclccee2nenc(Ne3ceeece(Br)ce3)cl2 439 *
3035 CCOC(=0O)clccc(O)e(Ne2nenc3ecdoc(=0)n(CCOC)cdcc23)cl 440 *
3036 COclccee2nenc(Ne3eee(OCcdceceend)e(Cl)e3)cl2 440 *
3037 COclccee(-c2en(C3CCN(CC(N)=0)C3)c3nenc(N)c23)cl 440 *
3038 COclcce2sc3e(Nedeeee(Br)ed)nene3c2ec1OC.CL 444 *
3039 C=CC(=0)Nclcc(-n2¢(=0)cc(C)c3enc(Nedenn(CCN(C)C)ed)ne32)cc(C(F)(F)F)cl 444.7 *
3040 CCOclec2nee(C#N)e(Ne3ceec(Ocdeccecd)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 445 6.35
3041 N#CC(C#N)=CNclcce2nenc(Ne3cec(OCe4ecee(F)cd)e(Cl)e3)c2cel 445 *
3042 C=CC(=0O)Nclceccc(Ne2ne(Ne3eee(CN4CCOCC4)ec3)nce2Cl)el 448.7 *
3043 Ccleec(NC(=0)/C=C/CN(C)C)ccl1C(=0O)Nclece(OCc2ccec(F)e2)c(Clyel 450 6.35
3044 COclec2nenc(Ne3cece(Cl)e3F)e2cc1ICNICCC[C@@H]1C(=0O)N(C)C 450 *
3045 CC(C)(C)NC(=O)NcInc2ne(N)nec2ecl-cle(Cl)ceccl1Cl 450 *
3046 CCN(CC)CCNC(=0)clee(C)e(/C=C2\C(=0)Nc3nenc(Nedeee(Cl)eedF)e32)[nH] 1 450 *
3047 COclcc2¢(Ne3ce(F)ce(Br)ecc3F)nenc2ec 1OCCICCNCC1 450 *
3048 COclcc2ce(Ne3e(F)ee(Clee3F)nenc2cc 10CC1CCN(C)CC1 450 *
3049 Br.Cclcee([C@@H](C)Ne2nene3[nH]e(-c4cee(O)ecd)ec23)ccl 450 *
3050 OC[C@@H](Nclncnc2oc(-c3ccece3)c(Br)cl2)cleccecl 452 *
3051 CC/C=C\C(=0O)Nclcccec1Nelnenc2ec(OC)c(OCCCN3CCOCC3)cel2 452.4 *
3052 COclcce(-c2cc(NC(=0)Nc3ceenee3)ec(OC)c20C)enl 455.17 *
3053 Cclecee(Ne2nene3ecde(cc23)N(CCCN2CCCCC2)C(=0)CO4)cl 456.2 *




3054 Clelecc(Ne2nne(Ce3ceenec3)c3ceecc23)ccl 457.7 6.34
3055 0=C(CBr)OCCnlc(=0)oc2cc3nenc(Nedceec(F)c(Cl)cd)c3cc2 460 6.34
3056 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)el/C=C/clcce(CNCCS(C)(=0)=0)o1 460 6.34
3057 COclcce2nenc(Ne3ceee(Cl)e3)c2ecl1 B(O)O 460 *
3058 0=C1COc2cc3ncnc(Ncdceeee(F)e4)c3cc2N1CCCN1CCCCCl 460 *
3059 clcee(CNe2[nH]enc3c4cecccednc2-3)cel 460 *
3060 CLO=[N+]([O-])clcec2se3c(Nedceec(C(F)(F)F)cd)nene3c2cel 460 *
3061 CC(C)S(=0)(=0)clcececINelne(N/N=C/c2ccec(C(F)(F)F)c2)nccl Cl 460 *
3062 COC(=0)COCclcen2nenc(Ne3cecdc(ecnndCedeccec(F)ed)e3)cl2 460 *
3063 clecc(CNe2nence3c2[nH]c2cceec23)ecl 460 *
3064 C=CC(=0)Nclcccc(NC(=0O)Nc2cence(Ne3eec(N(C)C)ece3)n2)cl 462 *
3065 COclce2ne(N)ne(Ne3eeee(Br)e3)c2ec10C 463 *
3066 CCCCCCCCCCCCCCCCCCNC(=0)COclce(O)ec2c(=0)cc(-c3cecee3)oc2el 464 6.33
3067 CNICCN(C(=0O)Nc2ce3c(Nedeee(F)e(Cl)e4)nenc3ec20[C@H]2CCOC2)CC1 464 *
3068 CN(C)CCCN(C)C(=0)Nclcc2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOCI 464 *
3069 CN(C)CCCN(C)N(C(=O)Nclce2e(Ne3ceee(F)e(Cl)e3)nenc2ec10[C@H]1CCOCT)N(C)CCCN(C)C 464 *
3070 CNICCN(N(C(=O)Nc2cc3c(Nedeee(F)e(Cl)ed)nene3ecc20[C@H]2CCOC2)N2CCN(C)CC2)CCl 464 *
3071 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3ene(Nedecc(NSCCCCCS5)e(C)ed)nc32)Cl 467 6.33
3072 COCCnle(=0)oc2cec3nenc(Ncdceee(F)c(Cl)cd)c3cc2l 470 *
3073 C=C(CN(C)C)C(=0O)clccc(0OS(=0)(=0)c2cce(C(=0)0)c(0)c2)ccl 470 *
3074 CCOC(=0)clen2nenc(Ne3ceecde(cnndCeédecce(F)cd)e3)c2elC 470 *
3075 Clcleccec1Nelnenc2[nH]ceel2 470.67 *
3076 COCCOclcce2nenc(-c3c[nH]c4ce(F)c(Cl)ec34)c2cc10CCOC 472 *
3077 C=CC(=0)Nclcc(CC)cc(-n2¢(=0)cc(C)c3enc(Nedecc(NSCCN(C)CCS)ec4OC)nc32)cl 472.1 *
3078 Neleeee(Oc2ec(Ne3eee(OCc4cccc(F)cd)e(Cl)e3)nen2)cl 473 6.33
3079 C#Cclcecee(Ne2nene3cec(OC(C)COC)cdc(c23)0CCO4)cl 473.6 *
3080 C=CC(=0)Nclccce(-n2¢(=0)c(=0)n(C)c3cnc(Nedcec(NSCCN(C)CCS)ccdOC)nc32)cl 474 *
3081 COclcec(-c2ce(NC(=0)Nc3nces3)ec(C(F)(F)F)c2)enl 476.66 *
3082 COCCNC(=0O)Nclcc2e(Ne3ceee(F)e(Cl)e3)nenc2ec1 O[Ca@H]1CCOC1 479 *
3083 COCCNN(NCOC)C(=0O)Nclce2e(Ne3ceee(F)e(Cl)e3)nenc2ec10[C@H]1CCOC1 479 *
3084 CC(C)(C)nlne(-c2cee(Clyce2)c2e(N)nenc2 1 480 *
3085 Cclcec(Ne2ncee3ec(-c4c(Cl)ccecdCl)e(=0)n(C)c3n2)ccl 480 *
3086 CN(C)N=Nclccc2nenc(NCe3ceceee3)c2cel 482 *
3087 Brclcecc(C2=NN(c3cccee3)C(c3ccecdeceee34)C2)cecl 490 6.31
3088 COclce2nenc(Ne3ceece(Cl)e3)e2ec1 BIOC(C)(C)C(C)(C)O1 490 *
3089 CCnlc(=0)c(-c2¢(Cl)ccec2Cl)ec2ence(Ne3eence3)nc2 1 490 *
3090 COclce2nenc(Ne3ce(NC(=0)cdcceeed)e(F)ce3F)c2cc10C 490 *
3091 CCcle(CO)en2nenc(Ne3cececde(cnndCeéeccecd)e3)cl2 490 *
3092 COCCOCclcen2nene(Nce3ceccde(cnndCeéccee(F)cd)c3)cl2 490 *
3093 N#Ccle(-c2cec3nec(C(N)=0)c(Ncdcecc(Br)c4)c3c2)escIN 490 *
3094 C=CC(=0)NclccccelNclne(Ne2ecc(OCCN3CCOCC3)ec2)neel Cl 491 *
3095 COclcee(-c2cec(OC(F)(F)F)e(NC(=O)Nc3necs3)c2)enl 4953 *
3096 C/C=C\C(=0O)Nclccc(Nec2nenc3cc(OCCCOC)c(OCCCOC)ee23)cecl 497.5 *




3097 CCOclec2nee(C#N)c(Ne3ceec(OCce4ncendC)e(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 500 6.30
3098 COclcc2e(ecc10C)Oclnenc(Ne3cecdeccec4c3)c INC2 500 6.30
3099 Ccleec2[nH]e(C(=O)NC(CO)Cc3cccce3)c(Cl)c2el 500 6.30
3100 N#CC(C#N)=C1CCc2cc(0)c(O)cc21 500 *
3101 COclce2nenc(Ne3ce(OC)e(0OC)c(0C)c3)e2ecl1OC.Cl 500 *
3102 N#CC(C#N)=C(N)/C(C#N)=C/clcc(O)c(O)c(Br)cl 500 *
3103 |COclec(/C=C/[N+](=0)[O-])ccc1OS(=0)(=0)clccc(C(=0)OC[C@H]20[C@@H](n3cnc4c(N)nened3)[C@H](| 500 *
O)[C@@H]20)ccl
3104 Cclnce2ne[nH]e(N(C)c3ceee(Cl)e3)c-2¢1C 500 *
3105 COclcc2ce(Ne3cee(Br)ee3F)nenc2cc 1 OCCICCN(C)CC1.Cl 500 *
3106 COclcc2e(Ne3e(F)ee(Clee3F)nenc2cc10CC1ICCNCC1 500 *
3107 COclcc2¢(Ne3eee(C)ee3F)nenc2cc10CC1ICCNCC1 500 *
3108 Fclecee(Cn2nec3cc(NednennScec(CNO6CCCC6)c4S)cec32)cl 500 *
3109 COclcc2¢e(Ne3ece(NC(=0)Ncdecce(Cl)cd)ee3)nenc2ecc 10OCCCNICCN(C)CCl 500 *
3110 CN(C)C(=0)CNI1CCC(n2cc(-c3ccec(0)c3)e3c(N)nenc32)CCl 500 *
3111 clece(Cn2nec3cec(NednennScec(COC[C@@H]6CNCCO6)c45)cce32)ncl 500 *
3112 Cclec2ec(Ne3cencdee(-c5cecc(CNCCCO)cceS)sc34)cec2[nH]1 500 *
3113 C=CC(=0)Nclccce(Ne2ne(Ne3eecc(CN4CCOCC4)ce3)nec2F)cl 500 *
3114 COclcc2e(Ne3cee(NC(=0O)Ncdececec4C)ee3)nenc2ec l OCCCNICCN(C)CCl 502 *
3115 COCCOclcec(Ne2nenc3ec(OCCCN4CCOCCH)e(NC(=0)c4cce([N+](=0)[O-])cccdF)ce23)cecl Cl 503 6.30
3116 CCN(CC)CCN(C)C(=0O)Nclce2e(Ne3eee(F)e(Clye3)nenc2ec 10[C@H]1CCOC1 505 *
3117 CCN(CC)CCN(C)N(C(=O)Nclee2e(Ne3eee(F)e(Cl)e3)nenc2ec10[C@H]1CCOCT)N(C)CCN(CC)CC 505 *
3118 C=CC(=0)Nclccce(Ne2ne(Ne3eee(Cndeencd)ec30C)nec2Cl)cl 506 *
3119 CCC(=0)Nclcc2e(Ne3eee(OcdeceSc(c4)OCOS)cee3)nenc2ec10C 509 *
3120 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CC(C)(C)C2)Clcle(C)nn(-c2cce(C)ec2)c1Cl 510 6.29
3121 O=C(CC1)OCCnlc(=0)oc2cc3nenc(Nedeee(OcSceec(C(F)(F)F)e5)c(Cl)cd)e3ec21 510 6.29
3122 COclcc2nenc(Ne3cece(F)e(Cl)e3)c2ec1B(0)O 510 *
3123 Cnlc(=0)c(-c2¢(Cl)ceec2Cl)cc2enc(Ne3ccene3)nc2 1 510 *
3124 Cclece(Ne2nenn3cecee23)ecl1O 510 *
3125 O=CINCc2cc(Oc3ccc(NednencScen(CCO)e45)ce3Cl)ece2 510 *
3126 COclcec2ee(-¢3nn(C(C)C)cdnenc(N)e34)ccc2el.Cl 510 *
3127 Ccleec(C2=C(C#N)C3(C(=0O)Nc4ccc(Br)cc43)c3c(-c4cecs4)nn(-cdceeced)c3N2)cel 510 *
3128 CN(C)C/C=C/C(=0O)Nclcc2c(Ne3ece(OCcedcecc(F)ed)c(Cl)e3)nenc2ec1O[C@H]1CCOC1 510.2 *
3129 CCC(=O)NICC[C@H](N2C(=O)N(c3cc(OC)ccc3F)Ce3enc(Nedcec(NSCCN(C)CCS)e(CC)ed)ne32)Cl 518 6.29
3130 0=C1COc2cc3ncnc(Ncdceecccd)c3cc2N1CCCNICCOCCI 518.6 *
3131 CCOclce2nee(C#N)e(Ne3ece(Cndeencd)c(Cl)e3)e2ec INC(=0)/C=C/CN(C)C 519 6.28
3132 CCC(=0)Nclcc2e(Ne3cecde(c3)CCN4Ce3eceen3)nenc2ec10C 519 *
3133 Cclcee(C2=NN(C(N)=S)C(c3cccdceccccdc3)C2)ccl 520 6.28
3134 COclce2nenc(Ne3cec(F)e(Cl)e3)c2cc1B1OC(C)(C)C(C)(C)01 520 *
3135 O=C1CCN(C/C=C/C(=O)Nc2cc3c(Nc4cce(F)c(Cl)ed)nenc3cc20[C@H]2CCOC2)CCl 520.2 *
3136 CCC(=0)Nclce2e(Ne3cec(NS(=0)(=O)cdceccecd)nc3)nenc2ec1 OC 522 *
3137 COclcee(/C=C/C(=0)Nc2ccee(Oc3ce(Nedeec(OCeScece(F)eS)e(Cl)ed)nen3)c2)cc10C 523 6.28
3138 COclcc(N2CCN(C)CC2)ceclNelnee(Cle(Oc2eeccc(NC(=0)CCN3CCCC3)c2)nl 525 6.28




3139 C=CC(=0O)NCclcccc(-c2cc3ccenc3[nH]2)cl 525 *
3140 COclcc2c(Oc3cce(NC(=0)c4cen(-cScecee5SClnnd)ce3F)cenc2cc I0OCCCN1CCCCC1 529.4 6.28
3141 NC(=S)NIN=C(c2ccc(Cl)cc2)CClclcec2eccec2el 530 6.28
3142 O=clc2ccc(Cl)cc2ne(-c2cccec2)nl-clnne(C2CC2)s1 530 6.28
3143 NCCCnlcec2e(-c3cene(Nedecee(OC(F)(F)C(F)F)c4)n3)ceec2 1 530 *
3144 NC1CCN(Cc2cen3nenc(NedceeeSc(ennSCceSceneeS)e4)e23)CCl 530 *
3145 CCC(=0O)Nclce2c(Ne3ceee(Ocdecencd)ee3)nenc2ec10C 531 *
3146 COclcce2nenc(-c3c[nH]c4ce(F)c(C)ec34)c2cc10C 533 *
3147 C[C@H](Nclnenc2celsclcececel2)clceeccel 538 *
3148 C[C@@H](Nclnenc2clsclecceel2)clceceel 538 *
3149 Cnlccc2cee(-¢3nn(C4CCCC4)cdnene(N)c34)cee21 539 *
3150 C=CC(=0)Nclccce(Ne2ne(Ne3eee(/C=C/c4cc(C)ec(C)cd)ce3)ncc2F)cl 539.2 *
3151 O=[N+]([O-])clcec2e(Ne3ecee(I)e3)nenc2el 540 *
3152 Ncelnenc2ele(-clenc3ceccee3cl)nn2C1CCCC1 540 *
3153 O=C(CN1CCC(CCO)CC1)Nclcec2c(Nc3cee(F)e(Cl)e3)nene2sl 542 *
3154 O=C(Nclecc2e(Ne3eee(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCI)NICC(0)C1 543 *
3155 NC(=0O)Nclcee2nenc(Ne3eec(Ocdece(Cl)e(Clcd)c(Clye3)e2cel 543 *
3156 O=C(Nclecc2e(Ne3eee(F)e(Cl)e3)nenc2ec1O[C@H]1CCOCT)N(NICC(O)C1)N1CC(O)C1 543 *
3157 COC(CCNC(=0O)Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOCI)OC 544 *
3158 COC(CCNN(NCCC(0C)OC)C(=0O)Nclec2e(Ne3ceee(F)e(Cl)e3)nenc2ec10[C@H]1CCOCT)OC 544 *
3159 COclcec(N2Ce3enc(Nedece(F)eed)ne3N([C@@H]3CC[C@@H](0)C3)C2=0)ccl 545 *
3160 C=CC(=0)Nclcc(-n2¢(=0)cc(C)c3enc(NedncSc(s4)CN(C)CCS5)ne32)ee(C(F)(F)F)el 549.6 *
3161 Ccleee(C(=0)Nc2ecc(CN3CCN(C)CC3)e(C(F)(F)F)c2)ccINC(=O)clecencl 550 6.26
3162 N#Cclence2eec(NC(=O)CHCCN3CCSCC3)cc2c1Nelceee(Br)cl 550 6.26
3163 Ccl[nH]c2nenc(Ne3ceee(F)e3)e2cl1C 550 *
3164 CC(C)nlnc(-c2cce(Br)c(0)c2)c2e(N)nene2 1 550 *
3165 CNI1CCN(c2cce(Ne3nee(Cl)e(NedeeeS[nH]cceSc4)n3)ec2)CCl 557 *
3166 O=CICSC(N/N=C/c2cc(Cl)ccc20)=N1 560 6.25
3167 Oclcee(CN(Ce2ee(Cl)ec(Cl)c20)C(=S)Nc2cecee2)ecl 560 6.25
3168 C=C(CN(C)C)C(=O)Nclcc2c(Nc3cee(F)e(Cl)e3)e(C#N)enc2ec 10CC 560 6.25
3169 COCCnlc(=0)oc2cc3nenc(Nedeece(C(C)=0)c4)c3ce2l 560 *
3170 Ccl[nH]c2nenc(Ne3ece(F)ee3)c2c1C 560 *
3171 Fclceec(COc2cece(Ne3nenndcec(COC[C@@H]SCNCCOS5)c34)cc2Cl)cl 560 *
3172 CCNICCC(=0)/C(=C/c2ccc(CC3CCCC3)cc2)Cl 560 *
3173 C=CC(=0)Nclcc2c(Ne3cec(OCc4ccece(F)ed)e(Cl)e3)nenc2ec1O[C@H]1CCOCI 560.4 *
3174 Clelecee(Ne2nene3cec(NCceéece5¢(c4)OCO5)cce23)cl 570 6.24
3175 O=cloc2cc3nenc(Nedeee(F)e(F)cd)c3ec2nl CCCN1CCOCC1 570 *
3176 CC1(C)OB(c2cee3nenc(Nedece(F)e(Cl)ed)e3c2)OC1(C)C 570 *
3177 Cclceee(Ne2[nH]ene3ne(C)c(C)e2-3)cl 570 *
3178 CC(C)S(=0)(=0O)cleccecINelnc(N/N=C/c2cce(F)ce2)nccl1Cl 570 *
3179 Ncelnenc2ele(-clecc3[nH]nce3cel)nn2C1CCCC1 571 *
3180 COCCOclcc2nenc(Ne3cee(Cl)e(C(F)(F)F)e3)c2ec INC(=0)/C=C/CN(C)C 573.6 *
3181 CCOclec2nee(C#N)e(Ne3eec(OCce4ecc(OCc5cccecS)ced)e(Cl)e3)c2ecc INC(=0)/C=C/CN(C)C 574 6.24




3182 Ncelecee2nenc(Ne3cece(C(F)(F)F)c3)c2cl 574 *
3183 Ccleec(C(=0)Nc2ccc(CN3CCN(C)CC3)c(C(F)(F)F)c2)ccINC(=0O)cleccenl 575 6.24
3184 Ncelnenc2cele(-clecc3occc3cl)nn2C1CCCC1 575 *
3185 CC(C)nlnc(-c2cc(O)ce(F)c2)c2e(N)nenc2 1 576 *
3186 FC(F)(F)clccee(Ne2nene3ceceec23)cl 577 *
3187 Nclce2nenc(NCe3cceee3)c2enl 578 *
3188 CC(=0O)N(C)/N=N/clcce2nene(Ne3ceeee(C)e3)c2cel 578 *
3189 CC(C)nlnc(-c2ccec(C(=O)NC3=NCCS3)c2)c2c¢(N)nenc2 1 579 *
3190 Cclece(NC(=0)c2ece(N(CCCICCCl)ce2)ecl 580 6.24
3191 O=C(Nclcce(Oc2ceenc3[nH]cec23)c(F)cl)clnnn(-c2cce(F)ec2)c1C(F)(F)F 582.17 *
3192 COclcce(/C=N/Nc2ncc(Cl)c(Nc3ceceee3S(=0)(=0)C(C)C)n2)ccl 587 *
3193 COclcc2¢(NCc3ceccee3)nenc2ecl O 588 *
3194 OC[C@@H](Nclnenc2oc(-c3cccec3)c(Cl)cl2)cleceecl 589 *
3195 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)el-clecce(CN2CCOCC2)el 590 6.23
3196 NC(=S)N/N=C(/C=C/clcccccl)cleee(Cl)cel 590 6.23
3197 CC1(C)OB(c2cee3nenc(Nedecee(Cl)ed)c3c2)OC1(C)C 590 *
3198 Cclcee(-c2enc(Ne3ee(Clee(Cl)e3)ne2NC2CCC(N(C)C)CC2)onl 590 *
3199 Fclcee(Oc2nence3ccecc23)cclCl 590 *
3200 N#Cclcee(Oc2cec(Ne3nencdec[nH]c34)cc2Cl)ecl 590 *
3201 C=CC(=0)NclcccececlNelnce(Ne2eee(NC(=0)CN3CCOCC3)cc2)ncclCl 592.1 *
3202 CCC(=0)Nclec2e(Ne3ece(NS(=0)(=0)cdcecced)e(F)e3)nenc2ec10C 593 *
3203 CC(C)S(=0)(=0)clcecccINeIne(N/N=C/c2cce(C(F)(F)F)ce2)ncel1Cl 593 *
3204 Cclece(Ne2nene3cecde(cc23)N(CCCN2CCOCC2)C(=0)CO4)ccl 594.5 *
3205 COclccece(-c2¢3¢c4cc(OC)c(OCCN(C)C)ecdoc(=0)c3n3cccdec(0)c(0OC)ccdc23)cc10.0=C(O)C(F)(F)F 5954 *
3206 Ccleecc(NC(=0)c2ccc(CN3CCN(C)CC3)cc2)ec1 C(=0)Nclcee(OCc2ccec(F)c2)c(Cl)el 600 6.22
3207 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Ce3cnc(Nedecc(NSCCN(C)CCS)e(0OC)c4)ne32)Cl 600 6.22
3208 OCCNICCN(Cc2ccc(-c3cc4c(N[C@H](CO)c5cecccS5)nencds3)ec2)CCl 600 *
3209 OC[C@@H](Nclnenc2sc(-c3ccc(CNA4CCNCC4)ec3)cel2)clceceel 600 *
3210 COclec2nenc(Ne3cecde(c3)CCC4)c2ec1OC.CL 600 *
3211 |Nclnenc2elnen2[C@@H]1O0[C@H](COC(=0)c2cce(S(=0)(=0)Oc3ccc(/C=C/[N+](=0)[O-])cc3)cc2)[C@@H]| 600 *
(O)[C@H]10
3212 O=C(NCCclccc(O)c(Br)cl)/C(Celec(Br)c(O)e(Oc2cec(CCNC(=0)/C(Cc3cc(Br)c(O)e(- 600 *
c4cc(C/C(=N\O)C(=O)NCCc5ccc(O)c(Br)c5)cc(Br)c40)c3)=N/O)cc2Br)c1)=N/O
3213 cInc(Nc2cee3[nH]cece3c2)ce2scec2nl 600 *
3214 |Cclnc(Ne2nee(C(=0)Ne3ce(C)cecc3Cl)s2)ce(N2CCN(CCOC(=0)c3enc(C(=0O)NcdcceSnene(Neobeeee(Cl)eb)cSce 600 *
4)cn3)CC2)nl
3215 COclccee(/C=N/Nc2ncc(Cl)c(Ne3ceceee3S(=0)(=0)C(C)C)n2)cl 601 *
3216 clcee(CNe2nene3ceenc23)cecl 603 *
3217 C=CC(=0)Nclcccc(Ne2ne(Ne3eee(/C=C/c4ce(C)ec(C)ed)ec3)nce2Cl)el 606.5 *
3218 Cclccee(C)el-clec2ene(N)ne2nc INC(=O)NC(C)(C)C 610 *
3219 CCOC(=0)clcen2nenc(Ne3cee(Ocdcecceed)ece3)c2c1CC 610 *
3220 CC(C)nlnc(-c2cee3nccec3c2)c2e(N)nene2l 610 *
3221 Felee(Ne2ncee(Ne3ecc4[nH]ecc4e3)n2)ecc(N2CCOCC2)cl 610 *




3222 COC(=0O)CNC(=0)clcce(Ne2nene3ec(OCCCN4CCN(C)CC4)e(OC)cc23)ccl 611 *
3223 COclec2nenc(N[C@@H](C)c3cee(Cl)ec3)c2cc10CCCCCCC(=0)NO 614 6.21
3224 COclcee(NC(=0)/C=C/CN(C)C)cc1Nclncc(Cl)c(Nc2cee3nceec3e2)nl 615 *
3225 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clcce(-c2cceece2)ecl 620 6.21
3226 CN(C)CCCOCclcen2nene(Ne3ceccde(cnndCeédecee(F)cd)e3)cl2 620 *
3227 COclce2nee(C#N)e(Ne3ceee(Br)c(C)e3)c2cc10C 620 *
3228 COclee2nec(C(=0)NC3CC(C)C)N([O])C(C)(C)C3)c(Ne3ecee(Clye3)c2ee10C 623 6.21
3229 O=C(Cclcc(F)c(F)cclF)Nelceee(Oc2ec(Ne3cec(OCce4ccecc(F)cd)e(Cl)e3)nen2)cl 627 6.20
3230 COclcccecl-clec2e(N[C@@H](CO)c3cecee3)nene2sl 629 *
3231 Ccleec(C2=NN(c3nc(-c4ccc(Cl)eed)es3)C(c3cee([N+](=0)[0-])ce3)C2)ccl C 630 6.20
3232 Brclccee(Ne2nenc3cce(NCedceee5c(c4)OCOS)cc23)cl 630 6.20
3233 O=C(O[C@H]1CN[C@H](C#Cc2cc3nenc(Nedeee(ScSccec(F)eS)c(Cl)c4)c3s2)C1)N1CCOCC1 630 6.20
3234 COclcee(NC(=0)c2ce(I)cec20)ccl 630 *
3235 CN(C)CCNC(=0O)Nclec2e(Ne3cee(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOCI 635 *
3236 CN(C)CCNN(NCN(C)C)C(=O)Nclcc2e(Nedece(F)e(Cl)e3)nene2ec 1 O[C@H]1CCOC1 635 *
3237 COclce(N2CCN(C)CC2)cecINelnee(Cl)e(Oc2ecce(NC(=0)CCN(C)C)e2)nl 638 6.20
3238 CC(C)nlnc(-c2cce3c(C=0)c[nH]c3c2)c2c(N)nene21 638 *
3239 CCclnenc(Ne2cee(OCce3cccec(F)e3)e(Cl)e2)c1C 640 6.19
3240 Feleece(Cn2nec3cec(NednennScee(COC[C@@H]6COCCN6)c45)cee32)cl 640 *
3241 CNI1C(=0)c2cec(NC(=0)CSc3ncdccSceeccScede(=0)n3-c3cee(S(N)(=0)=0)cc3)cc2C1=0 640 *
3242 C=CC(=0)Nclcccc(NC(=0)Nc2ne(Ne3eec(N4CCC(NSCCOCC5)CC4)ec30C)nec2Cl)cl 641 *
3243 C=CC(=0)Nclcccc(NC(=O)Nc2cenc(Ne3cec(N4CCOCC4)ce3)n2)cl 644 *
3244 N#C/C(=C\clce(0)c(0)c(CSCe2cccec2)c1)C(N)=0 645.65 *
3245 Cclnenc(Ne2eee(OCc3ccec(F)e3)c(Cl)e2)c1C#Celeccccel 650 6.19
3246 Cclecc(C2=NN(C3=NC(c4cccccd)CS3)C(c3cccdececcdc3)C2)cclC 650 6.19
3247 CCOclcee2nee(C#N)e(Ne3eee(Ocdeenced)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 650 6.19
3248 CN(C)C/C=C/C(=O)Nclccc2nce(C#N)c(Ne3cec(F)c(Cl)e3)c2cel 650 6.19
3249 OB(O)clcee2nenc(Ne3ecee(Cl)e3)c2cel 650 *
3250 COclec2necc(Oc3ccee(NC(=0)cdceec(C(C)(C)C)eed)e3)c2ec10C 650 *
3251 Cclec2e(Ne3eee(C)e(O)ce3)nenn2el 654 *
3252 Cclec2ec(Ne3ceencdec(-c5ccc(CNCCOCCO)ecS)sc34)cec2[nH] 1 657 *
3253 NC(=S)NIN=C(c2ccc(Cl)c(Cl)c2)CClelece2eceec2el 660 6.18
3254 CN(C)C/C=C/C(=0O)Nclcce(-c2ence(C#N)c2Ne2ece(OCce3cecc(F)e3)c(Cl)e2)ecl 660 6.18
3255 CCOC(=0)CCCnlc(=0)oc2ce3ncenc(Nedece(C(=0)OCc5cec(ClyccS)ced)c3ec2 660 *
3256 COclcce2nenc(Ne3ccdeccecdenl)c2ec10C 660 *
3257 CCOclee2nenc(CHC[C@](C)(Ce3cecec3)N3ICCC(C(=0)0)CC3)c2cc1OCC 662 *
3258 CCOC(=0)CICCN([C@](C)(C#Cc2nene3ec(OCC)e(OCC)ec23)Ce2eccec2)CCl 662 *
3259 Cclcee(-c2nn(C(C)C)c3nenc(N)ce23)cc10 663 *
3260 Cclcee(Ne2nene3[nH]eec23)ccl 667.13 *
3261 COclec2e(Ne3ecc(NC(=O)Nedeee(C)e(C)cd)ec3)nenc2cc 1 OCCCN1ICCN(C)CCl 668 *
3262 Oclc(Cl)ccec1CN(Celeec(F)ecl)C(=S)Nclceccecl 670 6.17
3263 COclcce(Ne2nene3ec(N)nce23)cel 670 *
3264 C=C(CN(C)C)C(=0O)clccc(OCc2ccecc2)c(0)el.Cl 670 *




3265 Cnlce(=0)c(-c2¢(Cl)ceec2Cl)ec2enc(Ne3ecee(Br)ce3)nc21 670 *
3266 COCCOc1cc(0OC2CCOCC2)c2¢(Ne3cee(F)e(Cl)e3)nenc2el 671 *
3267 CCC(=0)Nclccee(-c2c[nH]c3ncce(-c4[nH]c(CCCO)nc4-cdecc(F)eed)c23)cl 673 *
3268 C=CC(=0)Nclccce(-c2c[nH]c3ncce(-c4[nH]c(CCCO)nc4C4CC4)c23)cl 673 *
3269 COclcee(Ne2nene3cence23)e(N)el 676.08 *
3270 Clclcee(C2=NN(c3cceee3)C(c3ccccdeccec34)C2)ccl 680 6.17
3271 CNI1CCN(Cc2ccc(NC(=0)c3cecc(NC(=0)cdencS[nH]cee5c4)c3)cc2C(F)(F)F)CC1 680 6.17
3272 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncne(NedeceSc(ecenSCeScesenS)c4)e3s2)C1)N1CCOCCL 680 6.17
3273 C=CC(=0)Nclccce(-c2¢c[nH]c3ncee(-c4[nH]c(CCCO)nc4C(F)(F)F)c23)cl 680 *
3274 Fclecc2ce(Ne3cecee(Br)c3)nene2nl 684 *
3275 Brclcecee(Ne2nence3neece23)cl 688 *
3276 CNI1CCC(Oc2ccce3nene(Nedecc(OCcSeneenS)e(Cl)cd)c23)CCl 690 *
3277 O=cloc2¢c(0)c(0O)cc3c(=0)ocdc(0)c(O)cclcdc23 690 *
3278 COclec2e(Ne3ece(NC(=0)cdece(C)ecd)ee3)nenc2cc IOCCCN1CCN(C)CCl 690 *
3279 COclcc2¢(Oc3cee(NC(=0)c4cen(-cScccecSOC)end)ce3F)eenc2ec 1OCCCNICCN(C)CCl 690 *
3280 C[C@@H](clcceecl)nlncec2ee(Ne3nenndeec(COC[C@@H]SCNCCOS)e34)cec2 1 690 *
3281 CCCCCCCCCCCCCCCCCCOC(=0)COclee(0)c2¢(=0)cc(-c3cecee3)oc2el 692 6.16
3282 CCOC(=0O)NICCN(CCC(=0)Nc2ccee(Oce3nc(Nedeec(NSCCN(C)CC5)ec40OC)nec3Cl)e2)CCl 698 6.16
3283 O=C(Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]ICCOCI)NICCC(F)CC1 699 *
3284 O=C(Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOCIN(N1CCC(F)CC1)N1CCC(F)CCl1 699 *
3285 NC(=S)N/N=C(/C=C/clccc(OCc2cccec2)cel)cleccecl 700 6.15
3286 COclcc2e(cc10C)Oclnenc(Oc3ccee(Br)c3)cINC2 700 6.15
3287 N#C/C(=C\clcee(0)c(0)e1)C(=O)NCCCclcccecel 700 *
3288 CC(C)(C)CCOC(=0)clec(NCe2ce(O)ecec20)ccc1O 700 *
3289 O=CINC(=0)c2cc(Nc3cce(F)ee3)c(Ne3ece(F)ee3)ee21 700 *
3290 C=C(CN(C)C)C(=0)clcce(0OS(=0)(=0)c2cec(C(=0)N(C)C)ec2)ccl.Cl 700 *
3291 CCOC(=0)CCCclcec(Ne2nce3ee(-c4e(Clyccecd4Cl)e(=0)n(C)e3n2)ccl 700 *
3292 CCOclecc2ece(-c3nn(C(C)C)ednenc(N)e34)cec2el.Cl 700 *
3293 Cclecc(NC(=0)c2ccc(CN3CCN(C)CC3)ce2)ecl-cleec2eenec2el 700 *
3294 CN(C)cleee(C=C2CNCC(=C\c3cce(N(C)C)ce3[N+](=0)[0-])/C2=N\O)c([N+](=0)[O-])cl 700 *
3295 COclee(/C=C(\C#N)C(N)=0)cc(CSc2cccec2C(=0)0)c10 707.95 *
3296 Breleec(C2=NN(c3cccec3)C(c3cecdececc4ce3)C2)ecl 710 6.15
3297 O=CINC(=O)N(CCc2ccccc2)/C1=C/clecce(O)ccl 710 *
3298 CC(=O)NI1CCN(Cc2ccn3ncne(NedceeSc(ennSCeSceee(F)eS)c4)c23)CCl 710 *
3299 Fclcec(-c2ne(-c3ccccc3)[nH]c2-c2eene3[nH]cee23)ccl 712 *
3300 CCC(=0O)Nclcc2e(Ne3cecde(cendCedecencd)e3)nenc2ec1 OC 714 *
3301 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3cenc(Nedecc(NSCCN(C)C(C)CS5)e(C)e4)ne32)Cl 715 6.15
3302 | CCOclee2nee(CH#N)e(Ne3eee(OCce4cccecd)e(Cl)e3)e2ec INC(=0)/C=C/CN(C)NC[C@H](O)[C@@H](O)[C@ 719 6.14
H](0)[C@H](0)CO
3303 OC[C@@H](Nclnenc2se3c(c12)CCCC3)clececel 720 *
3304 COclec(Ne2e(C#N)enc3ce(CHCCCNACCN(C)CC4)c(OC)ce23)e(Cl)cel Cl 720 *
3305 O=C(COclcc(F)c(F)c(F)c1)Nclecec(Oc2ec(Ne3cec(OCc4cecce(F)cd)e(Cl)e3)nen2)cl 721 6.14
3306 O=C(Nclecc2e(Ne3eee(F)ee3)nenc2cc 10CCCN1CCOCCT )elee([N+](=0)[O-])ceclF 722 6.14




3307 CC(=0)Nclcee2e(c1)C(cleccee1 Cl)=Nclc[nH]nc1N2 726 *
3308 COclcce2nenc(N=Nc3ccc(F)c(Cl)c3)c2ec10C 730 *
3309 COclcc2e(Ne3ece(NC(=0)c4ceccc4Cl)ee3)nenc2ee10Celecceel 730 *
3310 C=CC(=0)Nclccec(Oc2ne(Ne3eec(N4CCN(S(C)(=0)=0)CC4)cc30C)ncc2SC)cl 730.5 *
3311 COclcee(-c2cc3e(NCce4ceccce(F)cd4)nenc3[nH]2)ccel 731 *
3312 Brclceec(Ne2nenc3ce2sc2neecc23)cl 732 *
3313 Nclnenc2cle(-clece3[nH]cee3¢1)nn2C1CCCC1 734 *
3314 CNC(=0)c1nce(C#Cc2cc(C(=0)Nc3cec(CN4CCN(CCO)CC4)e(C(F)(F)F)e3)ecce2C)nlC 736 *
3315 CNC(=0)clnc(-c2cec(Cl)e(S(=0)(=0)Nc3ccee(F)c3F)c2)encIN 739 *
3316 Brclccee(Ne2nenc3c2oc2cccee23)cl 740 *
3317 COC(=0)CN1CCC(n2cc(-c3ccec(0O)c3)c3c(N)nenc32)Cl 740 *
3318 COclcc(N2CCN(C)CC2)ccelNelncee(Oc2eccc([N+](=0)[O-])c2)nl 740 *
3319 COclce2nec(C#N)e(Ne3ecee(F)e3)c2ec10C 740 *
3320 Cnlc2ccecc2c2e(Ne3ecee(Br)ce3)nenc21 742 *
3321 CCC(=0)Nclec2e(Ne3ece(CCe4cecceed)cce3)nenc2ec10C 747 *
3322 CC(C)clecc(NC(=0)c2cec(N(CCCICCCl)ec2)cel 750 6.12
3323 COclcecee(-c2en(C3CCN(CC(=0)N(C)C)CC3)c3nene(N)c23)cl 750 *
3324 Nclceee(Oc2eenc(Ne3eecec30)n2)cl 750 *
3325 Nclnene2ele(-clec(O)ce(F)el)nn2C1CCCC1 751 *
3326 Ccloc2nenc(Ne3cecee(Br)ce3)c2c1C(=0)0 752 *
3327 Brclcecee(Oc2nenc3ccecc23)cl 756 *
3328 COclcc2e(Ne3cee(NC(=0)cdecc(C)ecd)ec3)nenc2ecc 1OCCCN1CCOCCI 760 *
3329 Nclnenc2celc(-clecc3en[nH]c3c1)nn2C1CCCC1 760 *
3330 COclcee2nec(C#N)e(Ne3ecee(SC)e3)e2ecl1OC.Cl 760 *
3331 COC(=0)CNC(=O)clcce(Ne2nene3ecc(OCCCN4CCOCC4)c(OC)ce23)ecl 763 *
3332 C=CC(=0)NclcccecINelne(Ne2eec(OCCCN3CCOCC3)cec2)necl1Cl 766.6 *
3333 CCOclec2nee(C#N)e(Ne3cec(OCc4cecceed)c(C#N)e3)c2cc INC(=0)/C=C/CN(C)C 768 6.11
3334 CCOclecce(-c2nn(C3CCCC3)e3nenc(N)e23)cclO 768 *
3335 CCOclec2nee(C#N)c(Ne3cec(O[C@@H](C)cdecceed)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 770 6.11
3336 COclec2nec(C#N)e(Ne3ece(-ndeencd)c(Cl)e3)c2cc INC(=0)/C=C/CN(C)C 770 6.11
3337 O=C(CN1CCN(CCO)CC1)Nclec2e(Ne3ece(F)e(Cl)e3)nenc2s1 770 *
3338 Nclcee2nenc(Ne3cceeee3)c2cel 770 *
3339 Ncelnenc2cle(-cleee(F)e(O)el)nn2C1CCCCCC1 775 *
3340 COclcec(OC)c(Ne2ee(Nedeee(S(N)(=0)=0)cc3)nen2)cl 779 *
3341 CCOC(=0)CCCnlc(=0)oc2cc3nenc(Nedeee(OCceSncec(OCC(F)(F)F)e5C)ccd)c3cec2 1 780 *
3342 0=C(0)/C=C/clcc(CO)cecc1CO 780 *
3343 COclcce2nenc(Ne3cencdeccce4n3)c2ec1OC 780 *
3344 O=C1CNCCN(Cc2ccn3nenc(NedeeeSc(ennSCeSceec(F)ceS)cd)e23)Cl 780 *
3345 Clclecce(Ne2nene3ecc(NCedeee5¢(c4)OCCOS5)cec23)el 790 6.10
3346 COclcc2nec(CH#N)e(Ne3cece(Br)c3)c2ccINC(=0)/C=C/CN(C)C 790 6.10
3347 COCC#CC(=O)Nclce2e(Ne3ceece(Br)e3)e(C#N)ene2ec10C 790 6.10
3348 CNI1CCC(O)(c2nc(-c3cce(F)ec3)ce(-c3cenee3)02)CCl 797 *
3349 CN(C)CCCC(=0O)Nclcc2e(Ne3cee(F)e(Cl)e3)nene2sl 799 *




3350 CCOclee2nenc(NC3=CC(=0)C(OC)=CC3=0)c2ccINC(=0)/C=C/CN(C)C 799.3 6.10
3351 COclccee(CNe2nene3e2NCe2cec(OC)c(OC)ce2N3)el 800 6.10
3352 CCOclec(N)c(C(=0)Nc2cce(F)e(Cl)e2)cc INC(=0)clcec(CN2CCN(C)CC2)ecl 800 6.10
3353 CCOclee(N)e(C(=0)Nc2eee(OCc3cceen3)e(Cl)e2)ecc INC(=0)/C=C/CN(C)C 800 6.10
3354 O=C(NC(CO)Cclcceccl)clec2ee(Cl)cec2[nH]1 800 6.10
3355 CCCCOC(=0)Nclece(Ne2nenc3cee(OC)e(0OC)cc23)cel.Cl 800 *
3356 OB(O)clcee2nenc(Ne3cee(F)c(Cl)e3)e2cel 800 *
3357 CCCCOC(=0O)Nclcee(Ne2nenc3ec(OC)e(OC)cc23)ecl 800 *
3358 Nclnenc2clce(-cleceeel)nn2-cleceecl 800 *
3359 COclcc2¢e(Ne3eee(C#N)ee3F)nenc2cc10C/C=C/CN1CCCC1 800 *
3360 COclcc2¢e(Ne3nee(CC(=0)Nedececc(F)cd)s3)nenc2cc 1OCCCN1CCC(CO)CCl 800 *
3361 COC(=0O)CN1CCC(n2cc(-c3cecc(0)c3)e3c(N)nenc32)CCl 800 *
3362 C=CC(=0)Nclcc2c(Ne3ecee(Br)e3)c(C#N)enc2ec10C 810 6.09
3363 O=[N+]([O-])clccec2e(Ne3cece(Cl)e3)nenc2el 810 *
3364 clenee(Cn2ncce3ce(NednennScec(COC[C@@H]6CNCCO6)c45)cce32)cl 810 *
3365 CCOC(=0)C(=CNclcce2nence(Ne3ece(OCc4ccee(F)ed)c(Cl)e3)e2el)C(=0)OCC 812 *
3366 COclcc2e(Ne3cee(NC(=0)Ncdeee(C)e(C)cd)c(Clye3)nenc2ecc 1I0CCN1CCCCC1 817 *
3367 COcleec(C2CC(c3cec(C)e(C)e3)=NN2c2ne(-c3ccc(Cl)ce3)es2)ccl 820 6.09
3368 O=[N+]([O-])clceec(-c2c(-c3ccecc3)oc3nenc(N[C@H](CO)cdcecced)e23)cl 820 *
3369 COclcce2nenc(Ne3nncdeceee4n3)c2ec10C 820 *
3370 COclcce2nenc(N3CCceéceccecd3)c2ecl1OC 820 *
3371 Cclecee(Ne2[nH]ence3nc4ce(c2-3)CCCC4)cl 820 *
3372 COclce2nec(C#N)ce(Ne3ecee(N)e3)c2ee10C 820 *
3373 O=C(Nclccee(Cl)cl)eleec(0)e(O)c10 820 *
3374 O=C(/C=C/clccc(F)ccl)Nclcecc(Oc2ec(Ne3cee(OCc4ccecc(F)cd)e(Cl)e3)nen2)cl 821 6.09
3375 0O=C1COc2cc3ncnc(Ncdece(Br)ecd)e3cc2N1ICCCN1CCOCC1 823.9 *
3376 0O=C1COc2cc3ncnc(Ncdccec(C(F)(F)F)cd)c3cc2N1CCCN1CCOCC1 829.2 *
3377 Ccleee(C2=NN(C(N)=S)C(c3ccc(F)ec3)C2)eclC 830 6.08
3378 CN(CCCOclcee2nenc(Ne3eee(OCc4cceccd)ce3)c2¢1)CCS(C)(=0)=0 830 *
3379 COC(=0)CNICCC(n2cc(-c3cece(OC)e3)e3c(N)nene32)Cl 830 *
3380 Nclce2nene(Ne3ceee(F)e3)c2enl 840 *
3381 COclcc2nec(C#N)c(Ne3cece(Br)c3C)c2cc10C 840 *
3382 COclccce(Ne2nenc3cceece23)cl 842 *
3383 COclcce(-c2¢3c4cc(OCCN(C)C)e(OC)ccdoc(=0)c3n3cccdec(0)c(OC)ecsc23)ecl10.0=C(O)C(F)(F)F 842.3 *
3384 COclcee(NC(=0)/C=C/CN(C)C)cc1NclIncc(Cl)c(Nc2enc3eceec3ce2)nl 848 *
3385 CCOclee([N+](=0)[O-])c(C(=0)Nc2cec(OCc3cccen3)c(Cl)e2)ec INC(=0)/C=C/CN(C)C 850 6.07
3386 0O=C(CCclc¢(SSc2[nH]c3ccccc3c2CCC(=0O)NCc2ccccc2)[nH]c2cccec12)NCeleceecl 850 *
3387 C#Cclccee(Ne2e(C#N)ene3cc(OCCOC)c(OCCOC)ce23)cl 850 *
3388 COclee2nec(C#N)e(Ne3ecee(N(C)C)e3)e2ec1 OC.Cl 850 *
3389 COclecc(NC(=0)/C=C/c2ccc3c(c2)OCCCCO3)cel 850 *
3390 Ncele(F)eceelNelnenc2cencel2 851.14 *
3391 COclcc(Ne2necee(Ne3encdeceec4e3)n2)ec(OC)c10C 853 *
3392 CNICCN(C/C=C/C(=0)Nc2cc3c(Nedeee(CeScecenS)eed)nenc3en2)CCl 857 *




3393 O=C(Nclecc2e(Ne3ece(F)e(Cl)e3)nenc2ec1O[C@H]1CCOCT)N1CCC(F)(F)CC1 859 *
3394 O=C(Nclcc2e(Ne3ece(F)c(Cl)e3)nenc2ec1 O[C@H]1CCOCI)N(N1CCC(F)(F)CC1)N1CCC(F)(F)CC1 859 *
3395 COclccee(Ne2[nH]ene3ncdce(c2-3)CCCC4)cl 860 *
3396 C=CC(=0O)Nclcc(Nc2nee(IT)c(Ne3eceee3S(=0)(=0)C(C)C)n2)c(OC)ccIN(C)CCN(C)C 865 *
3397 C=C=Cclccc(Nc2ncne3cee(OC)c(OC)ec23)ccl 865.2 *
3398 CC(C)(C)clece(Ne2nenc3ecdoc(=0)n(CCOC(=0)CBr)c4cc23)ccl 870 6.06
3399 Oclcec(CN(Cc2cec(Br)ee(Br)c20)C(=S)Nc2cecec2)cel 870 6.06
3400 Oclcec(CNce2ece3nenc(Nedeceee(Br)cd)ce3ce2)cecl 870 6.06
3401 Clclccce(Ne2[nH]ne3nenc(NCedceceecd)c23)cl 870 *
3402 COclec2nee(C#N)e(Ne3ecee([N+](=0)[O-])c3)c2cc10C 870 *
3403 COclec(OC2CCN(C(C)=0)CC2)c2c(Ne3cce(F)e(Cle3)nenc2el 873 *
3404 CCN(CC)CCC(=0)Nclceee(Oc2ne(Ne3cec(N4CCN(C)CC4)ee30C)nec2Cl)el 877 6.06
3405 | C#Cclcecee(Ne2nene3cc(OCCOC(=0)cdcce(C(=0)NcS5cechHe(c5)C(CY(C)CCCH(C)C)ecd)c(OCCOC(=0)c4cec( 880 6.06
C(=0)Nc5cccb6e(c5)C(C)C)CCCH(C)C)ecd)ce23)el
3406 CC(C)Nclnenn2cce(CN3CCC(N)CC3)cl2 880 *
3407 S=C=Nclccc2nenc(Ne3ceee(Br)c3)c2cel 880 *
3408 CCC(=0)Nclec2e(Ne3ece(Ocdcecee(F)ed)ce3)nenc2ec1 OC 881 *
3409 O=C(Nclecc2e(Ne3ece(F)e(Cl)e3)nenc2ec 1 O[C@H]1CCOCI)NICCCC(F)(F)C1 884 *
3410 O=C(Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec O[C@H]ICCOCIHN(N1CCCC(F)(F)C1)N1CCCC(F)(F)Cl 884 *
3411 |CCC(=O)N1CC[C@H](N2C(=O)N(c3cc(OC)ccc3F)Ce3enc(Nedece(NSC[C@H](C)N(C)[C@H](C)C5)e(C)cd)n|  888.2 6.05
¢32)Cl
3412 | CCC(=O)NICC[C@H](N2C(=O)N(c3ccec(OC(F)(F)F)c3)Ce3enc(Nedece(NSCCN(C)CCS)e(C)ed)ne32)Cl 889 6.05
3413 O=CINCc2c(Oc3ccc(NednencS5cen(CCO)c4S)ce3Cl)cecc2 1 890 *
3414 COclce(/C=C(\C#N)C(N)=0)cc(CSCc2ccccc2)cl1O 891.25 *
3415 CCCCCOclcee(Ne2e(C#N)ene3ec(OCC)e(NC(=0)/C=C/CN(C)C)cc23)cclCl 894 6.05
3416 O=[N+]([O-])clcce2nenc(Ne3ccee(Br)c3)c2cl 897 *
3417 CC(C)S(=0)(=0)clcccee1Nelne(N/N=C/c2ccc(OC(F)(F)F)cc2)nccl1Cl 898 *
3418 CCOclee([N+](=0)[O-])c(C(=0)Nc2cec(OCc3cccen3)c(Cl)c2)cc INC(=0)c1ecc(CN2CCN(C)CC2)ccel 900 6.05
3419 CCclece2[nH]e(C(=O)NC(CO)Cc3cecec3)c(C(F)(F)F)c2cl 900 6.05
3420 CCOC(=0O)Nclcc(Ne2nene3ee(OC)e(OC)cc23)cec1 CL.CI 900 *
3421 CCCOC(=0O)Nclece(Ne2nene3cee(OC)e(OC)cc23)cclC.Cl 900 *
3422 CCOC(=0O)Nclecc(Ne2nene3ec(OC)c(OC)cec23)ec1C.Cl 900 *
3423 CCOC(=0O)Nclec(Ne2nenc3ee(OC)e(OC)cec23)ceclCl 900 *
3424 CCOC(=0O)Nclecc(Ne2nene3ec(OC)c(OC)ec23)ec1C 900 *
3425 CCCOC(=0O)Nclece(Ne2nene3ec(OC)c(OC)ec23)ec1C 900 *
3426 COclce2ne(Clhne(Ne3cee(C(N)=0)cc3)c2ecl1OC 900 *
3427 CCCCCCNC(=0)clcc(NCc2ec(O)ecc20)cec10 900 *
3428 Clclece2e(c1Nelnene3ec(OCCCN4CCCC4)ec(OC4CCOCCH)c13)0CO2 900 *
3429 C#Cclecec(NC(=0)c2cc(OCCCCCCC(=0)NO)ccc20)cl 900 *
3430 Cclee(Ne2nee(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C)n2)c(OC(C)C)ec1C1ICCNCCI 900 *
3431 C=CC(=0)Nclcc(Nc2ce[nH]n2)ne(-c2cceee2)nl 900 *
3432 C=CC(=0)NclccceclOclnc(Ne2ee(C)[nH]n2)cc(N2CCN(C)CC2)n1 900 *
3433 COclcecee(-c2en(C3CCN(CCO)CC3)e3nenc(N)c23)cl 900 *




3434 O=clc(O)c(-c2ccc(0)c(0)c2)oc2ec(O)cc(O)cl2 900 *
3435 COclcce(Ne2nenc3oc(-c4cecc(N)cd)nc23)cc1O 900 *
3436 |Cclnc(Ne2nee(C(=0)Nc3c(C)eecee3Cl)s2)cc(N2CCN(CCOC(=0)OCCN3CCN(N=Nc4cccSnenc(Ccobecee(Br)c6)) 900 *
c5¢4)CC3)CC2)nl
3437 CCOC(0OCC)clece(C=C2CNCC(=C\c3cce(C(OCC)OCC)ec3)/C2=N\O)ccl 900 *
3438 Ccloc2nenc(Nc3cecece(Cl)e3)ec2c1C(=0)0 901 *
3439 COclce(Ne2ee(Ne3ceee(Clyee3)nen2)ec(OC)e10C 901 *
3440 COclce(-c2nn(C(C)C)c3nenc(N)c23)ceclO 908 *
3441 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clcle(C)nn(-c2cec(C)ec2)clCl 910 6.04
3442 CC#HCC(=0O)Nclce2e(Ne3ceeee(Br)e3)ce(C#N)enc2ec10C 910 6.04
3443 Cclecee(Ne2nence3eccec23)cl 910 *
3444 COclcc2nenc(NC3CCe4ceccecd3)c2ec10C 910 *
3445 Cnlc(=0)c(-c2¢(Cl)ceec2Cl)cc2enc(Ne3cence3)nc2 1 910 *
3446 Cleclecce(Ne2nene3ecc(NCedeee5¢(c4)OCCCCOS)ce23)cl 920 6.04
3447 O=C(NclccceelBr)clee(I)ecec1O 920 *
3448 COclcec2nenc(Ne3ceee(C#HCcedceceecd)c3)c2ec10C 921 *
3449 CC(C)nlnc(-c2cce(O)cc2)c2e(N)nenc21 922 *
3450 C=CC(=0)Nclcccc(N2C(=0)N(C)Cc3cne(NC)nc32)cl 929 6.03
3451 COCCOCCH#CC(=O)Nclcee2nee(C#N)c(Ne3cceee(Br)c3)c2el 930 6.03
3452 N#C/C(=C\clcee(0)c(0)cl)C(=O)NCCclecceel 930 *
3453 COCCN(C)CCNI1CCC(n2cc(-c3cece(0OC)e3)e3c(N)nene32)CCl 930 *
3454 CC(C)nlnc(-c2cce3[nH]c(=0)[nH]c3c2)c2c(N)nenc21 937 *
3455 NC(=S)NIN=C(c2ccc(Cl)cc2)CClclecec2eccecl2 940 6.03
3456 O=C(Nclcce(Br)cel)cleece(N(CCCI)CCCl)ecl 940 6.03
3457 O=C(/C=C/clcccccl[N+](=0)[O-])Nclcce2nene(Ne3ecee(Cl)e3)c2cel 940 6.03
3458 Nclcee2e(Ne3ceee(Br)e3)nene2nl 940 *
3459 COclce(/C=C(\C#N)S(=0)(=0)/C(C#N)=C/c2cc(0)c(0)c(OC)c2)ce(0)c10 940 *
3460 CCOCclen2nenc(Ne3cecde(cnndCedecceed)c3)c2c1CC 950 *
3461 CCCclc(C(=0)OCC)cn2nenc(Ne3cecde(cnnd4Cedececcd)c3)cl2 950 *
3462 |Cclecee(Ne2nene3ece(/N=N/N(C)CCN(CCN4CCOCC4)CCN(C)/N=N/c4cccSnenc(Neobeeee(C)eb)cS5cd)ce23)cl 950 *
3463 Ccloc2nenc(Ne3cec(OCce4ecee(F)ed)e(Cl)e3)c2¢c1 C(=0)NCCO 951 *
3464 CC(C)nlnc(-c2ccec(O)c2)c2e(N)nenc21 954 *
3465 Cclce(O)cccl-c1nn(C(C)C)e2nene(N)cl2 954 *
3466 CC(C)nlnc(-c2ecc3c(cen3C)c2)c2e(N)nenc2 1 955 *
3467 O=C(Nclcceeel )N(Celeee(O)ecl)Celeece(Cl)c10 960 6.02
3468 COCCH#CC(=0O)Nclcee2nee(C#N)e(Nc3cecee(Br)c3)c2cel 960 6.02
3469 0O=C1Cc2cc(Oc3ccc(Nednenc5cen(CCO)cd5)cc3Cl)cec2N1 960 *
3470 C=CC(=0)Nclcccc(Ne2ne(Ne3eecc(OCCN4CCOCC4)cec3)nec2Cl)el 961.3 *
3471 CC(C)nlnc(-c2ccc3occc3ce2)c2e(N)nenc2 1 964 *
3472 Cclccee(C)cl-clee(C)e2ne(Ne3eec(OCCN4CCCC4)cec3)nnc2cel 965 *
3473 O=C(Nclcc2c(Ne3ece(F)e(Cl)e3)nenc2ec1O[C@H]1CCOCT)N1CC(F)C1 967 *
3474 O=C(Nclcc2e(Ne3ece(F)c(Cl)e3)nenc2ecl O[C@H]1CCOCIN(N1ICC(F)C1)N1CC(F)Cl 967 *
3475 O=C1CSC(N/N=C/c2cc(F)ccc20)=N1 970 6.01




3476 Cclecc(C2=NN(c3nc(-c4ccc(Cl)ced)es3)C(c3cee(O)ec3)C2)eclC 970 6.01
3477 C=CC(=0)Nclccce(-n2¢(=0)cc(CCC)ec3enc(Nedecc(NSCCN(C)CCS5)ecdOC)nc32)cl 970 *
3478 COclcee(N(CCNN=Nc2ccc3nenc(Nedecee(Cl)ed)ce3c2)CC(C)Cl)ecl 970 *
3479 O=C(Cclnc2ccece2[nH]1)NIN=C(c2ccc(Cl)cc2)CClcleee(Cl)eel 970 *
3480 C=CC(=0)Nclcccc(NC(=O)Nc2cene(Ne3ceee(C(=O)N4CCN(C)CC4)cc30C)n2)cl 972 *
3481 COclccec2e(Ne3ecee(Br)e3)nencl2 974 *
3482 COclcce(NC(=0)/C=C/CN(C)C)cc1NclIncc(Cl)c(Nc2cee(Clyee2)nl 976 *
3483 Oclc(Br)ccecICN(Celecc(F)ecl)C(=S)Ncleecccl 980 6.01
3484 C=CC(=0)Nclccce(Ne2ee(Ne3eee(SCC(=0)N4CCOCC4)ce3)cec2Cl)el 980 *
3485 CCOclcec2nee(C#N)e(Ne3ceec(F)ce(Cl)e3)c2cc10CC 980 *
3486 C=CC(=0)Nclccce(Ne2ne(Ne3eee(Cndeencd)ee3)nec2F)cl 987 *
3487 Neleec2e(el)C(clececc1Cl)=Nclc[nH]ncIN2 989 *
3488 CCOclcee2nee(C#N)e(Ne3eec(OCc4ceccecd)c(Cl)e3)c2cc INC(=0)/C=C/clccec2ecenc]2 990 6.00
3489 O=cloc2cc3ncenc(Nedeee(OCcS5cee(ClyeeS)ced)c3ec2nl CCCN1CCOCCH 990 *
3490 C=CC(=0)Nclccce(Ne2ee(Ne3eee(S(=0)CC(=0)N4CCOCC4)ce3)ccc2Cl)el 992.9 *
3491 C=CC(=0)Nclccce(Oc2ne(Ne3eec(CC(=0)N4CCOCC4)cce3)nce2Cl)el 996 *
3492 C=CC(=0)Nclccce(Ne2ne(Ne3eee(/C=C/cdecc(C)ecdC)ee3)nec2Cl)cl 996.1 *
3493 COclec2e(ec10C)Oclnene(Sc3cecc(Cl)e3)cINC2 1000 6.00
3494 CCOclec(N)ce(C(=O)Nc2cee(OCce3cecen3)c(Cl)e2)cc INC(=0)clecc(CN2CCN(C)CC2)ccl 1000 6.00
3495 CCCOC(=0O)Nclcce(Ne2nenc3ec(OC)e(OC)ce23)cc1 Cl.Cl 1000 *
3496 CCOC(=0O)Nclcce(Ne2nene3ec(OC)c(OC)ce23)ec1 CL.CI 1000 *
3497 CCCOC(=0)Nclcce(Ne2nene3ec(OC)c(0OC)ce23)eclCl 1000 *
3498 CCOC(=0O)Nclcce(Ne2nene3ec(OC)c(OC)ce23)eclCl 1000 *
3499 C=CC(=0)Nclccce(Ne2ne(Ne3eee(Cndeencd)ee3)nec2Cl)cl 1000 *
3500 CNIC(=S)C(C(=0)Nc2cccec2)c2eceec2 1000 *
3501 CC(CY(C)OC(=0)clce(NCe2cc(0O)cce20)cec1O 1000 *
3502 CC(C)cleee(COC(=0)c2ce(NCe3ce(O)cce30)cecc20)cecl 1000 *
3503 O=C(Cclcc(NCc2cc(O)cec20)cec10)NOCelceceeel 1000 *
3504 O=[N+]([O-])clcee2e(Ne3ecee(Br)e3)nenc2el 1000 *
3505 0=C(0O)clcec(S(=0)(=0)Oc2cce(/C=C/[N+](=0)[O-])cc2)ccl 1000 *
3506 Nclee2nenc(NCe3cecee(Br)c3)c2enl 1000 *
3507 Cnlc(=0)c(-c2¢(Cl)cecc2Cl)ce2ene(NCCCCCC(=0)O)nc21 1000 *
3508 CCN(CC)CCCCNcelnec2ee(-c3c(Cl)ecee3Cle(NC(=0)Nce3ceece3)ne2nl 1000 *
3509 COclcc2c(Ne3ceee(C)ec3F)nenc2ec 1OCCICCN(C)CCI 1000 *
3510 COclcce2nenc(Ne3cee(Cl)e(NC(=0)cdecce(N(C)C)cd)e3)c2cc10C 1000 *
3511 COclcee(/C=C(\C#N)C(N)=0)cc(CSCc2ccccc2Cl)c10 1000 *
3512 Cclceee(Ne2nenc3eee(N)ee23)cl 1000 *
3513 Cclcc2ec(Ne3cencdee(-cScec(CNCCO)ceeS5)sc34)ccc2[nH] 1 1000 *
3514 CC(C)nlnc(-c2enc3ceccee3c2)c2e(N)nene2 1 1000 *
3515 Clclcecc(Ne2nene3ce2sc2necee23)cl 1000 *
3516 Nclcee(-c2cec(C(=0)Ne3ceec(0)e3)c(O)c2)ecl 1000 *
3517 CCOC(=0)c1c(OC)cn2nenc(Ne3eccde(ecnndCedecee(F)ed)c3)cl2 1000 *
3518 C=CC(=0)Nclcccc(N2C(=0)C3CCCN3C(=0)c3cenc(Ncdcec(NSCCN(C)CCS)ecd0C)nc32)cl 1000 *




3519 CNI1CCN(c2cce(Ne3nee(F)c(NedeeeS[nH]ceeSc4)n3)ec2)CCl 1000 *
3520 Cclenc(Ne2eee(N3CCN(C)CC3)ec2)nclNeleee2[nH]cee2el 1000 *
3521 CNICCN(c2cce(Ne3nee(Br)e(NedceeS[nH]ceeSc4)n3)ec2)CCl 1000 *
3522 CN1CCN(c2cee(Ne3nee(C(F)(F)F)e(NedceeS[nH]cee5¢4)n3)ec2)CC1 1000 *
3523 CN1CCN(c2cee(Ne3nee([N+](=0)[O-])c(NcdeceS[nH]cce5¢4)n3)cc2)CC1 1000 *
3524 COclene(Ne2eee(N3CCN(C)CC3)cece2)nclNeleee2[nH]cec2cel 1000 *
3525 COclccee(-c2¢3c4cc(0OC)c(O)ccdoc(=0)c3n3cccdec(0)c(OC)ccdc23)cclO 1000 *
3526 COclcce(-c2¢3c4cc(0OC)c(OC)cc4oc(=0)c3n3cccdec(0)c(OC)ecdc23)ecl O 1000 *
3527 COclcec(- 1000 *
¢2¢3¢4cc(OCCCNSCCOCCS)e(OCCCNSCCOCECS)ccdoc(=0)c3n3cccdec(0)c(0OC)ec4ce23)cc10.CS(=0)(=0)0
3528 COclccee(-c2¢3c4cc(OC)c(OCCNC(=N)N)ccdoc(=0)c3n3cccdec(0)c(OC)ecdc23)cc10.0=C(O)C(F)(F)F 1000 *
3529 C=CC(=0)Nclcccc(N2C(=O)N(C)Cc3enc(Ncdcec(NSCCN(C)CCS)ecdF)ne32)cl 1000 *
3530 COclcc(N2CCN(C)CC2)cecINclInce2e(nl)N(clcecc(N)el1)C(=O)N(C)C2 1000 *
3531 Br.CC(Nclnene2[nH]c(-c3cec(O)ce3)ccl2)clccec2eccecl2 1008 *
3532 CCCCCCCCCCCCCCOC(=0)COclec(O)c2e(=0)ce(-c3ccecc3)oc2el 1010 6.00
3533 C=CC(=0)Nclccce(Oc2ce(Ne3eee(SCCCN4CCOCC4)ec3)cec2Cl)el 1012 *
3534 O=C(/C=C/clcccccl[N+](=O)[O-])Nclcce2nene(Ne3ecee(Br)e3)c2cel 1020 5.99
3535 Brclecce(Ne2nene3ecc(NCedeeeS5c(c4)OCCOS)ce23)el 1020 5.99
3536 CCOC(=0)C(=CNclcce2nenc(Ne3eee(OCc4cceend)e(Cl)e3)c2c1)C(=0)OCC 1020 *
3537 CC(O)[C@@H](NC(=0)OC(C)(C)C)C(=0O)Nclcec2nenc(Ne3ece(F)e(Cl)e3)c2el 1021 *
3538 CC(C)Nclnenc2oc(-c3cec(OCCN4CCCC4)ec3)c(-c3cecee3)cl2 1029 *
3539 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CC(C)(C)C2)Clcle(Cnn(-c2ece(Cl)cc2)c1Cl 1030 5.99
3540 C=CC(=0)Nclcccc(Nc2ee(Ne3eee(S(=0)CCCN4CCOCC4)cec3)cec2Cl)el 1035 *
3541 C=CC(=0)Nclccce(Ne2ne(Ne3eee(/C=C/c4cc(Cl)cc(Cl)cd)ce3)ncc2Cl)cl 1037 *
3542 COclcec(C2=NN(C(N)=S)C(c3ccc4cccccdc3)C2)cel 1040 5.98
3543 Cclece(C2CC(c3cec(C)e(C)e3)=NN2c2ne(-c3cce(Cl)ee3)es2)cecl 1040 5.98
3544 COCCNC/C=C/C(=0)Nclcc2c(Ne3ece(F)e(Cle3)nenc2sl 1040 *
3545 COclee2nee(C#N)e(Ne3eee(F)c(Cl)e3)c2cc10CCCN1CCOCCI 1040 *
3546 CC(C)nlnc(-c2cec(O)c(F)c2)c2e(N)nenc2 1 1040 *
3547 O=C(O[C@H]1CN[C@H](C#Cc2cc3nene(Nedeee5c(Ocbeceend)cceeS5c4)e3s2)C1)N1CCOCCL 1050 5.98
3548 COclccee(CNC(=0)CSc2nce3ccdeccecdec3e(=0)n2-c2ecc(S(N)(=0)=0)cc2)c10C 1050 *
3549 Feleee(C2=NN(c3cccce3)C(c3ccecdecece34)C2)ccl 1070 597
3550 O=C(Nclcccecl)N(Celece(O)cel)Celeece(Br)c10 1070 597
3551 Ccleee(C2=NN(C3=NC(=0)CS3)C(c3cceccc3)C2)ccl 1080 597
3552 Ccl1[nH]c2nenc(NCce3ceccee3)c2¢c1C 1080 *
3553 COclcc(N2CCN(C)CC2)cecINcInce(Cl)e(Oc2cec(COc3no[n+]([O-])e3S(=0)(=0)c3cccece3)cc2)nl 1090 5.96
3554 OC[C@@H](Nclnenc2sc3c(c12)CCC3)cleccecd 1090 *
3555 COC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclcc2ccecec2n2nnnel2 1100 5.96
3556 Cclee(Ne2eee(OCce3ccec(F)e3)e(Cl)e2)nenl 1100 5.96
3557 COclce2e(cc10C)OcInence(Ne3cee(Cl)cee3F)cINC2 1100 5.96
3558 C=CC(=0)Nclcec(-n2¢(=0)enc3enc(Nedecc(NSCCN(C)CCS)ced)ne32)cel 1100 5.96
3559 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3cenc(Nedccc(NSCCN(C)CC5)ec4)ne32)Cl 1100 5.96
3560 CCN(CO)[C@@](C)(CH#Cclncne2ec(OC)c(OC)ec12)CC1CCCCCL 1100 *




3561 N#C/C(=C\clcee(O)c(0)cl)C(=0)NclecceclCl 1100 *
3562 N#C/C(=C\clcee(0)c(0)cl)C(=O)NCCCCclceceel 1100 *
3563 C=C(CN1CCCCC1)C(=0)clcce(OCc2ccecc2)ecl.Cl 1100 *
3564 C=C(CN1CCOCC1)C(=0)clccc(OCc2ccecc2)cel.Cl 1100 *
3565 CCclc(CC(N)=0O)cn2nene(Nce3cccde(cnndCeédceccecd)ce3)cl2 1100 *
3566 O=C(CCCCCC(=0)Nclcce(0)e(C(=0)Nc2cec(OCce3cece(F)e3)e(Cl)ec2)c1)NO 1100 *
3567 C=CC(=0)Nclccce(-c2nc(Ne3cee[nH]n3)c3cceee3n2)cl 1100 *
3568 Ccleec(Oc2ecc(Ne3nencdecec(O[C@H](C)C(=O)N(C)C)c34)cc2C)enl 1100 *
3569 CC(C)nlnc(-c2cec3[nH]ncc3c2)c2e(N)nene2 1 1100 *
3570 COCCOclce2nec(C#N)e(Ne3ecee(Br)e3)c2cc10CCOC 1100 *
3571 CCN(CO)C(C)(C#Celnenc2ec(OC)e(0OC)ce12)CCICCCCCI 1100 *
3572 |Celnc(Ne2nee(C(=0)Nc3e(C)ecee3Cl)s2)cc(N2CCN(CCOC(=0)OCCN3CCN(CCNcedeccSnene(Nebecee(Br)e6| 1100 *
)c5¢4)CC3)CC2)nl
3573 Cclnc(C)e(C=C2CC(C)CC(=Ce3nc(C)e(C)nc3C)C2=0)nclC 1100 *
3574 CNI1CCN(c2cce(Ne3nee(Br)e(NedcecSen[nH]c5¢4)n3)cc2)CC1 1100 *
3575 COclcec(C(=0)Nc2cee(Ne3nencdec(OCCCNSCEN(C)CCS)e(0OC)ce34)cc2)ccl 1110 *
3576 Ccleee2ne(/C=C/c3ccc(N(C)C)ee3)cec(-c3nnc(N)s3)c2cel 1110 *
3577 O=C(Nclccceel)N(Celeee(O)eel)Celee(Br)ee(Br)c1O 1120 5.95
3578 C#Cclecec(NC(=0)c2cc(NC(=0)CCCCCC(=0)NO)c(0C)cc20)cl 1120 *
3579 COclccee(-c2en(C3CCNC3)c3nenc(N)e23)cl 1120 *
3580 CO/N=C/cle(N)nencINCclece(F)e(Cl)el 1123 *
3581 O=C(/C=C/Cnlccenl)Nclece2nenc(Ne3cece(Br)e3)c2cl 1124 *
3582 COC/C=C/C(=0O)Nclccc2nenc(Ne3cece(Br)e3)c2cel 1132 *
3583 Brclccec(Ne2nenc3cce(NCedceee5c(c4)OCCCCOS)ec23)cel 1140 5.94
3584 Nelnenc2cle(-clecc(Cl)e(O)el)nn2C1CCCI 1150 *
3585 Ccleee(C2=NN(C3=NC(=0)CS3)C(c3ccc(C)ec3)C2)ccl 1160 5.94
3586 CCOclcce(-c2nn(C3CCCCC3)c3nenc(N)e23)cc10C 1160 *
3587 COclce(0)c2c(c1)CCN(clcece(C(=O)N3CCCCC3)c1)C2=0 1180 *
3588 Ccleee(C(=O)NS(=0)(=0)c2ccc(Cl)cc2)c(Clnl 1190 5.92
3589 C=C(CNclcc2c(Ne3ceee(OCc4cccccd)c(Cl)e3)e(C#N)enc2ec 10CC)C(=0)O 1191 5.92
3590 CN(C)CCCNC/C=C/C(=0O)Nclcc2c(Nc3cee(F)e(Cl)e3)nene2sl 1196 *
3591 Fclceec(COc2cecc(Ne3cec(-c4eceecd)nen3)ec2Cl)cl 1200 5.92
3592 COclce2e(cc10C)Oclnenc(Ne3cec(F)c(Cl)e3)cINC2 1200 5.92
3593 COclcc2e(cc10C)Oclnenc(Ne3cecdc[nH]nc4c3)cINC2 1200 5.92
3594 COclce2e(cc10C)OcInenc(Oc3ccec(Cl)e3F)cINC2 1200 5.92
3595 CCOclecc(C(=0)Nc2cee(OCc3cceen3)ce(Cl)c2)ccINC(=0)/C=C/CN(C)C 1200 5.92
3596 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)ccc3F)Ce3cenc(Ne4ece(NSCCN(C)CCS)e(Cl)c4)nc32)Cl 1200 5.92
3597 C#Cclccee(Ne2nenc3ceee(S(=0)(=0)ndccc(/C=C/C(=0)NO)c4)cc23)cl 1200 *
3598 CCOC(=0)CCCnlc(=0)oc2ce3nenc(Nedece(Cl)ecd)c3cec2 1200 *
3599 CCN(CO)[C@@](C)(C#Cclnene2ec(OC)c(OC)cc12)CCelececcl 1200 *
3600 O=C(OCC1CCCCC1)clec(NCc2ec(O)ccec20)ecclO 1200 *
3601 COclee(/C=C(\C#N)C(N)=C(C#N)C#N)cc(O)c10 1200 *
3602 COclccee(Ne2[nH]ene3ne(C)e(C)c2-3)cl 1200 *




3603 CC(C)nlnc(-c2cc(F)c3en[nH]c3c2)c2¢(N)nenc21 1200 *
3604 Ccleec(O)e(C(=0)Nc2cecee(Cl)e2)el 1200 *
3605 CCN(CO)C(C)(C#Cclnenc2ec(OC)e(OC)ec12)CCelecccecl 1200 *
3606 O=[N+]([O-])clcccc(Oc2ec(Ne3eec(OCcdeccc(F)cd)e(Cl)e3)nen2)cl 1204 5.92
3607 O=C(/C=C/clccc(Cl)cel)Ncleee2nenc(Ne3ecee(Br)ce3)c2cel 1210 5.92
3608 COclece2e(c(OC)e1)C(=0)N(cleece(C(=0)N3CCCCC3)cl)CC2 1230 *
3609 CclcececlINelnenc2[nH]ceel2 1230 *
3610 O=C1CSC(N/N=C/c2cc(Br)cc(Br)c20)=N1 1240 591
3611 Nclce2nene(Ne3cceee3[N+](=0)[O-])c2enl 1250 *
3612 Ccl[nH]c2nene(Ne3ecee(O)ce3)c2cl1C 1250 *
3613 Cclec2ec(Ne3ceencdec(-c5cec(CN6CCOCCH)ccS)sc34)cec2[nH] 1 1250 *
3614 NS(=0)(=0)clcce(-n2¢(SCC(=0)Nc3cec(N4CCOCC4)ce3)nc3ccdeccecdec3c2=0)ccl 1250 *
3615 COclcec(C2=NN(C3=NC(=0)CS3)C(c3ccc(Br)cc3)C2)ccl 1260 5.90
3616 CCNC(=O)Nc1nc2nc(NCCCCN(CC)CC)ncc2cel-cle(ClyeceelCl 1260 *
3617 O=C(Nclccee(Br)el)Nclcee(Oc2nene3sc4c(c23)CCCC4)eclCl 1260 *
3618 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/c1ccc(OCc2ccecc2)ccl 1270 5.90
3619 CCCCCCCCCCCCNC(=0)COclce(0)c2e(=0)ce(-c3cecce3)oc2el 1270 5.90
3620 CC#CC(=O)N1CCc2c(sc3necnc(N[C@H](CO)cdcececd)c23)Cl 1270 *
3621 COclcec(O)c2e(=0)c(-c3ccee(Cl)e3)coc2el 1270 *
3622 CCN(CC)CCNC(=0)cl1[nH]c2ennc(Ne3cee(OCce4ceecc(F)cd)e(Cl)e3)e2elC 1280 5.89
3623 O=C(Nclecce2nenc(Ne3ceec(Cl)e3)c2cl)cleeec2c10CCO2 1290 5.89
3624 Cnlc2cccec2c2ecc(NC(=0)CSc3ncdecScecceScedc(=0)n3-c3cce(S(N)(=0)=0)ce3)cc2 1 1290 *
3625 COC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclec2ec(OC)ccc2n2nnnel2 1300 5.89
3626 COclcec2e(cc10C)Oclnenc(Sc3ccee(Br)c3)cINC2 1300 5.89
3627 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3cnc(Nedccc(NSCCN(C)CCS)e(F)c4)nec32)Cl 1300 5.89
3628 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3cne(Nedece(N(C)CCN(C)C)e(C)ed)ne32)Cl 1300 5.89
3629 C#Cclccec(Ne2nenc3cee(S(=0)(=0)ndccc(/C=C/C(=0)NcScccecSN)cd)ec23)cl 1300 *
3630 COCCnlc(=0)oc2cc3nenc(Nedeec(OCeScec(Cl)eeS)e(Cl)ed)e3ec2l 1300 *
3631 N#C/C(=C\clcec(0)c(0)c1)C(=0)clcececl 1300 *
3632 O=C(OC/C=C/clccecccl)clee(NCe2ec(O)ccc20)cecl1O 1300 *
3633 CC(C)(C)NC(=0)clcee(S(=0)(=0)Oc2cce(/C=C/[N+](=0)[O-])cc2)ccl 1300 *
3634 N#C/C(=C\clcee(0)c(0)c1)C(=O)NCCCCCCCCCCNC(=0)/C(C#N)=C/clcec(O)c(O)cl 1300 *
3635 COclccc(Ne2nee3cec(-c4e(Cl)cecc4Cl)c(=0)n(C)e3n2)enl 1300 *
3636 O=C(NCCclccc(O)c(Br)cl)/C(Cclee(Br)c(O)c(- 1300 *
c2¢c(C/C(=N/O)C(=0O)NCCc3ccc(O)c(Br)c3)cc(Br)c20)c1)=N\O
3637 CNI1CCN(CCC(=0)Nc2cee3c(C#N)ene(Ncdccee(Br)c4)c3¢2)CCl 1300 *
3638 COclcee(NC(=0)/C=C/CN(C)C)cc1NcIncc(Cl)c(Nc2ecee(Cl)e2)nl 1300 *
3639 CNI1CCN(c2cee(Ne3nee(Br)e(NcdeecScen(C)eSc4)n3)ec2)CCl 1300 *
3640 N#C/C(=C\clcece(0)e(0)c1)C(N)=S 1310 *
3641 Ccleee(C2=NN(C3=NC(=0)CS3)C(c3ccccdceccee34)C2)cclC 1320 5.88
3642 Ccleee(C(=0)Nc2ecc(CN3CCN(C)CC3)c(C(F)(F)F)c2)ccINC(=O)clece(O)ncl 1330 5.88
3643 Fclcee(Ne2nenc3scac(c23)CCCC4)eclCl 1330 *
3644 COclec2e(Ne3ece(NC(=0)cdceee(Cl)ecd)ce3)nenc2cc IOCCCN1CCN(C)CC1 1330 *




3645 COclcee(NC(=0)/C=C/CN(C)C)cc1NclIncc(Cl)c(Nc2ceeee2)nl 1330 *
3646 Oclc(Cl)ee(Cl)ecc1CN(Celece(F)cel)C(=S)Nelecceel 1340 5.87
3647 O=C1CSC(N2N=C(c3ccccc3)CC2c2ccc(Br)cc2)=N1 1350 5.87
3648 CCCCCCCCCCCCCCCCCCCENC(=0)COclec(O)c2e(=0O)ce(-c3ccece3)oc2el 1350 5.87
3649 COclcc2e(Ne3cee(NC(=0)cdecc(Cl)ecd)ee3)nenc2ecc1OCCCN1CCOCC1 1350 *
3650 Ccleee(C2=NN(C(N)=S)C(c3cce(Cl)eec3)C2)eclC 1360 5.87
3651 CCNC(=O)Nclne2nc(N)ncc2ceel-cle(ClyeceelCl 1360 *
3652 OCCCNclence(-c2ence(Ne3cecee(Cl)e3)n2)el 1360 *
3653 COclce2nenc(Ne3cecee(CHCCCCO)e3)c2cc10OC 1362.6 *
3654 COclcee2nene(Ne3ecee(Br)ce3)c2¢10C 1370 *
3655 Cclc2cec(N(C)e3ceene(Nedeee(S(=0)(=O)NC(=N)N)cc4)n3)cc2nn1C 1370 *
3656 Brclcec2c(NCc3cces3)nenc2sl 1374 *
3657 COclcc(0)c2e(=0)n(-c3ccec(C(=0)N4CCCCC4)c3)cec2el 1380 *
3658 COclec(OC2CCOCC2)c2¢(Ne3cce(F)e(Clye3)nenc2el 1384 *
3659 CCOclccc(Ne2nence3cecdoc(=0)n(CCCNSCCOCCS)cdcec23)ccl 1400 *
3660 CC(C)(C)OC(=O)NCCNC(=0)clcee(S(=0)(=0)Oc2cce(/C=C/[N+](=0)[O-])ce2)ccl 1400 *
3661 CCN(CC)CCCNclnec2cece(-c3¢(Cl)eecec3Cl)e(=0)n(C)e2nl 1400 *
3662 CCOclcce(-c2nn(C3CCCC3)c3nenc(N)c23)cc10C 1400 *
3663 COclccee(-c2nn(C(C)C)c3nenc(N)c23)cl 1400 *
3664 Nclnenc2cele(-clece(Cl)e(O)el ) nn2[C@@H]1CCOC1 1400 *
3665 CC(C)nlnc(-c2cec(F)e(O)c2)c2e(N)nenc2 1 1400 *
3666 Ncelnenc2cle(-clece3[nH]e(=0)cec3cl)nn2C1CCCC1 1400 *
3667 Nclnenc2celc(-clecce3[nH]cee13)nn2C1CCCC1 1400 *
3668 CN(C)C/C=C/C(=0O)Nclccc(F)c(Nc2nee(Cl)e(Ne3eccdeceecdc3)n2)cl 1400 *
3669 CNICCN(c2cce(Ne3nee(Br)e(NedcecSce[nH]c5c4)n3)cc2)CCl 1400 *
3670 Cclec(C(=0)N2CCOCC2)[nH]c1/C=C1\C(=O)Nc2ncne(Nc3ccede(c3)CCC4)c21 1410 *
3671 O=C(CCCCCC(=0O)Nclcce(0)c(C(=0O)Nc2cece(F)c2)c1)NO 1410 *
3672 0O=C(CCCCCC(=0)Nclcce(0)e(C(=0)Nc2cec(Cl)e(C(F)(F)F)c2)c1)NO 1410 *
3673 COclec2nec(C#N)e(Ne3ecee(C(F)(F)F)c3)c2cc10C 1450 *
3674 O=C1CSC(N/N=C/c2cc(Cl)cc(Cl)c20)=N1 1460 5.84
3675 CCOC(=0)C(=CNC(=O)Nclcec(C(=0O)Nc2cce3nenc(Nedeec(F)c(Cl)ed)c3c2)ecl)C(=0)OCC 1460 *
3676 clcec(CNe2nenc3cence23)cecl 1460 *
3677 CCOclcec(NC(=0)/C=C/CN(C)C)cc1Nclnce(Cl)c(Ne2ece3eccec3c2)nl 1460 *
3678 COC(=O)CN1CCC(n2cc(-c3ccec(0OC)e3)c3c(N)nene32)CCl 1470 *
3679 COclce2nec(C#N)e(Ne3ecee(C)e(Cl)e3)c2ec10C.Cl 1480 *
3680 O=C(Nclcce(Cl)eel)eleec(N(CCCI)CCCl)ecl 1490 5.83
3681 COclce(/C=C2\CCC/C(=C\c3cceee3Cl)C2=0)cc(0C)cl 1500 5.46
3682 Clclecce(Ne2nenc3ccc(NCedeee(Br)s4)ec23)cl 1500 5.82
3683 COclcc2e(cc10C)NelInenc(Ne3ccee(Br)e3)cINC2 1500 5.82
3684 Cclnec(C#N)e(Nc2cec(OCce3ceccen3)c(Cl)c2)c 1 C#Celeec(CNCCS(C)(=0)=0)ol 1500 5.82
3685 CCOclce(N)e(C(=O)Nc2eece(OCce3ccec(F)e3)c(Cl)e2)cc INC(=0)/C=C/CN(C)C 1500 5.82
3686 COclcce(-c2ne3sc(-c4cec(Cl)ecd)en3n2)cel 1500 5.82
3687 CCOC(=0)CCCnlc(=0)oc2cc3nenc(Nedee(C)ee(C)ed)c3ec2l 1500 *




3688 COC(=0)clcce(S(=0)(=0)Oc2ccc(/C=C/[N+](=0)[O-])cc2)ccl 1500 *
3689 Ccleeec2¢(CCC(=0)0)c(SSc3[nH]c4c(C)ececcdc3CCC(=0)0)[nH]c12 1500 *
3690 CLO=C(CCN1CCOCC1)cleccc(OCc2cccec2)cel 1500 *
3691 C=C(CNICCNCC1)C(=0)clcec(OCc2ccecc2)cel.Cl 1500 *
3692 CN(C)CCC(=0O)clcec(OCc2ccccc2)ecl.Cl 1500 *
3693 |O=CIN/C=C\c2ccc(c(Br)c2)Oc2cc(ce(Br)c20)CCNC(=0)/C(=N/O)Cc2ccc(c(Br)c2)Oc2cc(cc(Br)c20)C/C1=N\| 1500 *
(¢}
3694 Cclc(Cl)ecccINC(=0O)cleccec1O 1500 *
3695 Cclnce([N+](=0)[O-])n1CC(=0)NS(=0)(=O)clcce(Cl)cel 1510 5.82
3696 Nclceeeel-clnne(SCc2cceec2)ol 1510 5.82
3697 CCOC(=0)C(Ccleecececl )NC(=0)/C(C#N)=C/clcec(0)c(O)cl 1530 *
3698 Ncelnenc2ele(-clecee(O)el)en2C1CCNCI 1530 *
3699 N#C/C(=C\clcec(0)c(0)cl)C(=0)clecceclCl 1540 *
3700 Ncelecee(Ne2nene3ee(N)nee23)cl 1550 *
3701 COclce(0)c(C(=0)Nc2cec(F)e(Cl)e2)cc INC(=0)CCCCCC(=0)NO 1560 *
3702 COclcce(NC(=0)/C=C/CN(C)C)cc1NclIncc(Cl)c(Nc2ceec3eceec23)nl 1560 *
3703 CCOclce2nec(C#N)e(Ne3eec(OCcdcecceed)c(Cl)e3)c2ec INC(=0)/C=C/clccecccIN(C)C 1569 5.80
3704 NC(=S)N/N=C(/C=C/clccc([N+](=0)[O-])ccl)clcceecl 1570 5.80
3705 Nelnenc2cle(-clece(Clhe(O)el)nn2[C@H]1CCOC1 1580 *
3706 O=C(Nclec2e(Ne3ece(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOC1)NICCC(F)(F)C1 1581 *
3707 O=C(Nclecc2e(Ne3ece(F)e(Cl)e3)nenc2ec O[C@H] I CCOCIN(N1CCC(F)(F)CI)NICCC(F)(F)C1 1581 *
3708 CCCCCCCCCCCCCCCCCCCCOC(=0)COclec(O)c2e(=0)ce(-c3ccece3)oc2el 1589 5.80
3709 COclce(/C=C2\CCC/C(=C\c3cceee3)C2=0)cc(0C)cl 1600 5.34
3710 COclcc2e(cc10C)Sclnene(Sc3ccee(Br)e3)cINC2 1600 5.80
3711 CCOclec2nee(C#N)e(Ne3cecee(Br)e3)c2ec INC(=0)/C=C/CN(C)C 1600 5.80
3712 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3cnc(Nedecc(NSCCN(C)CCS)ec40C)ne32)Cl 1600 5.80
3713 N#C/C(=C\clcec(0)c(0)cl)C(=0)NC1CCCCCl 1600 *
3714 CCclc(CC(=0)0O)cen2nenc(Ne3cecde(cnndCedceeceed)ce3)cl2 1600 *
3715 clece(-c2ce3nene(Nedeee5[nH]nceS5c4)e3s2)cel 1600 *
3716 CCOC(=0)C1=C(C)OC(N)=C(C#N)Clclcecc(OC2CCCC2)ccl 1600 *
3717 CN(C)cleee(C=C2COCC(=C\c3cce(N(C)C)ce3[N+](=0)[0-])/C2=N\O)c([N+](=0)[O-])cl 1600 *
3718 C/C=C/C(=0)Nclccc2nce(C#N)c(Nc3ecce(Br)e3)c2cl 1620 5.79
3719 O=C(0O)CCCI1C(S)=Nc2cceec2l 1620 *
3720 Cclcee(O)cecl-nle(=0)c2c(c3c(N)nenec31)CCCC2 1620 *
3721 O=C(Nclcce2nene(Nce3ecee(Br)c3)c2el)clcecec2c10CCO2 1630 5.79
3722 CNS(=0)(=0)clcce(Ne2ne(Clne3ce(OC)c(0OC)ce23)cel 1630 *
3723 Fclee(Ne2neee(Ne3cec4[nH]ceede3)n2)cecIN1CCOCCI 1630 *
3724 Clclecc(CNe2cee3nenc(Nedecee(Br)ed)c3c2)cel 1640 5.79
3725 Fclcece(Ne2nenc3cecc(C#Cc4dceeces4)ec23)cec1Cl 1640.6 *
3726 COclce2nenc(Ne3ceec(CHCCO)e3)c2cc1OC 1643.6 *
3727 O=C(O[C@H]1CN[C@H](C#Cc2cc3nenc(Nc4eee(ScScecenS)ecd)e3s2)C1)N1CCOCCI 1650 5.78
3728 Cclece(C2=NN(C3=NC(=0)CS3)C(c3ccec(Cl)cc3)C2)ccl 1660 5.78
3729 Nclce2nenc(NCe3cecece3Br)c2enl 1670 *




3730 CCC(C)nlnc(-c2cce(C)e(O)c2)c2¢(N)nenc2 1 1670 *
3731 O=C(/C=C/clcccccl)Nelecee(Oc2ec(Ne3ceee(OCc4ccecc(F)cd)e(Cle3)nen2)cl 1671 5.78
3732 O=cl1c2ccc(Cl)ee2ne(-c2ccecc2)nl-clnne(-c2ccecc2)s 1680 5.77
3733 COclce(C2=C(c3c[nH]c4cec(I)ee34)C(=0)NC2=0)cc(0OC)c10C 1688 *
3734 COclce(/C=C(\C#N)C(N)=0)cc(CSc2cccc3ccecc23)c1O 1698.24 *
3735 COclce(-c2nc3sc(-c4cee(Cl)ecd)en3n2)cc(OC)c10C 1700 5.77
3736 CC1=C2C=C(CI)C=CC2N2C=C(Cc3ccccc3)NC(=0)C12 1700 5.77
3737 O=cloc2cc3nenc(Nedeee(OCcScecenS)ecd)e3cc2nl CCCNICCOCC1 1700 *
3738 COclcec(CCNC(=0)/C(C#N)=C/c2cec(0)c(0)c2)ecc1 OC 1700 *
3739 COclcce(NC(=0)/C(C#N)=C/c2ccc(0)c(0)c2)c(0C)cl 1700 *
3740 C=CC(=0)Nclccce(Oc2ne(Ne3n[nH]cdeccee34)cc(N3CCN(C)CC3)n2)cl 1700 *
3741 Cclee(Ne2ee(N3CCN(C)CC3)ne(Oc3cec(NC(=0)/C=C/CN(C)C)cc3)n2)n[nH]1 1700 *
3742 COclec2c(Oc3cecce(-c4enc(CeScceee5)n(C)ed=0)cc3F)cenc2ecc10OCCCN1CCOCCI 1700 *
3743 COclcc2c(Oc3cecce(-c4enc(NeScee(F)eeS)n(C)ed=0)cc3F)cenc2ec 1 OCCCNICCOCC1 1700 *
3744 COclcec(C2=NN(C(=0)Cc3ncdcccec4[nH]3)C(c3cec(Cl)ee3)C2)ccl 1700 *
3745 CC(=0)Nclcee(C(=O)Nc2ceec(Cl)e2)c(O)el 1700 *
3746 COclce(Ne2neee(-c3ccc(N4CCNCC4)nc3)n2)ce(OC)c10C 1704 *
3747 O=C(Nclecc2e(Ne3ceee(F)e(Cl)e3)nenc2ec1 O[C@H]1CCOC1)NICCC2(CC1)OCCO2 1715 *
3748 |0=C(Nclcc2e(Ne3eee(F)e(Cl)e3)nenc2ecO[C@H]1CCOCI)N(N1CCC2(CC1)OCCO2)NICCC2(CC1)OCCO2| 1715 *
3749 O=C1CSC(N/N=C/c2ccc(Br)cc2)=Nl1 1720 5.76
3750 O=C(Nclccc(F)cel)eleecc(N(CCCHCCCl)eel 1720 5.76
3751 CCCCCCCCCCCCOC(=0)COclce(0)c2c(=0)cc(-c3cecec3)oc2el 1720 5.76
3752 Ccleee(C2=NN(c3nc(-c4cceeed)cs3)C(c3ecc(F)ec3)C2)eclC 1730 5.76
3753 CC(=0)clcce2nec(C(N)=0)c(Nc3cee(OCcécecced)ec3)c2cel 1730 *
3754 COclce(/C=C(\C#N)C(N)=0)cc(CSc2ccc(C)ec2)cl1O 1737.8 *
3755 Oclc(Br)ce(Br)cc1CN(Celecc(F)ee1)C(=S)Neleccecl 1760 5.75
3756 Ncelnenc2cle(-clecee(O)c1F)nn2C1CCCC1 1770 *
3757 CN(C)clecee(Ne2nene3ee(N)nee23)cl 1790 *
3758 Oclcee(-c2nc(-c3ccco3)c(-c3cenc4[nH]c(-cS5ceeceS)ec34)[nH]2)ecl 1790 *
3759 COclec2nec(C#N)e(Ne3eee(C)e(Br)e3)e2ec10C 1790 *
3760 C=CCOC(=0)Nclcc2e(Ne3ece(F)c(Cl)e3)nenc2sl 1792 *
3761 COC(=0)clcce(S(=0)(=0)Oc2cce(/C=C/[N+](=0)[O-])cc2)cc 1O 1800 *
3762 CLO=C(CCNICCCCCl)clcec(OCc2cccec2)ecl 1800 *
3763 N#C/C(=C\clcce(0)c(0)c1)C(=0)NCC1CCCC(CNC(=0)/C(C#N)=C/c2ccc(0)c(0)c2)Cl 1800 *
3764 FC(F)C(F)(F)Oclccce(Ne2neee(-c3c[nH]c4ceccee34)n2)cl 1800 *
3765 COclcec(Ne2nene3eccc(OC4CCN(C)CC4)e23)ceclCl 1800 *
3766 CC(C)(C)cleec(OC[C@@H](Cn2eenc2[N+](=0)[0-])OC(=0)c2ccc(NC=C3C(=0)C=CC3=0)cc2)ccl 1800 *
3767 O=C(CCCCCC(=0)Nclcce(0)e(C(=0)Nc2cec(Che(Cl)e2)c1)NO 1800 *
3768 Cclcen2nenc(Nce3cececde(cnndCedecencd)c3)cl2 1800 *
3769 CC(C)CC(C)NC(=0O)CSclnc2ce3ccecedec2e(=0)nl-cleee(S(N)(=0)=0O)ccl 1810 *
3770 CN(C)clecee(Ne2nenc3cenec23)cIN 1819.7 *
3771 Cclecc(C2=NN(c3nc(-c4cceecd)cs3)C(c3cec(Br)ce3)C2)eclC 1840 5.74
3772 O=C(Nclccceel)N(Celeee(O)cel)Celee(Clyee(Cl)ec10 1860 5.73




3773 COclcccecl-clec2e(N[C@@H](C)c3cceec3)nene2sl 1860 *
3774 Oclcee(CNe2cee3nenc(Nedecee(Cl)ed)e3ce2)ccl 1870 5.73
3775 Cclnce([N+](=0)[O-])n1C/C(=N/NC(=0O)clccccc1N)clece(Br)ecl 1890 5.72
3776 COclee(/C=C2\CCC/C(=C\c3cce(S(C)(=0)=0)cc3)C2=0)cc(0OC)cl 1900 571
3777 Ccl[nH]c2nenc(Ne3ceeee3)c2e1C 1900 *
3778 Ccl[nH]c2nenc(Ne3ceee(C(F)(F)F)e3)c2c1C 1900 *
3779 Cclcee(Oc2cecc(Ne3nencdec[nH]c34)cc2C)enl 1900 *
3780 COclce(Br)c(C=C2CC(C)CC(=Cc3nc(C)e(C)nc3C)C2=0)cc10C 1900 *
3781 CCOC(0OCC)clece(C=C2COCC(=C\c3cce(C(OCC)OCC)ec3)/C2=N\O)ccl 1900 *
3782 CCN(CC)C/C=C/C(=0O)Nclcc2c(Nc3cee(F)e(Cl)e3)c(C#N)enc2ec10C 1910 5.72
3783 Ccleec(C(=0)Nc2cec(CN3CCN(C)CC3)c(C(F)(F)F)c2)cc INC(=0O)clenencl 1920 5.72
3784 Ccleec(C2=NN(c3nc(-c4cceeed)es3)C(c3cec(0)ec3)C2)eclC 1920 5.72
3785 Cclece(-c2ne3cc(NC(=0)CCl)cee3[nH]2)ccl 1929 *
3786 O=C1CSC(N/N=C/c2ccc(Cl)cc2)=N1 1940 5.71
3787 Ncelee2nenc(NCce3cecee(C(F)(F)F)e3)c2enl 1950 *
3788 O=C(Nclccceel )N(Celeee(F)ecl)Celecee(Cl)e10 1980 5.70
3789 COclce(/C=C2\CCC/C(=C\c3cc(0OC)ec(0OC)e3)C2=0)cc(0C)cl 2000 5.69
3790 CCOclce([N+](=0)[O-])e(C(=0)Nc2cec(OCce3cece(F)e3)e(Cl)e2)cc INC(=0)/C=C/CN(C)C 2000 5.70
3791 COclecc(Ne2cee3ce(ce2Nce2ceeecc2)C(=0)NC3=0)ccl 2000 *
3792 CN(C)clee2nenc(Ne3cecee(Br)c3)c2ecl [N+](=0)[O-] 2000 *
3793 CN(clceceel)cl[nH]enc2nenel-2 2000 *
3794 CCnlenc2c(Nce3ceee(Cl)e3)ne(N[C@@H]3CCCC[C@@H]3N)nc21 2000 *
3795 COclee(Ne2e(C#N)ene3ec(-c4ccc(CNSCCN(C)CCS)end)sc23)c(ClyeclCl 2000 *
3796 [O=CINCCc2cc(Br)c(0)c(c2)Oc2¢(Br)cc(cc2Br)CCNC(=0)/C(=N/O)Cc2cc(Br)c(0)c(c2)Oc2¢(Br)cc(cc2Br)C/C| 2000 *
1=N\O
3797 Cclec(Ne2ee(N3CCN(C)CC3)ne(Oc3cec(NC(=0)/C=C/C(F)(F)F)cc3)n2)n[nH]1 2000 *
3798 Ccleec(Oc2ccc(Ne3nencdecec(O[C@H](C)C(=O)N(C)CCO)c34)cc2C)enl 2000 *
3799 CN(C)cleee(C=C2CCCC(=C\c3cec(N(C)C)ec3[N+](=0)[O-])/C2=N\O)c([N+](=0)[O-])cl 2000 *
3800 Ccleee(C2=NN(C3=NC(=0)CS3)C(c3ccc(F)cc3)C2)ccl 2010 5.70
3801 Ncelnenc2cle(-clece(Cle(O)el)nn2CC1CCNC1 2010 *
3802 O=C1CSC(N2N=C(c3ccc(Br)cc3)CC2c2ccc(Br)cc2)=N1 2030 5.69
3803 clcec(CNe2nenc3cencec23)cecl 2030 *
3804 Cclcec(Ne2neee(Oc3cec4[nH]ceede3)n2)cc1S(N)(=0)=0 2042 *
3805 CN(C)C/C=C/C(=0O)Nclenc2ncc(C#N)c(Ne3cecee(Br)e3)c2cel 2043.6 5.69
3806 Cclcee(C2=NN(C(N)=S)C(c3ccecdeccce34)C2)ccl 2060 5.69
3807 COclcee(NC(=0)/C=C/CN(C)C)cc1NclIncc(C(F)(F)F)c(Nc2ceee3cecee3c2)nl 2070 *
3808 C[C@@H](Nclnenc2sc(Br)cel2)clcecenl 2079 *
3809 NC(=S)N/N=C(/C=C/c1cccc(F)cl)clcceccl 2080 5.68
3810 O=C(NS(=0)(=O)clccc(Br)ccl)clence(Br)cl 2080 5.68
3811 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clcle(C)nn(-c2cccec2)cl1Cl 2090 5.68
3812 Nclnenn2cecc(C(=0)Nc3ccc(NC(=O)Ncdecee(F)cd)ec3)cl12 2090 *
3813 COclec(/C=C2\CCC/C(=C\c3ccece3F)C2=0)cc(0OC)cl 2100 5.67
3814 N#C/C(=C\clcee(0)c(0)cl)C(=0)N1CCc2ccccc2l 2100 *




3815 Cclece(SCC(CN(C)C)C(=0)c2cce(OCe3ccecece3)ec2)cclC.Cl 2100 *
3816 Cclecc(Ne2[nH]ene3ne(C)e(C)e2-3)ccl 2100 *
3817 CNI1CCC(Oc2ccce3nence(Nedecc(OCc5cceenS)ecd)c23)CCl 2100 *
3818 C[C@@H]1CN(c2ne(C(F)(F)F)no2)CCN1clnce(OCce2cec(CS(C)(=0)=0)cc2F)enl 2100 *
3819 COclcece(-c2en(C3CCN(C(=0)OC(C)(C)C)C3)c3nene(N)e23)cl 2100 *
3820 Nclnenc2cle(-cleee3nceec3cl)nn2C1CCCC1 2100 *
3821 NCCnle(-c2cceec2)nc2ec(Clycec2¢1=0 2110 5.68
3822 Cl.clcee(Ne2[nH]ene3c4cceecdnc2-3)ccl 2110 *
3823 Cl.clcee(Ne2nence3c2[nH]c2cceee23)ccl 2110 *
3824 COclcc(OC)c2e(=0)n(-c3ccec(C(=0)N4CCCCC4)c3)ccc2el 2120 *
3825 CC(C)nlnc(-c2cce(N)c(O)c2)c2e(N)nenc21 2120 *
3826 CCCCCCCCCCNC(=0)COclcc(0)c2c(=0)ce(-c3cccece3)oc2el 2140 5.67
3827 COclce(Ne2necce(-c3cee(Cl)ec3)n2)ec(OC)c10C 2145 *
3828 O=C(/C=C/CN1CC2(CCOCC2)CI1)Nclcc2c(Ne3cee(F)c(Cl)e3)nenc2s1 2159 *
3829 Ccleee(C2=NOC(c3ccc(OC4CCCC4)cc3)C2)ccl 2160 *
3830 Cclnce([N+](=0)[O-])n1 CC(=0)NS(=0)(=O)clcce(Br)ccl 2170 5.66
3831 Ccleec(C2=NN(C(N)=S)C(c3cce(Br)ec3)C2)cclC 2170 5.66
3832 NC(=S)N/N=C(/C=C/clccc(F)ccl)clece(Br)ecl 2170 5.66
3833 O=CICSC(N/N=C/c2ccc(F)cc2)=N1 2180 5.66
3834 O=C(/C=C/clccc2e(c1)OCCCCO2)NCelececclF 2180 *
3835 COclcce(-c2nn(C(C)C)c3nenc(N)c23)ec1O 2190 *
3836 COclce(/C=C2\CCC/C(=C\c3ccec(Cl)e3)C2=0)cc(0OC)cl 2200 *
3837 COclce2nenc(Ne3cee(Cl)e(NC(=0)cdceccecd)c3)c2ec10C 2200 *
3838 CICCN(CCNN=Nclccc2nenc(Ne3ceee(Cl)e3)c2cl)eleec(Cl)ecl 2200 *
3839 CCCC(Cclcoc2nc(N)nc(N)c12)clcececc10C 2200 *
3840 CC(C)(C)OC(=O)N1CCC(n2ce(-c3ccec(O)e3)c3e(N)nenc32)Cl 2200 *
3841 N#Cclene(Ne2ecee(Br)ce2)c2ce(NC(=0)[C@@H]3CCC(=0)N3)cccl2 2200 *
3842 COclec2nec(C#N)e(Ne3ecce(N=[N+]=[N-])c3)c2cc10C 2210 *
3843 O=C(CCCCCC(=0O)Nclcce(0)c(C(=0O)Nc2cee(F)e(F)e2)c1)NO 2220 *
3844 Ccleec(NC(=0)/C=C/CN(C)C)cc1Nclnce(Cl)e(Ne2ecc3ceece3e2)nl 2220 *
3845 NC(=S)N1N=C(c2cccec2)CClcleecc2eceec]2 2230 5.65
3846 CN(C)cleee(/C=C/c2ec(C(=0)0)c3ce(Br)cce3n2)ccl 2230 *
3847 O=C(Nclcccecl)N(Celece(F)eel)Celeeee(Br)c10 2240 5.65
3848 Ccle(C(=0)c2cece(Cl)cc2)c2ece(OC(F)(F)F)ee2n1Celeececc(O[C@H](C)C(=0)0)cl 2240 *
3849 Cnlcec2ee(Ne3eence(Nedeecc(NSCCOCCS)ecd)n3)cec2 1 2240 *
3850 C#Cclecec(NC(=0)c2cc(NC(=0)CCCCCCC(=0)NO)cce20)cl 2250 *
3851 O=CI1CSC(N2N=C(c3ccc(Cl)cc3)CC2c2ccc(Br)cc2)=N1 2280 5.64
3852 COclcc(N2CCN(C)CC2)ccelNelnee(Cle(Oc2cec(CCCOc3no[n+]([0-])e3S(=0)(=0)c3ccece3)ec2)nl 2280 5.64
3853 N#Cclenc2ece(NC(=0)/C=C/CN3CCOCC3)cc2cINclcec(F)e(Clel 2290 5.64
3854 clcee2nec(Ne3eenc(Nedecc(OCCCNSCCCCCS)ec4)n3)ccel 2290 *
3855 CN1CCN(Cc2cec(C(=0)Nc3cec(-c4cence(C#N)c4Ncdeee(OCc5cecen5)c(Cl)cd)ec3)ec2)CCL 2300 5.64
3856 CCOC(=0)CCCnlc(=0)oc2ce3nenc(Nedceee(OCeScecenS)ecd)c3ec21 2300 *
3857 N#C/C(=C\clcec(0)c(0)c1)C(=0)clcec([N+](=0)[O-])ccl 2300 *




3858 COC[C@@H](Cnlcencl[N+](=0)[O-])OC(=0)clcec(NC=C2C(=0)C=CC2=0)ccl 2300 *
3859 0=C1Cc2ccc(Oc3ccc(Nednenc5cen(CCO)c4S)cc3Clee2N1 2300 *
3860 COclcce(-c2nn(C3CCC3)c3nene(N)c23)cc10C 2300 *
3861 Nclnenc2cle(-clecec(O)cl)en2[C@H] 1 C[C@@H](CN2CCC2)Cl 2300 *
3862 COclce2nec(C#N)e(Ne3ece(F)e(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 2320 5.63
3863 O=C(CCCCCC(=0)Nclcce(0)e(C(=0O)Nc2cecec2)c1)NO 2340 *
3864 COclce2nenc(Ne3ceee(NC(=O)Ncedeeee(C)ed)e3)c2cc 1l OCCCNICCOCCI 2350 *
3865 Cclecc(C2=NN(c3nc(-c4ccceed)es3)C(c3cec(Clyee3)C2)cclC 2360 5.63
3866 C[C@H]1CN=C(Nc2ccc3nenc(Nedcec(OCceSncesS)c(Cl)ed)e3c2)01 2360 *
3867 COclcec(C2=NN(C3=NC(=0)CS3)C(c3cccec3)C2)ccl 2370 5.63
3868 COclcec2ne(Clhne(Ne3cee(S(N)(=0)=0)cc3)c2cc10C 2370 *
3869 C[C@@H]1CN=C(Nc2ccc3ncnc(Ncdeee(OCcSnecesS)c(Cl)cd)e3c2)01 2370 *
3870 NC(=S)N/N=C(/C=C/clcccccl)cleccecl 2380 5.62
3871 COclce(N2CCN(C)CC2)cecINeInee(Cl)e(Oc2ecec(NC(=0)CCN3CCN(CCO)CC3)e2)nl 2388 5.62
3872 O=C(/C=C/clccec(Br)s1)Nclcce2nenc(Ne3ecee(Cl)e3)c2cel 2400 5.62
3873 O=CINC(Cc2ccccc2)=CN2C1C=C1C=C(C])C=CC12 2400 5.62
3874 Clclee(Ne2nene3ceee(OC4CCOCC4)ce23)cce1OCceleccenl 2400 *
3875 COclee(Ne2nn3e(N[C@H](CO)Ccdeccecd)ec(C4CC4A)ne3c2C(N)=0)ce(OC)cl 2400 *
3876 COclce(-c2nc(=0)c3c([nH]2)sc2ccc(C)ec23)cecc10CC(=0)0 2400 *
3877 Cclne(C)e(C=C2CC(C)CC(=C/c3nc(C)e(C)ne3C)/C2=N/O)nclC 2400 *
3878 N#Cclece(Ne2nene3ce(OCCCN4CCOCC4H)c(NC(=0)cdcec([N+](=0)[O-])ccedF)cc23)cclCl 2426 5.62
3879 COclccee(-c2ee3c(N[C@H](C)cdeec(OC)ccd)nenc3[nH]2)cecl 2454 *
3880 Nclce2nenc(NCe3cee(Br)ce3)c2enl 2460 *
3881 C=CC(=0)Nclcc(Nc2ncec(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(OC)eccIN(C)CCN(C)C 2480 *
3882 CNICCN(Cc2ccc(C(=0O)Nc3ccee(-c4ence(C#N)c4Ncdcec(OCceScece(F)eS)e(Clyed)ee3)ec2)CCl 2500 5.60
3883 CCC(=O)N1CC[C@H](N2C(=O)N(c3cc(OC)cce3F)Ce3cnc(Nedece(NSCCN(C)CCS)ee4Cne32)Cl 2500 5.60
3884 N#CC(C#N)=C1C(=0O)Nc2cc(O)c(O)cc21 2500 *
3885 O=CINC(=0)c2cc(Nc3cec(O)ee3)c(Ne3eee(O)ece3)ec2 1 2500 *
3886 Ccleec(Ne2ee3ce(ee2Ne2eee(C)ec2)C(=0)NC3=0)ccl 2500 *
3887 N#CC(CH#N)=C(N)/C(C#N)=C/clccc(0)c(O)cl 2500 *
3888 COclce(/C=C(\C)[N+](=0)[O-])ccc10S(=0)(=0O)clcce(C(=0)O)ccl 2500 *
3889 Ccl[nH]c2ncenc(Oc3ccec(Cl)e3)c2c1C 2500 *
3890 COclcc2nece(Oc3ccec(Br)c3)c2ec10C 2500 *
3891 CC(C)nlnc(-c2cec3en[nH]c3¢2)c2e(N)nene2 1 2500 *
3892 Cclnc(C)c(C=C2CN(C(C)C)CC(=Cc3nc(C)e(C)ne3C)C2=0)nclC 2500 *
3893 CCOC(0OCC)clece(C=C2CCCC(=Ce3cec(C(OCC)OCC)ec3)C2=NO)ccl 2500 *
3894 clcee(C2=NN(c3cceee3)C(c3ccccdececc34)C2)ccl 2520 5.60
3895 Nclnenc2cle(-cleeee(O)el)en2C1CCN(CCO)CCI 2540 *
3896 ClclInce2nenc(Ne3cccec3)c2nl 2550 *
3897 Ccl[nH]c(-c2cceec2)e(-c2cecee2)cl-c1nne(C)e2nn(-c3cce(Cl)ce3)ccl2 2550 *
3898 Ccl[nH]c(-c2ccecc2)c(-c2eccec2)c1 C(=0)clen(-c2eccec2)ncl-cleeceel 2560 *
3899 Cclnce([N+](=0)[O-])n1C/C(=N/NC(=0O)clccccc1O)clece(Br)ecl 2580 5.59
3900 C[C@@H](COclcece2nenc(Ne3eec(OCc4ceccend)c(Cl)e3)c12)N(C)C(=0)CO 2580 *




3901 CNICCN(CCOc2cc(OC3CCOCC3)c3c(Nede(Cl)cee5c40C0OS5)nene3c2)CCl 2590 5.59
3902 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncnc(Nedecc(OCc5ccec(F)eS)ned)c3s2)C1)N1CCOCCI 2600 5.59
3903 O=clc(-c2cce(O)cc2)coc2ec(O)ec(O)cl2 2600 *
3904 NC(=0)C1=C(N)C(=0)C=C(Nc2ccccc20)C1=0 2600 *
3905 CC(C)nlnc(-c2ccc(C#N)e(O)c2)c2e(N)nene2 1 2600 *
3906 Nclnenc2cle(-clece(F)e(O)el)nn2[C@@H]1CCOC1 2600 *
3907 Cclecee(Ne2¢(C(N)=0)cenc3cec(C(=0)/C=C/cdcce(-cScec(S(N)(=0)=0)cc5)o4)cc23)cl 2610 *
3908 Ccleee(C(=O)NS(=0)(=0)c2ccc(Br)ee2)c(Chnl 2640 5.58
3909 CN(C)C/C=C/C(=O)Nclecc2c(Ne3cec(F)e(Cl)e3)e(C#N)enc2ee 1OC(F)(F)F 2640 5.58
3910 Cceleec(C2CC(c3cec(C)e(C)e3)=NN2c2ne(-c3cceee3)cs2)cel 2670 5.57
3911 Ncelnenc2ele(-clecc(O)ecl)en2C1CCNCI 2670 *
3912 Cclecc(NC(=0)c2cc(I)cee20)cecl 2680 *
3913 C=C(CN1CCOCC1)C(=0)Nclcce2nee(C#N)c(Ne3cec(F)c(Cl)e3)c2cel 2700 5.57
3914 Ccloc2nenc(Ne3ecee(Cl)e3)e2¢1C(=0)NCCO 2700 *
3915 Ncelnenc2ele(-clecc(Cl)e(O)el)nn2CC1CCCNC1 2720 *
3916 Cclccee(C)clNcelnee(-c2cec(OCC3CCCN(C)C3)ec2)n2enecl2.Cl 2730 *
3917 COclcce2nec(C#N)e(Ne3ece(C)ee3)e2ecl10OC 2730 *
3918 O=C(Nclecce2nenc(Ne3ceee(Cl)e3)c2¢1)C1COc2eceec201 2750 5.56
3919 COcleec(C2=NN(C3=NC(=0)CS3)C(c3cccdeccecdce3)C2)ecl 2800 5.55
3920 COclcce(-c2ne3sc(-c4ceceed)en3n2)ec(OC)c10C 2800 5.55
3921 COclce(/C=C/[N+](=0)[O-])ccc1 OS(=0)(=O)clccc(C(=0)0)ccl 2800 *
3922 COclcee(Ne2nene3ec(0OC)c(OC)ce23)ec10C 2800 *
3923 COclce2nenc(Ne3cecc(NC(=0)cdeceecd)c3F)c2ec10C 2800 *
3924 COC(=0)c1¢(OCCN2CCCCC2)c2ccccc2c20c3c(c12)C(=0)clccecc1C3=0 2800 *
3925 CC(=0O)clccee(-c2nn(C(C)C)e3nenc(N)e23)cl 2800 *
3926 O=C(Nclccee(Cl)cl)eleee(Br)ec10 2800 *
3927 O=C(/C=C/clccec2ecccel2)Neleec2nenc(Ne3ceee(Cl)e3)c2cl 2810 5.55
3928 COclec2nenc(Sc3ccec(NC(=S)Ncedece(Cl)eed)e3)c2ec10C 2860 *
3929 COclccec(CNe2nene3ec(N)nee23)cl 2870 *
3930 COclce(NC(=0)/C=C/CN(C)C)cc2c(Ne3cece(Br)e3)c(C#N)ence12 2880 5.54
3931 Ccl[nH]c(-c2cccee2)e(-c2eceee2)cl-clece(NC(=0)c2ceccee2)c(=0)ol 2890 *
3932 COclec2e(cc1OC)Sclnence(Sc3ecec(Cl)e3)cINC2 2900 5.54
3933 Ccleee2e(CCC(=0)0)c(SSe3[nH]cdec(C)ecc4c3CCC(=0)0)[nH]c2cl 2900 *
3934 | O=CINCCc2ccc(0)c(c2)Oc2c(Br)cc(cc2Br)CCNC(=0)/C(=N/O)Cc2cc(Br)c(0)c(c2)Oc2¢(Br)cc(cc2Br)C/Cl= 2900 *
N\O
3935 C=CC(=0)Nclccce(Oc2nc(Ne3n[nH]cdeec(Br)ec34)cc(N3CCN(C)CC3)n2)cl 2900 *
3936 Nclnenc2cle(-cleee(F)c(O)cl)nn2C1CNC1 2900 *
3937 Nclnenc2cle(-clcee(F)c(O)cl)nn2C1CCCI 2900 *
3938 Cnlnc(-c2ccc3cc[nH]c3c2)c2¢(N)nenc2 1 2900 *
3939 COclce(Br)e(C=C2CC(C)CC(=Cc3nc(C)c(C)nc3C)C2=NO)cc10C 2900 *
3940 COclcc2e(Ne3ecc(NC(=O)Nedeccecd)ec3)nenc2ec10Celececcl 2933 *
3941 COclcce(Ne2nence3[nH]cec23)ccl 2936.67 *
3942 Cclnec([N+](=0)[O-])n1CC(=0O)NS(=0)(=O)clcccecl 2940 5.53




3943 COclcc(N2CCN(C)CC2)cecINelnce(Cl)e(Oc2eec(CCOce3no[n+]([O-])c3S(=0)(=0)c3ccecee3)cc2)nl 2940 5.53
3944 Feleec(Ne2nence3scee23)ceclCl 2980 *
3945 C[C@@H](Nclnenc2oc(-c3cccee3)c(-c3ccecc3)cl2)clececcl 2991 *
3946 CNICCN(Cc2ccc(C(=0O)Nc3cee(-c4ence(C#N)c4Ncdecc(F)e(Cl)ed)ee3)ec2)CCl 3000 5.52
3947 CC(C)Oclccee(Ne2nence3cec4oc(=0)n(CCCNSCCOCCS)c4cec23)cl 3000 *
3948 O=CN/C=C/clcc(O)ccclO 3000 *
3949 Cclee(C)ec(COC(=0)c2cc(NCe3cc(O)cee30)eec20)el 3000 *
3950 0=P(0)(O)Cclcc(NCc2cc(O)ccc20)ccclO 3000 *
3951 COC(=0)Cclcc(NCc2cc(0)cec20)eccl O 3000 *
3952 COclec(Ne2nenc3cee(OC)e(0OC)ec23)cc(OC)el.Cl 3000 *
3953 N#CC(C#N)=Cclcc(O)c(0)c(O)cl 3000 *
3954 COclcce2nence(N(C)c3cee(Clyee3)c2ec10C.Cl 3000 *
3955 COclce2nenc(N3CCcedceccecd3)c2ecl1OC.Cl 3000 *
3956 O=[N+]([O-])clccec(Oc2eenc(Oc3ccee([N+](=0)[0-])c3)n2)cl 3000 *
3957 NC(=S)NIN=C(c2cccec2)CClcleec2eccec2el 3010 5.52
3958 N#C/C(=C\clcec(0)c(0)cl)C(=0O)NCclece(O)ccl 3019.95 *
3959 COclcee(-c2nn(C(C)C)e3nenc(N)e23)ec10C 3020 *
3960 Ccleee(C2CC(c3cecece3)=NN2C2=NC(=0)CS2)ccl 3030 5.52
3961 N#CC(C#N)=CNclcce2nene(Ne3ecc(OCce4cccend)c(Cl)e3)c2cel 3050 *
3962 C=CC(=0)N1CCc2c(sc3ncnc(N[C@@H](CO)cdcccecd)c23)Cl 3057 *
3963 Ccleee(C2=NN(C(N)=S)C(c3ccc([N+](=0)[O-])cc3)C2)cclC 3060 5.51
3964 C#Cclceee(-n2ccc3ec(OC)cc(0)c3c2=0)cl 3060 *
3965 CNC(=0)c1nn(C)c2c1C(C)(C)Cclene(Ne3cec(N4CCN(C)CC4)ec3)ncl -2 3069 *
3966 COclcee(C2CC(c3ece(C)e(C)e3)=NN2c2nc(-c3cceec3)cs2)cel 3080 5.51
3967 N#C/C(=C\clcee(0)c(O)el)C(=O)clccesl 3100 *
3968 Cnlc(SSc2¢(CCC(=0)0)c3ccecee3n2C)e(CCC(=0)0)c2ccecc2l 3100 *
3969 O=CIN=C(N2CCC[C@H]2C(=0)Nc2ccc3nenc(Nc4ccec(Cl)cd)c3¢2)S/C1=C/clccce(Br)nl 3100 *
3970 C=CC(=0O)Nclcce(Oc2ne(Ne3ee(C)[nH]n3)cc(N3CCN(C)CC3)n2)ccl 3100 *
3971 COclce(Br)e(C=C2CN(C(C)C)CC(=Ce3nc(C)e(C)ne3C)C2=0)cc10C 3100 *
3972 CCCCCCCCCCOC(=0)COclec(0O)c2c(=0)ce(-c3cccee3)oc2el 3110 5.51
3973 Breclecc(CNe2cee3nene(Nedecee(Br)ed)c3ce2)ccl 3130 5.50
3974 COclec(N2CCC(0)CC2)ccelNelnee(Cl)e(Oc2cec(COc3no[n+]([O-])e3S(=0)(=0)c3cccec3)ec2)nl 3150 5.50
3975 COclec2nec(CH#N)e(Ne3ce(Cl)e(O)e(Cl)e3)c2ec10C 3150 *
3976 O=C(O[C@H]1CN[C@H](C#Cc2cc3ncnc(NedeceSc(cenSCCeScececeS5)c4)e3s2)C1)N1CCOCCI 3160 *
3977 Ccleee2ne(Oc3cecee3)e(/C=N/NC(=0)Cn3c([N+](=0)[O-])cnc3C)cc2cl 3170 5.50
3978 COclcce2nenc(Sc3ccce(NC(=S)Ncdeec(F)e(F)cd)e3)c2cc10C 3170 *
3979 O=C1CSC(N2N=C(c3ccc(Br)cc3)CC2c2cccec2)=NI1 3200 5.49
3980 C#Cclccee(Ne2nenc3e2NCce2ec(OC)e(0OC)cc203)cl 3200 5.49
3981 COclce2nenc(Ne3cee(C)e(NC(=0)cdeccccd)c3)c2ec1OC 3200 *
3982 CCOC(=0O)c1nn(-c2cce(Cl)cc2)cc1 C(=0)clc(C)[nH]e(-c2cecee2)cl-cleeceel 3200 *
3983 Cclnne(-n2c¢(-c3ccece3)nc3cc(Cl)cce3c2=0)sl 3210 5.49
3984 Oclccecc1CNeleee2nene(Ne3ecee(Br)ce3)c2cl 3220 5.49
3985 CCOC(=O)clnn(-c2cccee2)cc1C(=0)cle(C)[nH]e(-c2cccee2)cl-clececel 3220 *




3986 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clccc(Br)ccl 3240 5.49
3987 C[C@@H](Nclnenc2sc3e(c12)CCCC3)cleccecl 3240 *
3988 Ccleec(C2=NN(C3=NC(=0)CS3)C(c3cccdcececcdc3)C2)ecl 3250 5.49
3989 Cclcec2ce(Ne3ceee(F)e(Cl)e3)nennl2 3250 *
3990 Cclece(/C=N/NC2=NC(=0)CS2)ccl 3260 5.49
3991 O=C(NS(=0)(=O)clccc(F)ccl)clence(Br)cl 3270 5.49
3992 NC(E=S)NIN=C(c2ccc(F)ec2)CClelcec2eceec2el 3280 5.48
3993 Cclce(Oc2nene3scde(c23)CCCC4)cecINC(=0O)Ncelceee(Br)cl 3290 *
3994 O=C(O)clcc(CCc2cc(O)cec20)cecl O 3300 *
3995 CN(C)CCOclcce(/C=C/c2cc(-c3ccdc(=0)[nH]enc4[nH]3)cen2)ccl 3300 *
3996 COclcee(-c2nn(C3CCCC3)c3nenc(N)c23)ecc10C 3300 *
3997 C#Cclecec(NC(=0)c2ce(NC(=0)CCCCCC(=0)NO)ccc20)cl 3310 *
3998 O=C(Nclccce(Ne2nene3ec(OCCCN4CCOCC4)cee23)cl)Neleee(F)e(Clhel 3315 *
3999 COclce2nec(C=0)c(Nc3ccee(Br)c3)c2cc10C 3370 *
4000 O=C1CSC(N2N=C(c3cccce3)CC2c2ccecc2)=N1 3380 5.47
4001 COclce(/C=C(\C#N)C(N)=0)cc(CSc2cccen2)c1O 3388.44 *
4002 CNICCN(CC(=0)Nc2cc3c(Nedeee(F)e(Cl)ed)nenc3s2)CCL 3399 *
4003 Clclcece(Ne2nenc3cec(NCedeces4)ee23)cl 3400 5.47
4004 COclec2e(ec10C)Oclnenc(Ne3ece(F)ee3Cl)cINC2 3400 5.47
4005 | CCC(=O)N1CC[C@H](N2C(=O)N(c3cc(OC)ccc3F)Ce3enc(Nedcec(NSCCN(C)CCS)e(C(F)(F)F)c4)ne32)Cl 3400 5.47
4006 Oclcc2e(cclO)[C@@H]1ce3cec(0)c(0)ec30C[C@]1(0)C2 3400 *
4007 Ccleee(S(=0)(=0)NC(=0)Cn2¢([N+](=0)[O-])cnc2C)ccl 3430 5.46
4008 O=C(/C=C/clccc([N+](=0)[O-])cc1)Nclcee2nene(Ne3ecee(Cl)e3)e2el 3450 5.46
4009 Cclece(-n2ce3ce(-c4c[nH]c(-c5ceceeS)cd-cdececcd)nne(O)c3n2)ccl 3450 *
4010 Ccleeee(CN(Ce2ceece(O)ec2)C(=S)Nc2ceecec2)c10 3460 5.46
4011 Cc1[nH]c(/C=C2\C(=0)Nc3cec(C(=0)NNcdcceceed)cc32)c(C)c1CCC(=0)0 3480 *
4012 O=C1CSC(N2N=C(c3cccce3)CC2c2cce(Cl)ec2)=N1 3490 5.46
4013 O=C(/C=C/clcce(Br)ccl)Neleee2nenc(Ne3ceec(Cl)e3)c2cel 3490 5.46
4014 O=CINN(c2ccc(F)c(Cl)e2)C(=0)/C1=C\clcece(OC(=0)c2ccees2)cl 3500 5.46
4015 CCOclecc(C(=0)Nc2cee(OCc3cecen3)c(Cl)c2)cc INC(=0)clecc(CN2CCN(C)CC2)ccl 3500 5.46
4016 CN(C)C/C=C/C(=0O)Nclccec(-c2enec(C#N)c2Nce2ece(F)e(Cl)e2)ecl 3500 5.46
4017 Cnlc([Se][Se]c2¢(C(=0)0O)c3cecce3n2C)e(C(=0)O)c2cecec2 1 3500 *
4018 O=C(/C=C/cleccecl)N1CCc2c(sc3nenc(N[C@H](CO)c4ceccecd)c23)Cl 3503 *
4019 C#Cclccee(-n2ccc3cc(OC)cc(0OC)c3c2=0)cl 3510 *
4020 O=C(/C=C/clccc2¢(c1)OCCCCO2)Nelcce(Br)ecl 3520 *
4021 O=C(CCCCCC(=0O)Nclcce(0)c(C(=0O)Nc2cec(F)e(Cl)e2)c1)NO 3530 *
4022 Oclccecc1CNeleee2nence(Ne3ecee(Cl)e3)c2cel 3540 5.45
4023 Ccl[nH]c(-c2cccee2)e(-c2cceee2)c1C(=0)clen(-c2eceee2)nc 1 C(=O)Ncleccecl 3560 *
4024 COclce2nene(Sc3ceec(NC(=S)Ncdeee(Cl)eedCl)e3)c2cc10C 3560 *
4025 CCCCCCCCCNC(=0)COclec(0)e2e(=0)cc(-c3cccec3)oc2el 3580 5.45
4026 CC(=O)NC[C@H]1CC[C@H](c2nc(-c3ccdccccc4[nH]3)c3e(N)neen32)CCl 3580 *
4027 O=C(/C=C/clccenclCl)Nclceee2nenc(Ne3cece(Cl)e3)c2el 3600 5.44
4028 COclcec(C(=0)n2nc(-c3ccenc3)nc2N)ecl 3600 5.44




4029 COclcee2¢(C(=0)Nc3ceece3)e(SSc3c(C(=0)Ncdeceecd)cdeee(OC)ecdn3C)n(C)e2cel 3600 *
4030 C=CC(=0)Nclccce(Oc2ne(Ne3n[nH]cdcceec34)cc(N3CCN(C(C)=0)CC3)n2)cl 3600 *
4031 Oclnnc(-c2¢c[nH]c(-c3ccece3)c2-c2ceccec2)c2en(-c3cccee3)ncl2 3600 *
4032 O=C(/C=C/clcccccl)Nclece2nenc(Ne3cece(Cl)e3)e2el 3610 5.44
4033 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clccc(Cl)cel 3620 5.44
4034 COclccce(-c2nn(C(C)C)e3nenc(N)e23)c10C 3660 *
4035 Ccle(C(=0O)c2coc3cec(O)cc23)[nH]e(-c2cceee2)el-cleceecl 3670 *
4036 O=C(Nclcce2nene(Nce3ecee(Br)ce3)ce2c1)C1COc2ccccc201 3680 5.43
4037 C[C@H](Nclnene2ec3oc(=0)n(CCCN4CCOCC4)c3ccl2)cleceecd 3700 *
4038 CCC(=0)Nclccee(-c2ne(Ne3ec[nHn3)c3cccee3n2)cl 3700 *
4039 COclccecc1Nelnenc2ee(N)necl2 3710 *
4040 COclcc2nenc(Ne3eccee3N)c2enl 3715.35 *
4041 CC(C)nlnc(-c2ccec(O)c2F)c2e(N)nenc2 1 3720 *
4042 NC(=S)N/N=C(/C=C/clcccc([N+](=0)[O-])c1)clceceel 3740 5.43
4043 CC#CC(=0O)Nclcenc2nee(C#N)e(Ne3ecee(F)c(Cl)e3)e2el 3762.4 5.42
4044 Ccl[nH]c(-c2ccecc2)e(-c2eccee2)c1 C(=0)clen(-c2cee(Cl)ec2)nec1 C(=0O)Nclcceecl 3780 *
4045 |Ccl[nH]e(/C=C2\C(=O)Nc3cce(S(=0)(=0)Cc4c(Cl)ccecdCl)ce32)c(C)c 1 C(=O)N1CCC[C@@H]ICNICCCC1 | 3800 *
4046 COclce2nee(C#N)e(Ne3ccee(Br)c3)c2ecc INC(=0)/C=C/CN1CCOCC1 3830 5.42
4047 Ccleec(C2=NN(c3nc(-c4cceecd)cs3)C(c3cec([N+](=0)[O-])ce3)C2)cclC 3850 5.41
4048 COclcce(-c2nn(C(C)C)e3nenc(N)e23)cecIN 3850 *
4049 COclce(-c2nn(C(C)C)e3nenc(N)e23)ceclF 3860 *
4050 Ccleec(C2=NN(C(N)=S)C(c3ccece3Cl)C2)cclC 3870 5.41
4051 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clcccc2ecece]2 3880 5.41
4052 Brelce2¢(NCce3cenec3)nenc2sl 3883 *
4053 Ccl[nH]c(-c2cccee2)e(-c2eceec2)cl-c1nne(C)e2nn(-c3ceece3)ecl2 3890 *
4054 COclce(/C=C2\CCC/C(=C\c3cce(N(C)C)ee3)C2=0)cc(0C)cl 3900 5.40
4055 Ccleec(C(=0)Nc2ecc(CN3CCN(C)CC3)e(C(F)(F)F)c2)cc INC(=O)clencenl 3900 5.41
4056 CCC1=C2C=C(C(F)(F)F)C=CC2N2C=C(Cc3ccccc3)NC(=0)C12 3900 5.41
4057 CCCOclec2nenc(Ne3eee(NC(=0)OCC)e(C)e3)c2ec10C.CL 3900 *
4058 CN(C)CC(CNNC(N)=0)C(=0O)clcec(OCc2ccecc2)cel.Cl 3900 *
4059 Cclec(Ne2ee(N3CCN(C)CC3)ne(Oc3cece([N+](=0)[O-])c3)n2)n[nH]1 3900 *
4060 Cc1nc(C)e(C=C2CN(C(C)C)CC(=C/c3nc(C)c(C)ne3C)/C2=N/O)nclC 3900 *
4061 Cclcee2e(C)ne(Ne3ne(O)ee(CSc4nnnn4-cdcecece4)n3)nc2el 3920 *
4062 O=C(Nclccc(Nc2nenc3sc4c(c23)CCCC4)cecl)Nelecee(Br)cl 3950 *
4063 Cclcee(C2=NN(C3=NC(c4cceecd)CS3)C(c3ccccdeccee34)C2)eclC 3960 5.40
4064 COclcee(N(CCCI)CCNN=Nc2ccc3nenc(Nedecee(Cl)ed)c3c2)ceel 3960 *
4065 COC(=0O)Nclcce(Ne2nene3ec(OC)c(OC)ec23)ec1 C.CI 4000 *
4066 COC(=O)Nclcec(Ne2nenc3ec(OC)e(OC)cc23)eclC 4000 *
4067 N#C/C(=C\clcce(0)c(0)c1)C(N)=0 4000 *
4068 CCOP(=0)(Cclec(NCc2ec(O)ccc20)ccc10)OCC 4000 *
4069 COclcec2nenc(N(C)c3ceccec3)c2ec1OC.Cl 4000 *
4070 CNC(=0)clcee(S(=0)(=0)Oc2ccc(/C=C(\C)[N+](=0)[O-])cc20C)ccl 4000 *
4071 COclcce2nenc(N(C)e3cee(C)ec3)c2ec10C.Cl 4000 *




4072 COclcc(0)c2e(=0)c(-c3ccee(Cl)e3)en(CCe3ceecce3)c2cel 4000 *
4073 O=[N+]([O-])clcecec(Oc2cenc(Ne3cceecc30)n2)cl 4000 *
4074 C=CC(=0)NCclccce(-c2nc(C3CC3)c(-c3cenc4[nH]c(-c5ceceeS)ec34)[nH]2)cl 4050 *
4075 Clclccee(Ne2nenc3cece(NCeéecee(Br)nd)ce23)cl 4100 5.39
4076 0=C(0O)clcc(N(Cc2ccecc20)Ce2cc(O)cec20)ecclO 4100 *
4077 clcee(CCNe2nenc3ceccec23)ecl 4100 *
4078 CCN(CC)CCnlc2cceec2c2e(Ne3ceee(Br)e3)nenc21 4100 *
4079 CN(C)CCCC(=0)Nclcee2e(CH#N)ene(Nc3ecee(Br)c3)c2el 4100 *
4080 CCN(CC)CCnlc2cecec2c2e(Ne3cecee(Br)ce3)nenc21.Cl 4100 *
4081 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clccc(F)ccl 4120 5.39
4082 O=C1CSC(N2N=C(c3ccc(Br)cc3)CC2c2ccc(Cl)cc2)=N1 4120 5.39
4083 Cclnenc(Ne2eee(OCc3cceec(F)e3)c(Cl)e2)c 1C#HCCN1CCOCC1 4130 5.38
4084 Cclnn(-c2cce(Cl)ec2)c(Cl)c1C1C(CH#N)=C(N)N(c2ceenc2)C2=C1C(=0)CCC2 4150 5.38
4085 O=C(Nclccceel)N(Celeec(F)eel)Celee(Clyee(Cl)c10 4150 5.38
4086 COclce2nenc(Oc3cecc(NC(=S)Ncdece(Cl)eed)c3)c2cc10C 4170 *
4087 COclcce2nec(C#N)e(Ne3eccee3Br)c2cc10C 4180 *
4088 O=C(0O)CCcle(SSc2[nH]c3cceec3c2CCC(=0)0)[nH]c2eccecl2 4200 *
4089 CONC(=0)clce(Ne2nenn3ce(NC(=0)OCCCS(C)(=0)=0)c(C(C)C)c23)c(F)ccIF 4200 *
4090 O=C(CCCCCC(=0O)Nclcce(0)c(C(=0O)Nc2ceee(C(F)(F)F)c2)c)NO 4200 *
4091 Ccleee(C2=NN(C(N)=S)C(c3ccccc3Br)C2)cclC 4210 5.38
4092 COclcec(C2CC(c3cce(C)ee3)=NN2C2=NC(=0)CS2)ccl 4240 5.37
4093 Nclece2nenc(NCce3ccecc3[N+](=0)[O-])c2enl 4250 *
4094 COclcec(C2CC(c3ccece3)=NN2C2=NC(=0)CS2)ccl 4270 5.37
4095 CCN(CC)CCnlc2cec(0OC)cc2c2¢(Ne3cecece(Br)c3)nenc21 4270 *
4096 CCN(CC)CCnlc2cee(OC)cc2c2c¢(Ne3ecee(Br)e3)nenc21.Cl 4270 *
4097 O=C(/C=C/clccccc1Br)Nclceee2nenc(Ne3cece(Br)e3)c2cl 4280 5.37
4098 CN(C)CCN(C)CC(=0)Nclec2e(Ne3cec(F)e(Cl)e3)nenc2s 4286 *
4099 COC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclec2ec(C)ece2n2nnnel 2 4300 5.37
4100 COclcece2c1C(=0)cle(O)cec(0)c1C2=0 4300 *
4101 COclce2ne(Cl)nc(Ne3eee(O)ee3)c2ec10C 4300 *
4102 N#C/C(=C\clcec(0)c(0)c1)C(=0O)N1CCN(c2cecec2)CCl 4300 *
4103 Cnlc(SSc2¢(C(=0O)Nc3ceceee3)e3cc(Cl)ecce3n2C)e(C(=0O)Nc2eceec2)c2ec(Cl)ece21 4300 *
4104 COclcce(-c2nn(C(C)C)e3nenc(N)c23)ecl 4300 *
4105 |Cclnc(Ne2nee(C(=0)Nc3c(C)ecee3Cl)s2)cc(N2CCN(CCOC(=0)c3cec(C(=0)NcdceeSnenc(Neobeeee(Cl)e6)eSc| 4300 *
4)nc3)CC2)nl
4106 COCOclce(-c2nn(C(C)C)c3nene(N)e23)cecl1Br 4320 *
4107 CN(C)CCCCCC(=0O)Nclceee(-c2c(-c3ccece3)oc3nenc(N[C@H](CO)cdceececd)c23)cl 4327 *
4108 O=C(NclccceelCl)elec(I)eec1O 4370 *
4109 Oclnnc(-c2c[nH]c(-c3ccece3)c2-c2cccec2)c2en(-c3cec(Cl)ee3)ncl 2 4390 *
4110 CCCCNclncc2cece(-c3¢(Cl)cece3Cl)e(=0)n(C)c2nl 4400 *
4111 CC(C)nlnc(-c2ec3ce(O)cec3[nH]2)c2¢(N)nene2l 4400 *
4112 Clelecc(CNe2cee3nene(Nedecee(Cl)ed)e3ce2)ecl 4410 5.36
4113 CC(=0)clnn(-c2ccc(Cl)cc2)cc1C(=0)cle(C)[nH]c(-c2ccecc2)cl-cleccecl 4480 *




4114 Cclece(-n2cc(C(=0)c3c(C)[nH]c(-c4cceecd)c3-c3cccee3)e(C(=0)Ne3eccee3)n2)ccl 4490 *
4115 CCOclce(N)e(C(=0)Nc2ceee(F)e(Cl)e2)ecc INC(=0)/C=C/CN(C)C 4500 5.35
4116 C[C@@H](Nclncenc2ec30c(=0)n(CCCN4CCOCC4)c3ccl2)clcceccel 4500 *
4117 CCNclnec2cec(-c3¢(Cl)ecee3Cl)e(=0)n(C)e2nl 4500 *
4118 CNICCN(CCCCCNe2ncec3ce(-c4c(ClceecdCle(=0)n(C)c3n2)CC1 4500 *
4119 COclccc(NC(=0)/C=C/CN(C)C)cc1Nc1nce(Cl)c(Nc2ececc2Cl)nl 4560 *
4120 COclce(/C=C2\CCC/C(=C\c3cce(0)ce3)C2=0)cc(0C)cl 4600 5.33
4121 COclce2e(cc10C)OcInenc(Oc3ceec(Br)e3)cIN(C)C2 4600 5.34
4122 COclcee(C(=0)n2ne(-c3cence3)ne2N)ecl 4600 5.34
4123 CCN(CC)CCNC(=0)clc([Se][Se]c2[nH]c3cccee3c2C(=0)NCCN(CC)CC)[nH]c2cccec12 4600 *
4124 N=C(N)SCCCnlc(=0)c2¢c(c1=0O)nlc3ccccc3cclclecec3een2e3l 4600 *
4125 CC(C)nlnc(-c2ccec3[nH]cec23)c2e(N)nenc21 4600 *
4126 Br.CC(Nclnene2[nH]c(-c3cec(O)ce3)ecl2)clcce(C(F)(F)F)eel 4608 *
4127 COclcc2e(Ne3ece(NC(=0)c4cecccd)ec3)nenc2eclOCCNICCCCCI 4610 *
4128 COclcc2ce(Ne3eee(NC(=0)Nedeeee(Cl)ed)ee3)nenc2ec10Celeccecel 4649 *
4129 CNICCC(=0)/C(=C/c2ccc(CC3CCCC3)ec2)Cl 4660 *
4130 CC(=O)clInn(-c2cceec2)ccl C(=0)cle(C)[nH]c(-c2ccecec2)cl-cleceecel 4670 *
4131 O=C(Ncleccceel)N(Celeee(F)eel)Celee(Br)ee(Br)e1O 4680 5.33
4132 COcleee(C2=NN(c3nc(-c4cce(Cl)ced)es3)C(c3cec(C)ec3)C2)ccel 4680 5.33
4133 O=C(/C=C/clccencl)Nclcee2nenc(Ne3ceee(Cl)e3)c2el 4700 5.33
4134 0O=C(CClOCCnlc(=0)oc2ce3nenc(Nedeee(F)e(F)cd)c3cec2l 4700 5.33
4135 CCN(CC)CCNC(=0)clc([Se][Se]c2c(C(=0)NCCN(CC)CC)e3cccece3n2C)n(C)e2eecec]2 4700 *
4136 Nclce2nenc(Ne3cee(C(F)(F)F)cc3)c2enl 4700 *
4137 COclcc2nenc(Ne3cee(C(C)(F)F)ee3)c2ec10C 4700 *
4138 O=C1CSC(N/N=C/c2ccc(O)cc2)=Nl1 4710 5.33
4139 COclccee2e(c1)SCelenc(-c3ccece3)ncl-2 4720 5.33
4140 Nclee(C(F)(F)F)ccc1Nelnenc2ceenecl2 4786.3 *
4141 O=CI1CSC(N2N=C(c3ccc(F)cc3)CC2c2ccc(Br)cc2)=N1 4790 5.32
4142 COclee(/C=C2\CCC/C(=C\c3cc(C(C)(C)C)e(O)c(C(C)(C)C)e3)C2=0)cc(OC)cl 4800 5.32
4143 N#CC1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclec2eccee2n2nnnel2 4800 5.32
4144 COclce(N2CCN(C)CC2)cecINe1nce(Cl)e(Oc2eccc(NC(=0)/C(C#N)=C/c3cec(SC)ec3)e2)nl 4800 5.32
4145 COclce2nenc(Ne3cec(NC(=0)OC(C)C)cc3)c2cc10C 4800 *
4146 CCCCNC(=O)clcec(S(=0)(=0)Oc2cce(/C=C/[N+](=0)[O-])cc2)cel 4800 *
4147 Nclnenc2cele(-cleee(F)e(O)cl)nn2[C@H]1CCOCI 4800 *
4148 C[C@H](CN)nlnc(-c2cce(Cl)c(O)c2)c2e(N)nenc2 1 4800 *
4149 CN(C)C/C=C/C(=O)Nclcccc(Ne2nee(Clye(Ne3eccdececcdc3)n2)cl 4800 *
4150 CCN(CC)C(C)/C=C/C(=0O)Nclce2e(Ne3cec(F)e(Cl)e3)e(C#N)ene2eec10C 4840 5.32
4151 O=CI1CSC(N2N=C(c3cccce3)CC2c2cce(F)cc2)=N1 4860 5.31
4152 CN(C)clece(Ne2nenc3ec(N)nee23)ccl 4860 *
4153 COclec2nenc(Oc3cece(NC(=S)Nedece(F)e(F)ed)c3)c2ec10C 4880 *
4154 CN(C)C/C=C/C(=0O)N1CCc2c(sc3ncnc(NCCO)c23)C1 4884 *
4155 CN(C)clece(Ne2nene3eence23)c(N)cl 4897.79 *
4156 COclccec2nenc(NCc3cceec3)c12 4900 *




4157 CN(C)Cclee(C(=O)N[C@@H]2CCc3cce(Ocdcenc5c4CCC(=0)NS5)ce3C2)ce(C(F)(F)F)cl 4900 *
4158 COclce(Br)e(C=C2CN(C(C)C)CC(=Cc3nc(C)c(C)nc3C)C2=NO)cc10C 4900 *
4159 COclcee(C2=NN(c3nc(-c4cceccd)cs3)C(c3cec(Cl)ee3)C2)ecl 4940 5.31
4160 CCCCCCCCCOC(=0)COclcc(0O)c2c(=0)cc(-c3ccecc3)oc2cel 4960 5.30
4161 COC(=0)CC(=O)Nclcc2c(Ne3eee(F)e(Cl)c3)nenc2sl 4997 *
4162 CCOclce([N+](=0)[O-])e(C(=O0)Nc2cee(F)e(Cl)e2)cc INC(=0)cl cec(CN2CCN(C)CC2)cecl 5000 5.30
4163 Cclecc(NC(=0)/C=C/CN(C)C)cc1C(=0O)Nclncce(-c2ccene2)nl 5000 5.30
4164 CCOclce(N)e(C(=O)Nc2cee(OCce3cccc(F)e3)e(Clhe2)ecc INC(=0)clcecc(CN2CCN(C)CC2)ccl 5000 5.30
4165 CCOC(=O)Nclcc(Ne2nene3ee(OC)e(0OC)ce23)cecl C.Cl 5000 *
4166 CCOC(=0O)Nclce(Ne2nenc3ee(OC)e(OC)ec23)ccclC 5000 *
4167 Cnlc(SSc2¢(C(=0)Nce3cecee3)c3ec([N+](=0)[O-])cce3n2C)c(C(=0)Nc2cecce2)c2ec([N+](=0)[O-])ccc2 1 5000 *
4168 Oclcc2cce(-c3cencee3)enc2ec1O 5000 *
4169 O=C(Oclccc(-c2ccecc2)cel)clec(NCe2ec(O)ecc20)ecc1O 5000 *
4170 CC(C)(C)ONC(=0)Cclce(NCc2cc(O)cce20)ceclO 5000 *
4171 0O=C(O)clcc(/N=C/c2cc(O)ccc20)ccc1O 5000 *
4172 O=[N+]([O-])clcee2nenc(Ne3cceeee3)c2cel 5000 *
4173 CC(C)nlnc(-c2cce3c(c2)CCO3)c2c(N)nenc21 5000 *
4174 O=[N+]([O-])clccec(-c2cc3c(Nedeee(Cl)ecdF)nenc3o02)cl 5000 *
4175 clcee(Ce2ne3cec(NednencSnn6ccecc6e45)cec3[nH]2)eel 5010 *
4176 CSclen2c(-c3en[nH]e3)enc2e(Ne2ec(C)ns2)nl 5048 *
4177 COclcee(C2=NN(c3nc(-c4cce(Cl)ced)cs3)C(c3cec(F)ee3)C2)cecl 5070 5.29
4178 COclce2nenc(N[C@@H](C)c3ccece3)c2cc10OCCCCCCC(=0)NO 5077 5.29
4179 C=CCnlnc(-c2ccc(OCC)c(0OC)c2)c2¢(N)nenc2 1 5080 *
4180 CSCCCNclceee2nenc(Ne3ceec(Cl)e3)c2cel 5100 5.29
4181 COCCnlc(=0)oc2cc3nenc(Nedeee(OC)ecd)e3ec21 5100 *
4182 Cclecee(C)eINC(=0)/C(C#N)=C/clcec(O)c(O)cl 5100 *
4183 COclce(Ne2neee(-c3cce(NCCN)ne3)n2)ee(OC)c10C 5100 *
4184 CCN(CC)CCOc1c(C(=0)OC)c2c3c(oc2c2ccecc12)C(=0)clececc1 C3=0 5100 *
4185 Ccle(C(=0)c2coc3c2ec(O)c2eecce23)[nH]c(-c2eceec2)cl-cleeceel 5100 *
4186 O=C(Nclccce(O)el)clece(-c2eee([N+](=0)[O-])ce2)cc1O 5100 *
4187 NC(=S)N/N=C(/C=C/clccc(-c2ccecc2)ccl)cleceecd 5110 5.29
4188 Fclceceel-clnne(SCe2ccecce2)ol 5110 5.29
4189 Cclnec([N+](=0)[O-])n1CC(=0)N/N=C/clcc2eccec2nel Oclecc(Cl)ecl 5120 5.29
4190 C=CC(=0)Nclccc(-n2¢(=0)cnc3enc(Nedeec(OC)ecd)nc32)ccl 5129 5.29
4191 COclce(-c2nn(C(C)C)c3nenc(N)e23)cc(OC)c10C 5140 *
4192 N#Cclenc2cec3ce(cc2elNelceee(Br)e1)OCCCO3 5150 *
4193 O=C(/C=C/clccc([N+](=0)[O-])cc1)Nclcee2nene(Ne3ecee(Br)c3)c2cel 5160 5.29
4194 C#Cclecec(NC(=0)c2cc(NC(=0)CCCCCC(=0)NO)ccc20C)cl 5160 *
4195 COclcceccINC(=0)/C=C/clccececl 5160 *
4196 0O=C(Cclcecc(F)ecl)NS(=0)(=O)clcec(F)ecl 5170 5.29
4197 Ccleee(C2=NN(C(N)=S)C(c3ccccc3F)C2)cclC 5190 5.28
4198 C#Cclccee(Ne2nenc3cec4oc(=0)n(CCOC(=0)CBr)cdcec23)cl 5200 5.28
4199 Cclee(Ne2nee(C(=0)Ne3ce(C)eeec3Cl)s2)ne(C)nl 5200 *




4200 COclce2nec(C#N)e(Ne3ecc(F)e(Cl)e3)c2ec INC(=0)/C=C/C(C)N(C)C 5220 5.28
4201 CN(C)CCCN(C)CC(=0O)Nclce2e(Ne3cee(F)e(Cl)e3)nene2sl 5222 *
4202 COclec(/C=C(\C#N)C(N)=0)cc(CSc2nc3cccec302)c10 5248.07 *
4203 Nclce2nenc(Ne3ceeee3N)c2enl 5250 *
4204 Ccleee(C2=NN(C3=NC(c4cccec4)CS3)C(c3cccdeccecdc3)C2)ecl 5260 5.28
4205 NC(=S)NIN=C(c2cce(Cl)e(Cl)e2)CClelcec(O)ccl 5270 5.28
4206 Cclecee2ne(NC(=0)c3ccec(C(F)(F)F)e3)n([C@H]3CC[C@H](O)CC3)c12 5270 *
4207 CN(C)clece(/C=C/C(=0)c2ccc3nce(C(N)=0)c(Ncdcee(Cl)ced)c3c2)ccl 5283 *
4208 COclce(/C=C2\CCC/C(=C\c3cce(0C)c(0)c3)C2=0)cc(0OC)cl 5300 5.27
4209 Nclnn2¢(=0)cc(-c3ccece3)[nH]c2c1N=Nclcec2e(c1)OCO2 5300 5.28
4210 CC(=0)Oclcec2e(cl)c(C(=0)Nclcceeel)e(SScle(C(=0)Nc3cccee3)c3cc(OC(C)=0)ccc3n1C)n2C 5300 *
4211 CCnlenc2c(Ne3ceee(Cl)e3)ne(N[C@H]3CCC[C@@H](N)C3)nc21 5300 *
4212 Cclec(C(=0O)NCCN2CCOCC2)[nH]c1/C=C1I\C(=O)N(C)c2ncnc(Ne3cec(F)c(Cl)e3)e21 5310 *
4213 COclce(-c2nn(C(C)C)e3nenc(N)e23)cec INC(C)CO 5320 *
4214 CCCCCCCCNC(=0)COclcc(0)c2e(=0)cc(-c3cceec3)oc2cel 5330 5.27
4215 O=CI1CSC(N2N=C(c3ccc(Cl)cc3)CC2c2ccecc2)=N1 5340 5.27
4216 COclcec(C2=NN(C3=NC(=0)CS3)C(c3ccc(Cl)ce3)C2)ccl 5350 5.27
4217 COclcee(C2=NN(c3nc(-c4cccecd)cs3)C(c3cee(0)ee3)C2)ecl 5350 5.27
4218 COclec2nenc(Sc3ccec(NC(=S)Nedecec(F)eed)e3)c2cc10C 5350 *
4219 COclec(NC(=0)/C=C/CN2CCOCC2)cc2c(Nc3ccee(Br)c3)c(C#N)encl2 5390 5.27
4220 COclcec2e(cl)ec(C1C(CHN)=C(N)N(c3ceenc3)C3=C1C(=0)CCC3)clnnnnl2 5400 5.27
4221 NCCNC(=O)clcee(S(=0)(=0)Oc2ccc(/C=C/[N+](=0)[O-])cc2)ccl 5400 *
4222 O=[N+]([O-])clcc(NCc2cc(O)ccc20)ccc10 5400 *
4223 COclc(NC(=O)Nc2cee(-c3cec(CN4CCOCCA)nce3)c3ccece23)ee(C(C)(C)C)ec INS(C)(=0)=0 5400 *
4224 Cclece(-n2cc3ce(-c4c(C)[nH]c(-c5cecees)cd-cdeceecd)nne(C)e3n2)ccl 5430 *
4225 COclcec(C2=NN(C3=NC(=0)CS3)C(c3ccc(C)ce3)C2)ccl 5460 5.26
4226 COclcc(OC)c2¢(=0)n(-c3ccc(F)c(Cl)e3)cec2cel 5490 *
4227 CCOclce([N+](=0)[O-])c(C(=0)Nc2cec(OCc3ccce(F)e3)e(Cl)e2)cc INC(=0)clece(CN2CCN(C)CC2)ecl 5500 5.26
4228 COclce(C(=0)n2nc(-c3cce(Cl)ce3)ne2N)ec(0C)ec10C 5500 5.26
4229 CCCOclec2nenc(Ne3ece(NC(=0)OCC)e(Cl)e3)c2cc10C.Cl 5500 *
4230 COCCnlc(=0)oc2cec3nenc(Nedeec(OC)c(OC)c4)e3ec2l 5500 *
4231 Brclecee(Ne2eene3eccee23)cl 5500 *
4232 CCN(clceecel)clnenc2ee(OC)c(OC)cel2.Cl 5500 *
4233 CONC(=O)clce(Ne2nenn3ce(NC(=0)OCC4CCCO4)c(C(C)C)e23)c(F)cclF 5500 *
4234 C/C1=C/CC[C@]230[C@H]2[C@@H](0OC3=0)C2=C(C1)C(=0)C(0)=CC2=0 5500 *
4235 COclcee(C2=NN(C3=NC(=0)CS3)C(c3ccccdcccec34)C2)ccl 5530 5.26
4236 CC(C)(C)NC(=0O)Nc1nc2ne(N)ncc2ecl-cleccecl 5530 *
4237 Ccleee(C(=0)Nc2ece(CN3CCN(C)CC3)e(C(F)(F)F)c2)ccINC(=0O)clenc(N(C)C)nel 5540 5.26
4238 COclcee(C2=NN(c3nc(-c4cceecd)cs3)C(c3cee(Br)ce3)C2)ecl 5560 5.25
4239 Ccleee(C2CC(c3cec(Br)ec3)=NN2C2=NC(=0)CS2)ccl 5580 5.25
4240 C=CC(=0)Nclcec(-n2¢(=0)enc3enc(Nedecc(NSCCOCCS)ced)ne32)cel 5585 5.25
4241 COclec(/C=C2\CCC/C(=C\c3ccc(F)ce3)C2=0)cc(0C)cl 5600 5.25
4242 O=CINN(c2ccc(F)cc2)C(=0)/C1=C\clccec(OCc2ccecc2F)cl 5600 5.25




4243 COclcc2e(ecc10C)Oclnenc(Ne3ccednescdce3)cINC2 5600 5.25
4244 COclcc(N2CCN(C)CC2)ceclNelnce(Cl)e(Oc2ceccc(NC(=0)/C=C/C3CC3)c2)nl 5600 5.25
4245 COclcce(-c2nc3sc(-c4ceceecd)en3n2)cecl 5600 5.25
4246 COclcce2nenc(C#Cce3cccece3)c2ec10C 5600 *
4247 C=C(CN(C)C)C(=O)clcccecel.Cl 5600 *
4248 Cnlc(=0)c(-c2¢(Clceec2Cl)ec2ene(N)nc2 1 5600 *
4249 COclce2nence(Ne3ceee(NC(=0)cdceceeed)e3)c2cc10C 5600 *
4250 Clclceee(Ne2nene3cee(NCeéece(Br)ecd)cec23)cl 5670 5.25
4251 NC(=S)NIN=C(c2ccc(Br)cc2)CClcelecec2eccec]2 5680 5.25
4252 COclcce2nenc(Ne3eee(Br)ee3F)c2cc10C 5700 *
4253 C#Cclccec(Ne2nenc3cec4oc(=0)n(CCCC(=0)OCC)c4cc23)cl 5700 *
4254 CC(=0O)N1CCc2ccc(Ne3nc(Ncdccc(NSCCN(C)CCS5)ecd)nec3Br)cc21 5700 *
4255 COclcec(C2=NN(c3nc(-c4cceecd)ces3)C(c3cec(F)ee3)C2)ecl 5710 5.24
4256 Cclecceel-clnne(SCe2ccccc2)ol 5720 5.24
4257 COclcec(C2CC(c3cce(Cl)e(Cl)e3)=NN2C(N)=S)ccl 5740 5.24
4258 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clccc2cccec2el 5760 5.24
4259 COclcec(/C=N/NC2=NC(=0)CS2)ccl 5780 5.24
4260 COclee(C2=C(c3c[nH]c4cce(Br)cc34)C(=0)NC2=0)cc(OC)c10C 5797 *
4261 CCOC(=O)clecc(Ne2nenc3cc4oc(=0)n(CCCNSCCOCCS)cdec23)ccl 5800 *
4262 COclce2nene(Ne3cce(NC(=0)OC(C)C)e(C)e3)c2ec1 OC 5800 *
4263 Ccelee(C)e(O)e(CN(Ce2cee(0)cc2)C(=S)Nc2ceecee2)cl 5830 5.23
4264 CCCCCCCCOC(=0)COclce(0)c2e(=0)cc(-c3ccecc3)oc2cel 5840 5.23
4265 COclcc2e(cc10C)Sclnene(Ne3ecee(Br)e3)cINC2 5900 5.23
4266 COclcc2nenc(Oc3cee(Br)c(F)c3)c2cc10C 5900 *
4267 O=[N+]([O-])clcecc2c(NCe3ccece3)nenc2el 5900 *
4268 Nelece(Ne2nene3ce(N)nee23)ecl 5900 *
4269 COclce2nenc(Oc3ceec(NC(=S)Ncdcee(F)eed)e3)c2cc10C 5900 *
4270 O=C(Cclccc(F)cc)NS(=0)(=0)clecce(Cl)ecl 5930 5.23
4271 COclcec(C2=NN(C3=NC(=0)CS3)C(c3ccc(F)ce3)C2)ccl 5950 5.23
4272 CCOclcee(-c2nn(C(C)C)e3nenc(N)e23)ecc10C 5950 *
4273 Cclece(Ne2neee(N(C)e3eccde(C)n(Chnede3)n2)ecl1 S(N)(=0)=0 5950 *
4274 CC(C)nlnc(-c2ec(C=0)co2)c2c(N)ncnc21 5960 *
4275 CCOclccc(C(=0)Nc2ncee(-c3ceenc3)n2)cc INC(=0)/C=C/CN(C)C 6000 522
4276 Cclceee(NC(=0)c2cecc(CN3CCN(C)CC3)ec2)cc1 C(=O)Nclncee(-c2cececc(F)e2)nl 6000 5.22
4277 CCOclce([N+](=0)[O-])e(C(=O0)Nc2cec(F)c(Cl)e2)cc INC(=0)/C=C/CN(C)C 6000 5.22
4278 0O=C(O)Cclcc(NCc2cc(O)cec20)cccl O 6000 *
4279 COclce(C=C(C#N)C#N)cc(O)c10 6000 *
4280 COclce2neec(Oc3cec(N(C)C(=0)cdcec(C(C)(C)C)ecd)ee3)c2ec10C 6000 *
4281 COclccee(/C=C/C(=0O)Nc2ccc3nenc(Ncdecee(Br)cd)c3c2)cl 6020 5.22
4282 COclceee(/C=C2\CCC/C(=C\c3cc(0OC)cc(0C)c3)C2=0)cl 6100 5.21
4283 CNC(=O)clc([Se][Se]c2c(C(=0)NC)c3ccecc3n2C)n(C)c2eeceel 2 6100 *
4284 O=[N+]([O-])clcec2e(Ne3ecee(F)e3)nenc2el 6100 *
4285 Ccleee(C(=O)N/N=C(/Cn2c([N+](=0)[O-])enc2C)c2ccc(Br)ce2)ccl 6130 5.21




4286 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clcle(C)nn(-c2cce(Cl)ec2)c1Cl 6150 5.21
4287 COC(=0O)Nclcce(Ne2nene3ec(OC)c(OC)ec23)ec1CL.CL 6150 *
4288 COC(=0O)Nclcee(Ne2nene3ec(OC)c(OC)ec23)ecl1Cl 6150 *
4289 C#Cclecec(NC(=0)c2ccce(NC(=0)CCCCCC(=0)NO)c2)cl 6170 *
4290 CCN(CC)CCCNelnee2ec(-c3¢(Cl)cece3Cl)c(NC(=O)NC(C)(C)C)nec2nl 6200 *
4291 CCC(=O)N1CC[C@H](N2C(=0O)N(c3cc(OC)cce3F)Cc3enc(Nedeec(NSCCOCCS)c(C)e4)ne32)Cl 6265 5.20
4292 CC#CC(=0O)Nclcne2nec(C#N)c(Ne3ceee(Br)e3)c2cel 6266.2 5.20
4293 NC(=S)NIN=C(c2ccec(Cl)c(Cl)c2)CClelcec(F)eel 6270 5.20
4294 COclcece(C2=NN(c3nc(-cdcce(Cl)ecd)es3)C(c3cec(OC)cc3)C2)ecl 6270 5.20
4295 CCCCCCCNC(=0)COclce(0O)c2c(=0)cc(-c3ccecc3)oc2cel 6280 5.20
4296 Fclece(-c2nn3ccecc3c2-c2cence2)ecl 6300 *
4297 O=C1CSC(N2N=C(c3ccccc3)CC2c2ccc3cccec3c2)=N1 6310 5.20
4298 COclcee(C2=NN(c3nc(-cdcce(Cl)ced)es3)C(c3cec(Br)ce3)C2)cecl 6310 5.20
4299 COclccee(-c2nn(C(C)(C)C)e3nenc(N)c23)cc10C 6340 *
4300 COclce2nec(C#N)ce(Ne3ecee(0)c3)c2ec10C 6360 *
4301 0O=C(CBr)OCCnlc(=0)oc2cc3nenc(Nedeec(OCeScec(Cl)eeS)ecd)c3cc2 6400 5.19
4302 CCCCOC(=0)Nclecec(Ne2nene3ee(OC)c(OC)cc23)cclCl.Cl 6400 *
4303 CCCCOC(=0)Nclece(Ne2nence3ee(OC)e(0OC)cc23)cclCl 6400 *
4304 0O=C(Cclcce(F)ecl)NS(=0)(=0)clcec(Br)ccl 6410 5.19
4305 C/C=C(\C)C(=0O)Nclcc2c(Nc3cee(F)e(Cl)e3)nene2sl 6414 *
4306 NC(=S)NIN=C(c2ccc(Cl)c(Cl)c2)CClelecceel Br 6430 5.19
4307 CCnlnc(-c2ccc(0OC)c(0)c2)c2e(N)nene2 1 6450 *
4308 O=C1CSC(N2N=C(c3ccc(Br)cc3)CC2c2ccc(F)cc2)=N1 6480 5.19
4309 COclee(C(=0)n2ne(-c3cc(OC)c(0OC)c(0OC)e3)nc2N)ec(0OC)c10C 6500 5.19
4310 COclccee2e(C(=0)Nc3ceece3)e(SSc3c(C(=0)Ncdeccecd)cdecec(OC)c4n3Chn(C)el2 6500 *
4311 Cclecce(N(C)e2nene3ee(C)e(C)ec23)el.Cl 6500 *
4312 Cclecee(/C=C2/SC(N3CCC[C@H]3C(=0O)Nc3cccdncnc(NcSceee(Cl)eS)cdc3)=NC2=0)n1 6500 *
4313 COcleec(C2=NN(C(=0)Cc3nc4cccee4[nH]3)C(c3cee(Br)ce3)C2)ecl 6500 *
4314 COclec2neec(Oc3cce(NC(=O)NCACC4)c(Cl)e3)c2ecl C(N)=0 6500 *
4315 NC(=S)NIN=C(c2ccc(Cl)c(Cl)c2)CClclecceclF 6560 5.18
4316 COclccee(/C=C/C(=0O)Nc2cce3nenc(Ncdecee(Cl)ed)c3c2)cl 6630 5.18
4317 COclec2nec(CH#N)e(Ne3cee(Br)ee3)c2ec10C 6650 *
4318 Ccleee(C2CC(c3cee(Cl)ee3)=NN2C2=NC(=0)CS2)ccl 6670 5.18
4319 Cclee(C)e(C)e(-c2ec3enc(N)ne3nc2NC(=O)NC(C)(C)C)cl1C 6680 *
4320 0O=C(0)CCCCI1C(S)=Nc2cccee2] 6700 *
4321 CNIC(=S)C(CCC(=0)O)c2ccece2l 6700 *
4322 CN(C)C/C=C/C(=0O)Nclceccc(Oc2nc(Ne3n[nH]cdeceee34)cc(N3ICCN(C)CC3)n2)cl 6700 *
4323 CC(C)nlnc(-c2ccc3[nH]c(=0)cec3c2)c2e(N)nenc2 1 6700 *
4324 O=C(Cclccc(F)ccl)NS(=0)(=0O)clcccecl 6740 5.17
4325 COCOclce2nee(C#N)c(Ne3ecee(Br)e3)c2ec10COC 6750 *
4326 COclec(C=C(C#N)C#N)cc(CSc2cccec2)c10 6760.83 *
4327 COclcecee(NC(=0)/C=C/c2cce3c(c2)OCCCCO3)cl 6780 *
4328 N#Cclenc2ec3ce(ec2e1Nelecee(Br)c1)OCO3 6790 *




4329 0O=C(Cnlc(-c2cccee2)ec(=0)n2nenc12)NNC(=S)Nclceceel 6800 5.17
4330 COclec(/C=C2\CCC/C(=C\c3ccee(Br)e3)C2=0)cc(OC)cl 6800 5.41
4331 CC(=0)clcccc(Ne2nenc3cc4oc(=0)n(CCCNSCCOCCS)c4cec23)cl 6800 *
4332 CN1CCN(c2cee(Ne3nee(Br)e(Ncdeee5c(c4)CCCS)n3)cec2)CCl 6800 *
4333 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clccc(C(C)C)ecl 6820 5.17
4334 O=C1CSC(N/N=C/c2ccc([N+](=0)[O-])cc2)=N1 6820 5.17
4335 NC(=S)NIN=C(c2ccc(Cl)c(Cl)c2)CClelcec(Br)ecl 6850 5.16
4336 COC(=O)Nclcee(Ne2nenc3ec(OC)c(OC)cce23)ecl 6900 *
4337 CNC(=0)c1c(SSc2¢(C(=0O)NC)c3ccecee3n2C)n(C)e2eccecl 2 6900 *
4338 CCN(CO)CCnlc([Se][Se]c2c(C(=0)NC)c3ceecc3n2CCN(CC)CC)e(C(=0)NC)c2cceec2 1 6900 *
4339 CC(C)nlnc(-c2cc(F)c(O)cc2F)c2e(N)nenc21 6900 *
4340 N#Cclene(Ne2ecee(Br)c2)c2ce(NC(=0)CCN3CCOCC3)cccl2 6900 *
4341 Cclec(=0)n(-c2ccc(F)ce2)nc1 C(=0)Ncelece(Oc2nenc3cese23)e(F)el 6900 *
4342 COclcec(C2=NN(c3nc(-c4cceccd)cs3)C(c3cec(0OC)ce3)C2)ecl 6920 5.16
4343 Cclnc(NC2CCCCC2)c2¢(C)c(C)[nH]c2n1 6920 *
4344 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclec2ec(C)ecee2n2nnnel2 7000 5.15
4345 COclec(N2CCN(C)CC2)ceelNelnce(Cl)e(Oc2cecc(NC(=0)/C(C#N)=C/c3cec(F)cc3)c2)nl 7000 5.15
4346 O=CN/C=C/clccc(0)c(O)cl 7000 *
4347 N#CC(C#N)=C1CCc2clcce(0)c20 7000 *
4348 CC(C)CCCC(C)CCOC(=0)clee(NCe2cc(0O)cce20)cecl O 7000 *
4349 CCOC(=0)Cclce(NCc2ec(O)ccc20)ecc10 7000 *
4350 Cleclecc(CNe2nenc3cecee23)cel 7000 *
4351 |O=C(NCclccccc])[C@H](Cele([Se][Se]c2[nH]c3ceccc3c2C[C@@H](NC(=0O)C(F)(F)F)C(=O)NCc2ccccc2)[n| 7000 *
H]c2ccecc12)NC(=0)C(F)(F)F
4352 C[C@@H](NC(=0)[C@@H](C)NC(=0)clccc(S(=0)(=0)Oc2cce(/C=C/[N+](=0)[O-])cc2)cc1)C(=0)O 7000 *
4353 Cclee(C)e(C)e(-c2ec3enc(NCCCN4CCN(C)CC4)ne3ne2NC(=0O)NC(C)(C)C)clC 7000 *
4354 CC(C)nlnc(-c2cce3nc(NN)cee3ce2)c2¢(N)nenc21 7000 *
4355 CCCOC(=0O)Nclcce(Ne2nene3ec(OC)c(OC)ec23)cecl.Cl 7050 *
4356 CCCOC(=0O)Nclece(Ne2nene3ee(OC)c(OC)ce23)cecl 7050 *
4357 COclcee(/C=C2\CCC/C(=C\c3cce(Br)ce3)C2=0)cc(0OC)cl 7100 5.15
4358 COclec2c(ecc10C)Oclnenc(Ne3cee(F)ee3)cINC2 7100 5.15
4359 clec(Ne2neece(-c3cecene3)n2)ce(OCCn2ceenc2)cl 7100 *
4360 COCCOclce2nenc(Ne3e(Cl)cecdc30C04)c2ec INC(=0)[C@@H]1CCCN1 7130 5.15
4361 COclec(N2CCN(C)CC2)ccelNelnee(Cl)e(Oc2cecc(NC(=0)/C(CHN)=C/C3CC3)c2)nl 7200 5.14
4362 Clelece(-c2en3nc(-c4ececcd)ne3s2)cel 7200 5.14
4363 CN(clceeecl)clnenc2ec3o0c(=0)n(CCCN4CCOCC4)c3ccl2 7200 *
4364 COC(=0O)Nclcc(Ne2nene3ce(OC)c(0OC)ce23)cec1 C.CI 7200 *
4365 COC(=O)Nclce(Ne2nene3ee(OC)c(OC)cc23)ecclC 7200 *
4366 COclcee(/C=C/C(=0O)Nc2ccc3nene(Nedecee(Br)cd)c3c2)cel 7220 5.14
4367 CCCCCCCOC(=0)COclce(0)c2c(=0)cc(-c3cceece3)oc2cel 7230 5.14
4368 O=C(/C=C/clcecc2c(c1)OCCCCO2)Nclcec([N+](=0)[O-])ccl 7250 *
4369 NC(=S)NIN=C(c2ccc(Clhe(Cl)ec2)CClelecceclCl 7280 5.14
4370 CCN(CO)[C@@](C)(C#Cclnenc2ec(OC)e(OC)cc12)clcceccl 7300 *




4371 CN(C)CC(CSclccceel)C(=0)clecc(OCc2cceec2)cel.Cl 7300 *
4372 O=C(Nclcce(Cl)eel)eleecceINCeleencel 7300 *
4373 CCN(CO)C(C)(C#Cclnenc2ec(OC)e(OC)ec12)clcceccl 7300 *
4374 NC(=S)NIN=C(c2ccc(Cl)c(Cl)c2)CClclcec(Clycel 7320 5.14
4375 O=C(/C=C/clcccccl)NclcececlF 7370 *
4376 Ccleee(C2CC(e3cec(Cl)e(Cl)e3)=NN2C(N)=S)ccl 7380 5.13
4377 COclce2nec(C#N)e(Ne3ecee(C(C)=0)c3)c2ec1OC 7380 *
4378 COclcc2c(cc10C)OcInenc(Ne3ecee(C)e3)cINC2 7400 5.13
4379 COclce(C(=0O)Nc2ne(-c3ccee(Cl)e3)n[nH]2)ec(OC)c10C 7400 5.13
4380 NC(Ccele(SSc2[nH]c3ccecc3c2CC(N)C(=0O)NCc2cccec2)[nH]c2cccec12)C(=0)NCcelecceel 7400 *
4381 0O=C(CCclc(SSc2[nH]c3ccecc3c2CCC(=0)NCc2ccc(C(=0)0O)cc2)[nH]c2cccec12)NCelecc(C(=0)0)ccl 7400 *
4382 CCNCclen2nenc(Ne3cecde(cnndCedecceed)c3)c2c1CC 7400 *
4383 O=CIN=C(N2CCC[C@H]2C(=0O)Nc2ccc3ncnc(Ncdccee(Cl)cd)c3c2)S/C1=C/clccenclCl 7400 *
4384 OCCCCNclenee(-c2enec(Ne3ecee(Cl)e3)n2)el 7400 *
4385 CC(C)nlnc(-c2cce3nc[nH]c(=0)c3c2)c2e¢(N)nene2 1 7400 *
4386 CC(C)(C)clece(-c2nne(SCce3cceecc3)o2)cel 7440 5.13
4387 COclce(N2CCN(C)CC2)cecINe1nee(Cl)e(Oc2ececc(NC(=0)CCN3ICCN(C)CC3)e2)nl 7442 5.13
4388 O=C1CSC(N/N=C/c2cccc(Br)c2)=Nl1 7460 5.13
4389 COclcee(C2=NN(c3nc(-c4cceecd)cs3)C(c3eec(C)ec3)C2)cecl 7480 5.13
4390 COclce(/C=C2\CCC/C(=C\C3CCCCC3)C2=0)cc(0C)cl 7500 5.12
4391 C/C=C/C(=0O)Nclcc2e(Ne3cec(F)c(Cl)e3)c(C#N)enc2ec10CC 7500 5.12
4392 CCOC(=0)CCCnlc(=0)oc2cc3nenc(Nedeee(OC)cecd)c3cc21 7500 *
4393 CNclnce2ec(-c3¢(Clyceee3Clye(=0)n(C)c2nl 7500 *
4394 Cclecec(CN(Ce2cec(0)cc2)C(=0)Nc2ccecc2)c10 7510 5.12
4395 CCCCOC(=0O)Nclcee(Ne2nene3ee(OC)c(0OC)cce23)cclC.Cl 7600 *
4396 CCCCOC(=0)Nclcce(Ne2nene3cee(OC)c(0OC)cc23)cclC 7600 *
4397 O=CIN=C(N2CCC[C@H]2C(=0)Nc2ccc3nenc(Nc4cccc(Cl)cd)c3c2)S/C1=C/clcee(Cl)cel 7600 *
4398 COclcee(C2=NN(c3nc(-c4cce(Cl)ced)es3)C(c3cec(O)ce3)C2)ecl 7660 5.12
4399 O=clcce2eec(0)c(O)c201 7670 *
4400 COclec2nee(C#N)e(Ne3ecee(C(N)=0)ce3)c2cc10C 7690 *
4401 COclccce(Ne2eene(Ne3ceeee(OC)c3)n2)cl 7700 *
4402 COclcececl/C=C/C(=0O)Nclcec2nenc(Ne3ceee(Br)e3)c2cl 7710 5.11
4403 COclce2nene(Ne3cec(NC(=O)Nc4ceece(Br)cd)ce3)c2cc10C 7710 *
4404 COclce2nenc(Oc3cecc(NC(=S)Ncdcee(Cl)ecdCl)e3)c2ec10C 7710 *
4405 NC(=S)NIN=C(c2ccc(Cl)c(Cl)c2)CClelcce([N+](=0)[O-])ccl 7780 5.11
4406 COclcee(C2=NN(c3nc(-cdcce(Cl)ecd)es3)C(e3cec(Cl)ec3)C2)ecl 7780 5.11
4407 Cclc(OCC(F)(F)F)cenc1COclcec(Ne2nene3cc4oc(=0)n(CCCNSCCOCCS)cdcc23)ecl 7800 *
4408 CCOC(=0)CCCnlc(=0)oc2ce3nenc(Nedece(F)e(Clyed)c3cec2l 7800 *
4409 Ncelceee(-c2cc(=0)c3c(N)c(O)c(N)ce3o02)cl 7800 *
4410 O=C(NclccceclBr)cleec(N(CCCHCCCl)cel 7820 5.11
4411 Cclnec([N+](=0)[O-])n1CCOC(=0)/C=C/clcceecl 7830 5.1
4412 COclcee(C(/C=C/c2cceec2Cl)=N\NC(N)=S)ccl 7830 5.11
4413 CCOC(=0O)clnn(-c2ccc(C)ec2)ecc1C(=0)cle(C)[nH]c(-c2ccecc2)cl-cleccecl 7880 *




4414 COC(=0O)[C@@H](Nclncnc2oc(-c3ccecee3)c(-c3ceecc3)cl12)cleceecl 7893 *
4415 COclce(/C=C/[N+](=0)[O-])ccclO 7900 *
4416 Brclec2¢(NCce3ceceen3)nenc2s] 7904 *
4417 COclce(C=C(C#N)C#N)ce(CSc2ececc2C(=0)0)cl1O 7943.28 *
4418 COclcec(C2CC(c3cce(Br)ce3)=NN2C2=NC(=0)CS2)ccl 7960 5.10
4419 COclce(/C=C2\CCC/C(=C\c3cceee3Br)C2=0)cc(0OC)cl 8000 *
4420 CCOC(=0)Nclcec(Ne2nene3ec(OCCN4CCOCC4)c(OC)ec23)ccl C.Cl 8000 *
4421 O=[N+]([O-])clccec2nenc(NCce3ccccc3)cl2 8000 *
4422 Nclce2nenc(NCe3cee(C(F)(F)F)cece3)c2enl 8000 *
4423 CN=NNclccc2nenc(N(C)c3ceeee3)c2cl 8000 *
4424 CCOclce(-c2nn(CCO)c3nenc(N)c23)ccc10C 8010 *
4425 Ccleee2ne(/C=C/c3ccc(N(C)C)ee3)ec(C(=0)0)c2cl 8010 *
4426 COclcc(OC(C)C)c2ce(Ne3ceee(F)e(Cle3)nenc2el 8068 *
4427 COclcc(0OC2CC2)c2¢(Ne3cee(F)e(Cl)e3)nenc2el 8068 *
4428 COclcec(C2CC(c3ccc(Br)e(Br)e3)=NN2C(N)=S)ccl 8090 5.09
4429 COC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclec2ee(Cl)cee2n2nnne2 8100 5.09
4430 O=CIN=C(N2CCC[C@H]2C(=0O)Nc2ccc3ncnc(Nc4ceec(Cl)cd)c3c2)S/C1=C/clecesl 8100 *
4431 Ccleee(/C=C/C(=0)OCCn2¢([N+](=0)[O-])cnc2C)ecl 8110 5.09
4432 O=C1CSC(N2N=C(c3ccc(F)cc3)CC2c2ccccc2)=N1 8140 5.09
4433 NC(=S)NIN=C(c2ccc(Br)c(Br)c2)CClclcee(Cl)ecl 8150 5.09
4434 O=CI1CSC(N2N=C(c3ccc(Cl)cc3)CC2c2ccc(Cl)cc2)=N1 8160 5.09
4435 Cclncc([N+](=0)[O-])n1C/C(=N/NC(=0)clcenccel)clece(Br)ccl 8190 5.09
4436 COclcc2e(cc10C)Sclnene(Ne3ece(F)c(Cl)e3)cINC2 8200 5.09
4437 O=C(Nclccce(Cl)el)eleee(Br)ec10OCeleccecl 8200 *
4438 NC(=S)NIN=C(c2ccc(F)cc2)CClclceec2eceec]2 8250 5.08
4439 Ccleee(S(=0)(=0O)NC(=0)Cc2ccc(F)ce2)ecl 8280 5.08
4440 Cnlc(SSc2¢(CCCC(=0)0)c3cecece3n2C)e(CCCC(=0)0)c2ceccec2 8300 *
4441 CC(C)(C)OC(=0)N1CCC(n2ce(-c3ccece3)e3c(N)nenc32)Cl 8300 *
4442 CC(C)nlnc(-c2cce3nonc3c2)c2e(N)nene21 8300 *
4443 O=[N+]([O-])clcee2nenc(Ne3cee(OCce4necesd)c(Cl)e3)e2el 8320 *
4444 Ccleee(C2CC(e3cec(F)ee3)=NN2C2=NC(=0)CS2)ccl 8360 5.08
4445 CCOclccc(-c2ec(C(F)(F)F)c(CH#N)e(SCC(=0O)NCC(=0)O)n2)ccl 8400 5.08
4446 Cclcee2[nH]ce(SSc3[nH]c4cce(C)ecdc3CCC(=0)0)c(CCC(=0)0)c2cl 8400 *
4447 Cclcesc1C(=0O)nlnc(Nc2eec(S(N)(=0)=0)cc2)ncIN 8400 *
4448 CN(clecceel)cInenc2ecc(N)cecl2 8400 *
4449 COclcee(C2=NN(c3nc(-cdcce(Cl)ecd)es3)C(e3cec([N+](=0)[O-])ec3)C2)ccl 8430 5.07
4450 O=C(Cclc[nH]c2cceec12)NNC(=S)Nclnceecl Br 8490 *
4451 O=C(Nclcce(Nc2nence3ecdoc(=0)n(CCOC(=0)CBr)c4cc23)cc1 )NC1CCCCCl1 8500 5.07
4452 CCOC(=0O)Nclccc(Ne2nene3ec(OCCN4CCOCC4)c(0OC)ce23)ec1 Cl.Cl 8500 *
4453 |0=C(CCclc(SSc2[nH]c3cceec3c2CCC(=0)NCe2ecc(C(=0)0)c(0)c2)[nH]c2cccec12)NCelece(C(=0)0O)c(O)cl| 8500 *
4454 Cclccec(CN(Ce2cec(F)ee2)C(=S)Nc2cecee2)c10 8540 5.07
4455 COclecc(C2CC(c3ecc(Cl)ec3)=NN2C2=NC(=0)CS2)ccl 8580 5.07
4456 COclcc(/C=C/C(=0)/C=C(0)/C=C/c2ccc(0)c(0OC)c2)ccclO 8600 5.07




4457 Ccleecc(N2NC(=0)/C(=C/c3ccc(OCc4cceccd)ce3)C2=0)cclCl 8600 5.07
4458 COclcee(C2=NN(c3nc(-c4cceccd)cs3)C(c3cec([N+](=0)[O-])cc3)C2)ccl 8630 5.06
4459 COclce(/C=C/C(=0)CC(=0)/C=C/c2ccc(0)c(0OC)c2)ceclO 8650 5.06
4460 Cclece2ne(Oc3ccc(Cl)ee3)e(/C=N/NC(=0)Cn3c([N+](=0)[O-])cnc3C)cc2el 8660 5.06
4461 COclcee(C(/C=C/c2ccecc2)=N\NC(N)=S)ccl 8660 5.06
4462 COclcc2e(cc10C)OcInenc(Ne3cee(Br)ce3)cINC2 8700 5.06
4463 COclcc(N2CCN(C)CC2)ceelNelnee(Cl)e(Oc2ccee(NC(=0)/C(C#N)=C/c3cenec3)c2)nl 8700 5.06
4464 CN(cleecccel)clec2e(cclNeleeeecl )C(=0O)NC2=0 8700 *
4465 Nclcee(-c2ec(=0)c3ce(N)cec3o2)cecl 8700 *
4466 CNICCN(CCCNe2nce3cec(-c4e(Clyccec4Clye(=0)n(C)c3n2)CC1 8700 *
4467 Ncelnenc2cle(-clece(F)e(O)el)nn2[C@H]1CCNC1 8700 *
4468 C=CC(=0)Nclcc(Nc2nce(Br)c(Nc3cecc4[nH]cec4c3)n2)cec IN(C)CCN(C)C 8700 *
4469 COclee(/C=C(\C#N)C(N)=0)cc(CSC2=NCCS2)c10 8709.64 *
4470 CCCCCCNC(=0)COclce(0O)c2e(=0)ce(-c3cecce3)oc2el 8710 5.06
4471 COclce2nec(C(=0)0)c(Nce3ccec(Br)c3)c2ec10C 8719 5.06
4472 CN(C)cleee(/C=C/c2cc(-c3nnc(N)s3)c3ce(Br)ccc3n2)ccl 8780 *
4473 O=C(/C=C/clccesl)Ncleee2nenc(Ne3eeee(Cl)e3)e2el 8800 5.06
4474 O=[N+]([O-])/C=C/clccc(0)c(O)cl 8800 *
4475 COC(=0)clcccecl SCC(CN(C)C)C(=0)clecc(OCc2cceec2)cel.Cl 8800 *
4476 CN(C)CC(CSCCN)C(=O)clece(OCc2cccec2)ecl.Cl 8800 *
4477 COclcece(-c2ece3e(c2)NC(=0)/C3=C\c2[nH]c3¢c(c2CCC(=0)0)CCCC3)cl 8880 *
4478 COclcec(C2=NN(C3=NC(=0)CS3)C(c3ccc(0OC)cc3)C2)ccl 8890 5.05
4479 COclcee(C(=0)n2nc(-c3ccecc3)ne2N)ceel 8900 5.05
4480 CC(C)nlnc(-c2cce(CH#N)c(F)c2)c2e(N)nene2 1 8900 *
4481 NC(=S)N1N=C(c2ccc(Br)c(Br)c2)CClclecc(F)cel 8920 5.05
4482 Brclceee(C2=NN(c3nc(-cdcceccd)cs3)C(c3ccc(Br)ec3)C2)ccl 8950 5.05
4483 O=C(/C=C/clccc2¢(c1)OCCCCO2)NclecceclCl 8970 *
4484 COC(=0)c1c(OCCN2CCCC2)c2cccec2c2oc3c(c12)C(=0)cleccec1C3=0 9000 *
4485 COclce(C2=C(c3cn(COC(C)(C)C)c4ecece34)CNC2=0)cc(0OC)c10C 9000 *
4486 CC(C)nlnc(-c2cce(C=0)c(F)c2)c2c(N)nenc21 9000 *
4487 CS(=0)CCCCN=C=S 9000 *
4488 COclec2nec(C(=0)O)e(Ne3cecc(Cl)e3)c2ec10C 9021 5.04
4489 COclec2nec(CH#N)e(Ne3cec(O)e(Cl)e3)c2ec1OC 9040 *
4490 COclcce(NC(=0)/C=C/c2ccecc2)cel 9050 *
4491 CCN(CC)CCOclee2e(Ne3ceee(Br)ee3F)nenc2cc10C 9100 *
4492 CCCCCCOC(=0)COclcc(O)c2c(=0)cc(-c3cecec3)oc2cel 9120 5.04
4493 C[C@@H](CN)nlnc(-c2cec(Cl)c(0)c2)c2e(N)nenc2 1 9140 *
4494 CCCCOclec2e(Ne3ece(NC(=0)OCC)e(Cl)e3)nenc2cc IOCCN(CC)CC 9150 *
4495 CC(=0O)cInn(-c2cce(C)ce2)cc1 C(=0)clc(C)[nH]c(-c2cceec2)cl-cleccccl 9190 *
4496 Cclee(C)e(O)e(CN(Ce2ece(0)ce2)C(=0)Nc2eccec2)cl 9260 5.03
4497 C=CC(=0)Nclce(Nec2n[nH]c3ccece23)c(OC)eccIN(C)CCN(C)C 9272 *
4498 COclce2nec(C(=0)0)c(Ne3cee(F)e(Cl)e3)c2ec10C 9284 5.03
4499 O=C(CBr)OCCnlc(=0)oc2cc3nenc(Nedecc(NC(=O)NSCCCCCS)cc4)c3cec2l 9300 5.03




4500 0=C(0)Cc1¢(SSSc2[nH]c3ccecc3c2CC(=0)0)[nH]c2cceccl2 9300 *
4501 CN(clceceel)elnenc2cce(NN=NCc3ccecen3)ccl2 9300 *
4502 CCOclcceeccINC(=0)/C=C/clccceel 9350 *
4503 Clclcee(C2CC(c3cce(Br)ec3)=NN2c2nc(-c3ccece3)ces2)ccl 9370 5.03
4504 Nclnenc2cle(-cleee(Cl)e(O)el)nn2CC1CCCNI1 9380 *
4505 COclcee(C(=0)n2nc(-c3¢cc(0OC)c(OC)c(OC)c3)nc2N)cel 9400 5.03
4506 C/C(=C\clcec(0)c(0)el)[N+](=0)[O-] 9400 *
4507 CNC(=0)CCclc(SSc2[nH]c3cccec3c2CCC(=0)NC)[nH]c2cceec12 9400 *
4508 CCN(CC)CCOclee2nenc(Ne3ceee(C)e(Br)c3)c2ec1OC 9450 *
4509 O=C(NclccceelCl)elecc(N(CCCHCCCl)ecl 9460 5.02
4510 N=C(Nclcccccl)SCCCN1C(=0)C2=C(C1=0)nlccc3ccec(c31)C1Cc3ccecc3N21 9500 *
4511 0=C(Cclcce(Cl)ec)NS(=0)(=0)clcec(F)ecl 9590 5.02
4512 Nelncen2cle(-clece3cec(-cdeccecd)ne3el )nc2[ C@H]1C[C@@H](CN2CCC2)Cl 9600 *
4513 COclec(OC2CCN(S(C)(=0)=0)CC2)c2¢(Nc3cce(F)e(Cl)e3)nenc2el 9601 *
4514 O=C(Nclcce(Cl)ec1Clclee(I)eee1O 9660 *
4515 O=S(=0)(cleccc(/N=C/c2cc(Br)ccc20)ccl )N1CCCCC1 9700 5.01
4516 COclee2ne(Clne(Ne3cee(S(=0)(=0)Ncdnces4)cc3)c2ec10C 9700 *
4517 CNC(=0)clcc(NCc2cc(O)ecc20)ecc1O 9700 *
4518 NC(=S)N/N=C(/C=C/clcccccl)clece(Cl)e(Cl)el 9780 5.01
4519 clcee(-c2ne3sc(-c4cccccd)en3n2)ecl 9800 5.01
4520 CCCCOclec2e(Ne3ece(NC(=0)OCC)e(Cl)e3)nenc2ecc IOCCN(CC)CC.CL 9800 *
4521 O=CIN=C(N2CCC[C@H]2C(=0)Nc2ccc3ncnc(Ncdceee(Cl)cd)c3¢2)S/C1=C/clccencl 9800 *
4522 Ccleee(C2CC(c3cce(Br)c(Br)e3)=NN2C(N)=S)ccl 9830 5.01
4523 O=C(/C=C/clcccccl)NcelecceelCl 9860 *
4524 CCN(CC)CCOclce2nene(Ne3ece(F)c(Cl)e3)c2ecl1OC 9900 *
4525 CC(=0)Oclccec2c(C(=0)Nc3ceeee3)c(SSc3c(C(=0)Ncdeccecd)cdcecec(OC(C)=0)c4n3C)n(C)cl2 9900 *
4526 Cclee(-c2nn(C(C)C)e3nenc(N)e23)sc1C=0 9900 *
4527 COC(=0)CNC(=0)clcec(Ne2nenc3cc(OCCN4CCCCC4)c(OC)ec23)ecl 9941 *
4528 COclce(N2CCN(C)CC2)cecINelnee(Cl)e(Oc2ecec(NC(=0)CCN3CCCCC3)e2)nl 10000 5.00
4529 Felceeee(COc2cce(Ne3cee(Ocdeccced)nen3)cc2Clel 10000 5.00
4530 N#C/C(=C\clce(O)ccc10)C(N)=0 10000 *
4531 Cnlc(SSc2e(C(=0)Nc3ccece3)c3cecce3n2C)e(C(=0)Nc2ecece2)c2eccce2 1 10000 *
4532 COclccc(CNe2nenc3ccece23)ccl 10000 *
4533 Nclce2nenc(Ne3cecccc3C(F)(F)F)c2enl 10000 *
4534 CN(C)clecec(CNe2nence3cee(N)nee23)cl 10000 *
4535 Nclce2nenc(NCe3cceec3C(F)(F)F)c2cenl 10000 *
4536 N#C/C(=C\clcce(0)c(0)c1)C(=0)NCCN1CCN(C(=0)/C(C#N)=C/c2cec(0)c(0)c2)CC1 10000 *
4537 Nclncnc2oce(-c3cce(NC(=0)Ncdcce(C(F)(F)F)cccdF)ec3)cl2 10000 *
4538 COclce2nenc(Ne3ceccc3C(F)(F)F)c2ec10C 10000 *
4539 Cclceec(Cl) e INC(=0)clenc(NC(=0)C2CC2)s1 10000 *
4540 NC[C@H](Cclcece(F)c1)NC(=0O)clec(Br)c(-c2eenc3[nH]cec23)s1 10000 *
4541 Cnlnc(-c2ccec3ocec(=0)c3c2)c2c(N)nenc2 1 10000 *
4542 CC(C)nlnc(-c2ec(F)c(C=0)c(F)c2)c2e(N)nenc21 10000 *




4543 CN(C)CCNclnenc2[nH]c3cccec3cl2 10000 *
4544 CCOC(C)=0.CN(C)CCNclnenc2[nH]c3cccec3cl2 10000 *
4545 Cclnc(Nc2ccee(Br)c2)c2e(nl)[nH]clecceel2.Cl 10000 *
4546 COclcee(Oc2eenc3cec(0OC)c(0OC)ce23)cc1OC 10000 *
4547 O=C(Nclccee(Cl)el)clec2eccec2eclO 10000 *
4548 Ccleec(C(=0O)Nc2ccec(Cl)e2)c(0)el 10000 *
4549 O=C(Nclccee(Cl)el)eleec(OS(=0)(=0O)C(F)(F)F)cc10O 10000 *
4550 CCN(CC)clcec(C(=0)Nc2ecee(Cl)e2)e(O)cl 10000 *
4551 COclcee(-c2cc3¢(NC(C)cdeee(C(C)(C)C)ecd)nenc3[nH]2)ccl 10000 *
4552 COclcc2c(Oc3cce(NC(=0)c4nnn(-cScec(F)ee5)cd4C(F)(F)F)ec3F)cenc2cc 10CCCN1CCCC1 10000 *
4553 COclcce(NC(=0)/C=C/CN(C)C)cc1NclIncc(Cl)c(Oc2cec3eccee3c2)nl 10000 *
4554 COclcec(NC(=0)/C=C/CN(C)C)cc1Nclnce(Cl)c(Sc2ecc3cecce3c2)nl 10000 *
4555 0=C(0)C1CCC2(CC1)00C1(002)C2CC3CC(C2)CCIC3 10000 *
4556 C=CC(=0)Nclcc(Nc2n[nH]c3cceee23)ccc IN(C)CCN(C)C 10000 *
4557 CCC(=0)Nclecc(Ne2n[nH]c3cceee23)ccc IN(C)CCN(C)C 10000 *
4558 CCC(=0)Nclec(Ne2n[nH]c3cceee23)c(OC)ce IN(C)CCN(C)C 10000 *
4559 CNICCN(c2ecc(Ne3nec(Br)c(NedeeeSnceec5¢4)n3)ec2)CCl 10000 *
4560 COclccec(Ne2ec(Ne3eee(S(N)(=0)=0)ce3)nen2)cl 10000 *
4561 CCOclecc(Ne2ee(NC(=0)c3ceece3)nen2)ccl 10000 *
4562 0O=C(O)CCC(=0O)Nclcc(Nc2cee(Clyee2)nenl 10000 *
4563 COclccec(Ne2ee(Ne3ecee(Cl)e3)nen2)cl 10000 *
4564 0=C(0O)CCCC(=0)Nclecc(Nc2cee(Cl)ee2)nenl 10000 *
4565 CCOC(=0)CCC(=0)Nclecc(Nec2ecee(Br)c2)nenl 10000 *
4566 0=C(O)CCCC(=0)Nclecc(Nc2eeeee2)nenl 10000 *
4567 CCOC(=O)clccc(Nc2ece(Ne3ceeee(OC)e3)nen2)ecl 10000 *
4568 O=C(Nclcc(Nc2eee(Cl)ee2)nenl)cleee(F)ecl 10000 *
4569 Cclncc([N+](=0)[O-])n1C/C(=N/NC(=0)clcceccl)clcec(Br)cel 10020 5.00
4570 O=C(/C=C/clcccecl)Neleee(F)ecl 10020 *
4571 NC(=S)NIN=C(c2ccc(Br)c(Br)c2)CClclcec(Br)ccl 10060 5.00
4572 O=[N+]([O-])/C=C/clcce(O)ccl 10100 *
4573 Nclee2nenc(NCe3ecee([N+](=0)[O-])c3)c2enl 10100 *
4574 Cclccec(Ne2e(C#N)enc3cec(C(=0)/C=C/cdcce(-c5cec(S(N)(=0)=0)ccS5)o4)cc23)cl 10110 *
4575 Cclcee(-n2nc(C)e(C3C(CHN)=C(N)N(c4ccenc4)C4=C3C(=0)CCC4)c2Cl)cel 10120 4.99
4576 CN(cleee2e(cen2C)cel)cleenc(Ne2ecc(N3CCOCC3)ec2)nl 10120 *
4577 COclcec(C2CC(c3cee(Br)ec3)=NN2c2nc(-c3cccce3)cs2)ccl 10170 4.99
4578 0=C(0O)Cclc(SSc2[nH]c3cceec3c2CC(=0)0)[nH]c2cccecl2 10200 *
4579 COclcc(F)e(-c2nn(C(C)C)e3nenc(N)ce23)cclF 10200 *
4580 CCOclcee(NC(=0)/C=C/c2ccecc2)ccl 10230 *
4581 N#C/C(=C\clcce(0)c(0)c1)C(=0)NCclececc(CNC(=0)/C(CH#N)=C/c2cce(0)c(O)c2)cl 10300 *
4582 0=S(=0)(0)clcc(NCc2cc(O)ccc20)cec1O 10300 *
4583 CCOclce2nec(CH#N)e(Ne3cece(Br)c3)c2ccINC(=0)/C=C/CN1CCOCC1 10320 4.99
4584 O=C(Cclcce(Cl)ccl)NS(=0)(=0)clcec(Cl)ecl 10340 4.99
4585 Cclncc([N+](=0)[O-])n1CC(=0)N/N=C/clcc2cceec2ne1Oclecceel 10350 4.99




4586 Ccleec2e(el)ec(C1C(C#N)=C(N)N(c3ccene3)C3=C1C(=0)CCC3)clnnnnl2 10400 4.98
4587 COcleec(C2=NN(C(=0)c3cce(Cl)cec30)C(c3ccc(Cl)ee3)C2)cecl 10490 *
4588 |CCC(O)[C@H]I[C@](C)O)C(=O)[C@@]2(0)C[C@](C)(O)C[C@@H](O)[C@@H]2[C@]1(C)C(=0)/C=C/O| 10500 *
C
4589 COclece2nec(C#N)e(Ne3ece(F)e(Cl)e3)c2ecINC(=0)/C=C/C(C)N1CCOCC1 10590 4.97
4590 NC(=S)NIN=C(c2cce(Br)c(Br)c2)CClelcec([N+](=0)[O-])ccl 10640 4.97
4591 CN(C)C/C=C/C(=0O)Nclcccc(Ne2ne(N/N=C/c3ccc(F)ce3)ncc2Cl)cl 10650 *
4592 COclcec(C2CC(c3cce(F)ee3)=NN2C2=NC(=0)CS2)ccl 10690 4.97
4593 Cclee(C)e(C(=0)/C(C#N)=C/c2ccc(0)c(0)c2)c(C)cl 10700 *
4594 O=C1CSC(N/N=C/c2cccc(Cl)c2)=N1 10780 4.97
4595 COclec2e(cc10C)Oclnenc(Oc3cec(F)e(Cl)e3)cIN(C)C2 10800 4.97
4596 COclcec(/C=C/C(=0)OCCn2c(IN+](=0)[O-])enc2C)ccl 10850 4.96
4597 N#Cclcee2e(c1)C(clecccel F)=Nclc[nH]nc1N2 10900 *
4598 O=C1CSC(N2N=C(c3ccc(F)cc3)CC2c2ccc(Cl)cc2)=N1 10920 4.96
4599 COclccec(/C=C/C(=N/NC(N)=S)c2ccccc2)cl 10950 4.96
4600 NC(=S)N1N=C(c2ccc(Br)c(Br)c2)CClclcccecl Br 10970 4.96
4601 COclec2nenc(Ne3cee(NC(=0)c4cececced)eccc3Cl)c2ec10C 11000 *
4602 Ccleecc(Ne2eenc(Ne3cee(N4CCN(C)CC4)ee3)n2)cl 11000 *
4603 N#CCCCCnlne(-c2cec(F)c(O)c2)c2e(N)nene2 1 11000 *
4604 COclce(Br)ce(-c2nn(C(C)C)c3nenc(N)c23)cl 11000 *
4605 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CC(C)(C)C2)Clcle(C)nn(-c2ccece2)c1Cl 11180 4.95
4606 COclcccec1CNeleee2nenc(Ne3ceee(Br)e3)c2cl 11220 4.95
4607 Fcleee(C2CC(e3ccec(Br)ee3)=NN2c2nc(-c3cecee3)es2)ccl 11240 4.95
4608 NC(=S)NIN=C(c2ccc(Br)c(Br)c2)CClclece(O)ccl 11270 4.95
4609 O=C(Cclcce(Cl)ccl)NS(=0)(=0O)clcec(Br)cel 11290 4.95
4610 Cnlc¢(SSc2¢(C(=0)Nc3cecee3)ce3ec(Br)ceec3n2C)c(C(=0)Nc2ccecc2)c2ee(Br)cce21 11400 *
4611 O=C(NclcceeclF)cleec(N(CCCIHCCCl)ecl 11570 4.94
4612 O=C(/C=C/clcccccl)Nceleec(F)eclF 11690 *
4613 C=CC(=0)Nclcccc(Ne2ne(N/N=C(\C)c3ccc(F)cc3F)ncec2Cl)el 11750 *
4614 0O=C(Cclcce(Cl)ec1)NS(=0)(=O)clececcl 11910 4.92
4615 CCOclec2nenc(Ne3ceee(-c4esc(C)nd)e3)c2ec1OCC 11920 *
4616 CN(C)C(=0)CCclc(SSc2[nH]c3cecee3c2CCC(=0O)N(C)C)[nH]c2cccecl2 12000 *
4617 O=[N+]([O-])clcce2e(Ne3cecee3)nenc2el 12000 *
4618 COclcec2nenc(N(C)c3ceece(C)e3)c2ec1OC.Cl 12000 *
4619 CC(=0O)clcee(-c2nn(C(C)C)c3nenc(N)c23)cecl 12000 *
4620 Nclncne2cle(-clcen3eenc3cl)nn2C1CCCC1 12000 *
4621 CC(C)nlnc(-c2cce3nc(N)cee3c2)c2e(N)nene2 1 12000 *
4622 COclcce(-c2nn(C[C@H](C)CO)c3nenc(N)c23)cc10C 12000 *
4623 Cclecee(NC(=0)/C=C/c2ccc3c(c2)OCCCCO3)cl 12040 *
4624 Cnlccecl-clnc2ce(NC(=0)CCl)ccc2[nH]1 12070 *
4625 Ccleee(S(=0)(=O)NC(=O)c2cnce(Br)c2)ccl 12110 4.92
4626 O=C(Nclccc(Cl)ccl)elec(Br)ee(Br)c10 12190 *
4627 NC(=S)N/N=C(/C=C/clcccccl)clece(Br)ecl 12240 491




4628 NC(=S)N1N=C(c2ccc(Br)c(Br)c2)CClclecceclCl 12260 491
4629 CcleceecINC(=0)/C=C/clceccecl 12290 *
4630 COclcceccl-clnne(SCc2ccecc2)ol 12320 491
4631 Nclnenc2cle(-clece(Cl)e(O)el)nn2[C@@H]1CCNC1 12400 *
4632 Cclcee(-c2n[nH]c3nenc(N)c23)eclO 12400 *
4633 Cclnee([N+](=0)[O-])n1CCOC(=0)/C=C/clccce(F)cl 12420 491
4634 O=C(/C=C/clccc2e(c1)OCCCCO2)Nclccee(Clyel 12420 *
4635 Cclncc([N+](=0)[O-])n1C/C(=N/NC(=0)clcce(Cl)ecl)clece(Br)ecl 12450 4.90
4636 N#CC(C#N)=C1C(=O)Nc2cce(O)cc2 1 12500 *
4637 COC(=0)c1c(0OC)c2cceec2e20c3c(c12)C(=0)cleccec1C3=0 12600 *
4638 COclcce(-c2nn([C@@H]3CCNC3)c3nenc(N)c23)cc10 12600 *
4639 Cclecc(NC(=0)/C=C/c2cccec2)ccl 12690 *
4640 CCOclee2nee(CH#N)e(Ne3cec(N4CCOCC4)c(Cl)e3)c2ec INC(=0)/C=C/CN(C)C 12700 4.90
4641 C=CCNC(=S)Nclscec(-c2ccc3nce(C#N)c(Nedeece(Br)cd)c3e2)c1CHN 12770 *
4642 CC(C)nlnc(-c2ccc(NS(C)(=0)=0)cc2)c2ec(N)nenc21 12800 *
4643 CCOC(=0O)Nclcce2e(C#N)ene(Ne3ccee(Br)c3)e2el 12800 *
4644 O=C(/C=C/clcccecl)Ncelee(F)e(F)c(F)cl 12880 *
4645 CCOclce2nec(C#N)e(Ne3ceeec(OCcdceccecd)e3)c2cc INC(=0)/C=C/CN(C)C 13000 4.89
4646 CNC(=O)cle([Se][Se]c2[nH]c3cecce3c2C(=0O)NC)[nH]c2cceccl2 13000 *
4647 CC(C)nlnc(-c2cce(CC#N)ee2)c2e(N)nenc2 1 13000 *
4648 O=C(Nclcee(Cl)eel)elee(I)eceeclO 13040 *
4649 O=CIN=C(N2CCC[C@H]2C(=0)Nc2ccc3nenc(Nc4cecc(Cl)cd)c3c2)S/C1=C/clcce(-c2ccecc)ecl 13200 *
4650 O=C(/C=C/clcccccl)Nclec(F)ee(F)cl 13230 *
4651 CN(C)N=Nclcecc2nenc(N(C)e3eccece3)c2cel 13350 *
4652 NC(=S)NIN=C(c2cce(Br)c(Br)c2)CClclccccclF 13370 4.87
4653 CCCCC(Cclcoc2ne(N)nc(N)cl12)clceceec10C 13400 *
4654 Nclnenc2cle(-cleceecl)en2CICCNC1 13400 *
4655 N#CC(CH#N)=C(O)clcc(0)c(0)c(O)cl 13500 *
4656 N#C/C(=C\clcee(0)c(0)c1)C(=0)NC1CCCC[C@@H] INC(=0)/C(C#N)=C/clccc(O)c(O)cl 13500 *
4657 O=CICSC(N/N=C/c2cccc(F)c2)=N1 13530 4.87
4658 COclce2nec(CHN)e(Ne3ece(F)e(Cl)e3)c2ec INC(=0)/C=C/CN1CCOCC1 13570 4.87
4659 COC(=0)c1c(OCCCN(C)C)c2cececc2c2oc3c(c12)C(=0)clcecec1C3=0 13600 *
4660 O=C(Nclccc(Br)cel)clee(I)ecc1O 13700 *
4661 O=C(/C=C/clcccccl)Nelceee(Clyecl 13710 *
4662 Cclece(S(=0)(=0)NC(=0)Cc2ccc(Cl)cc2)ccl 13730 4.86
4663 COclce2nec(C#N)e(Ne3eee(Clee3F)c2ec10C 13850 *
4664 COclcece(/C=C/C(=0)OCCn2¢([N+](=0)[O-])cnc2C)cl 13870 4.86
4665 COclcccecl CNelece2nenc(Ne3cece(Cl)e3)e2cl 13880 4.86
4666 O=C(/C=C/clcccccl)Nelee(Clyee(Clel 13930 *
4667 O=C(NCclcccecl)C(O)Cele(SSc2[nH]e3ccecc3c2CC(O)C(=0)NCc2cecec2)[nH]c2eccecl2 14000 *
4668 COclece(C2=C(c3cn(COCc4cccecd)cdeccec34)CNC2=0)cc(OC)c10C 14000 *
4669 COclec2neec(Oc3cceec3C(=0)c3cccee3)c2ec1OC 14000 *
4670 COclce2necc(Oc3cecc(C)e3)c2ec10C 14000 *




4671 COclcc2e(cc10C)Sclnene(Ne3eccdc[nH]nc4c3)c INC2 14100 4.85
4672 Nelecee(-c2ce(=0)c3cc(N)c(O)cc3o2)ccl 14100 *
4673 COclce2nec(C#N)e(Ne3ecee(C#N)e3)c2ec10C 14180 *
4674 O=C(NclccceelCl)eleceeelO 14180 *
4675 O=C1CSC(N2N=C(c3ccc(Cl)cc3)CC2c2ccc(F)cc2)=N1 14210 4.85
4676 CC(=O)N1CCc2cc(Nc3nc(Nedece(NSCCN(C)CCS)ecd)nee3Br)cee2 14300 *
4677 COclcc(/C=C(\C#N)C(N)=0)cc(CSc2nc3ccecec3[nH]2)c10 14454.4 *
4678 COclcce2c(cc10C)Sclne(C)ne(Ne3ecc4[nH]enc4c3)cINC2 14500 4.84
4679 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clccce([N+](=0)[O-])cl 14530 4.84
4680 0=C(Cclcce(Br)ccl)NS(=0)(=O)clccc(F)cel 14530 4.84
4681 CC(C)cleec(NC(=0)/C=C/c2cccec2)ecl 14580 *
4682 O=C(/C=C/clcccccl)Ncelceee(Cl)el 14590 *
4683 Cclece(-n2ne(C)e(C3C(C#N)=C(N)N(c4ccencd)C4=C3C(=0)CC(C)(C)C4)c2Cl)ccl 14700 4.83
4684 CN(C(=O)clcec(N(CCCICCCl)ecl)clececel 14720 4.83
4685 COclcce(/C=C/C(=N/NC(N)=S)c2ccccc2)ccl 14830 4.83
4686 0O=C(0)CC1C(S)=Nc2cccec2l 14900 *
4687 Cclccee(-n2nee3c(NCe4cec5c(c4)OCOS)nenc32)cl 15000 *
4688 Cnlnc(-c2enc3[nH]cee3c2)c2¢(N)nene21 15000 *
4689 CC(C)nlnc(-c2cce3c(c2)OCCO3)c2e(N)nene21 15000 *
4690 COclec(N(C)CCN(C)C)e(N)ec1Ncelneee(-c2en(C)e3ceceec23)nl 15000 *
4691 Ccleee(S(=0)(=0)NC(=0)c2ccc(C)nc2Cl)ccl 15020 4.82
4692 COclce2nec(C(N)=0)c(Nc3ceee(Br)c3)c2ec10C 15170 *
4693 COclcc2e(ecc10C)Sclne(C)nc(Ne3cecdnescdc3)cINC2 15200 4.82
4694 COclcec(C2CC(c3cce(C)e(C)e3)=NN2C(C)=O)ccl 15240 4.82
4695 COclce(/C=C2\CCC/C(=C\c3cce(Cl)ec3)C2=0)cc(0OC)cl 15300 4.82
4696 C/C(=N\Nclncc(Cl)c(Nc2ceec(NC(=0)/C=C/CN(C)C)c2)n1)clcec(F)ecl 15320 *
4697 CC(=O)NIN=C(c2ccc(C)c(C)c2)CClelecc(F)ecl 15560 4.81
4698 Nelnenc2cle(-clece(F)e(O)el)nn2[C@@H]1CCNC1 15600 *
4699 O=C(NS(=0)(=O)clccc(Br)ccl)cleeenclCl 15680 4.80
4700 O=[N+]([O-])clcec(C2CC(c3cce(Br)ec3)=NN2c2nc(-c3ccece3)es2)ecl 15720 4.80
4701 O=C(/C=C/clcccccl)Ncleccecl Br 15740 *
4702 COclec(/C=C(/C#N)C(N)=0O)cc(CSCc2ccc(Cl)cc2)c10 15848.93 *
4703 0O=C(Cclcec(Br)ccl)NS(=0)(=O)clecce(Cl)ecl 15920 4.80
4704 NC(=0)CCclc(SSc2[nH]c3cceec3c2CCC(N)=0)[nH]c2cccecl2 16000 *
4705 O=C(/C=C/clccc(0)c(O)cl)clcec(O)ec1O 16000 *
4706 COclcce2neee(Oc3cecc(0)ce3)c2ec1 OC 16000 *
4707 COclce2ncee(Oc3cec(C(=0)cdceccesd)cc3)c2ec10C 16000 *
4708 COclcce2ncee(Oc3ccec(C(=0)cdceccsd)ce3)c2ec10C 16000 *
4709 CCOC(=O)C(CHN)C(=0)clce(/C=C/c2ccc(N(C)C)cc2)nc2ece(Br)ccl2 16010 *
4710 CC(=O)NIN=C(c2cce(Cl)c(Cl)c2)CCleclece(Cl)cel 16140 4.79
4711 O=C(/C=C/clcccec]l)Nclcec(Cl)eclCl 16170 *
4712 COclce2e(cc10C)Sclnc(C)nc(Ne3cecede(c3)CN=N4)cINC2 16200 4.79
4713 Ccl[nH]c2ncenc(Ne3ecec(C(=0)0)c3)c2c1C 16300 *




4714 C=CC(=0)Nclccc(-n2¢(=0)c(C)nc3cenc(Nedeee(OC)ecd)ne32)cecl 16338 4.79
4715 cleec(CSc2nne(-c3cceec3)o2)ccl 16630 4.78
4716 CCOC(=0)C1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclcc2ce(Cl)cec2n2nnne12 16700 4.78
4717 O=C1CSC(N2N=C(c3ccc(F)cc3)CC2c2ccc(F)cc2)=N1 16920 4.77
4718 COclcce2c(cc10C)Sclne(C)ne(Ne3eccdeccecdce3)c INC2 17000 4.77
4719 | C[C@@H](NC(=0)clcce(S(=0)(=0)Oc2ccc(/C=C/[N+](=0)[O-])cc2)ccl)C(=O)N[C@H](C)C(=O)NCCN 17000 *
4720 CC(C)nlnc(-c2ccec(CC#HN)e2)c2e(N)nenc2 1 17000 *
4721 COclcee(-c2nn(C3CNC3)c3nenc(N)c23)eclO 17000 *
4722 COclce2nec(C#N)e(Ne3ece(Cl)eee30)c2cc1OC.Cl 17020 *
4723 COcleec(C2CC(c3ccc(Cle(Cl)e3)=NN2C(C)=0O)ccl 17190 4.76
4724 O=C(Cclcece(Br)cc1)NS(=0)(=O)clcce(Br)ccl 17260 4.76
4725 COclee(0OC)ee(C2CC(e3cee(C)e(C)e3)=NN2C(C)=0)cl 17310 4.76
4726 Ccleee(/C=C/C(=N/NC(N)=S)c2ccccc2)ccl 17390 4.76
4727 CC(=O)NIN=C(c2ccc(C)c(C)c2)CCleleec(C)ecl 17490 4.76
4728 O=C(NCclccccel)eleec(N(CCCHCCCl)eel 17510 4.76
4729 0O=C(Cclcce(Br)ccl)NS(=0)(=O)cleccecl 17810 4.75
4730 Clclcce(-c2ese(N3N=C(c4cce(Br)cc4)CC3c3ccc(Cl)ee3)n2)ccl 17840 4.75
4731 O=C(0O)CCCclec(SSc2[nH]c3cccec3c2CCCC(=0)0)[nH]c2ceceel2 18000 *
4732 COC(=0)Ccle(SSc2[nH]c3cceec3c2CC(=0)OC)[nH]c2eccec12 18000 *
4733 COclcc2cc3nec(CH#N)e(Ncdeee(F)e(Cl)ed)c3ec2ec10C 18000 *
4734 Cclecec2cece(-¢3nn(C(C)C)cdnenc(N)c34)cc2nl 18000 *
4735 COclcce(-c2nn(C[C@@H](C)CO)c3nene(N)c23)cc10C 18000 *
4736 CC(C)nlnc(-c2cec3ncenc3c2)c2¢(N)nene2 1 18000 *
4737 N#CCCCnlnc(-c2ccc(F)e(O)c2)c2¢(N)nenc2 1 18000 *
4738 COclccec(Oc2eene3ec(0OC)c(0OC)ce23)cl 18000 *
4739 Nelece(-c2ne3c(Nedeee(Cl)ecd)nenc3o02)ccl 18000 *
4740 Cclnn(-c2ccece2)c(Cl)e 1 C1C(CHN)=C(N)N(c2ceenc2)C2=C1C(=0)CCC2 18020 4.74
4741 CCCCN(Cclecee(Cl)e10)C(=S)Nclececel 18120 4.74
4742 O=C(NS(=0)(=0)clccc(Cl)cel)clece(Clnel 18150 4.74
4743 COclcecec1C(Celeoc2ne(N)ne(N)e12)C(C)C 18200 *
4744 COclcee(-n2¢(=0)cnc3enc(Nedecee(N)ed)ne32)cecl 18280 4.74
4745 N#CC1=C(N)N(c2ccenc2)C2=C(C(=0)CCC2)Clclcc2ec(Cl)cec2n2nnnecl2 18300 4.74
4746 CN(O)S(=0)(=0)clcce(Ne2ne(Cl)ne3ccde(cc23)OC04)ccl 18300 *
4747 Cclcee(S(=0)(=0)NC(=0)Cc2ccc(Br)cc2)ccl 18350 4.74
4748 CC(=O)NIN=C(c2ccc(Cl)c(Cl)e2)CClelcec(F)ecl 18350 4.74
4749 CC(C)(C)clecc(OC[C@H](Cn2cenc2[N+](=0)[0-])OC(=0)c2cce(NC=C3C(=0)C=CC3=0)cc2)ccl 18400 *
4750 CC(=0)NIN=C(c2ccc(Cl)c(Cl)c2)CClcleee(Br)ecl 18450 4.73
4751 COclcec(/C=C2\CCC/C(=C\c3ce(0OC)cc(0OC)c3)C2=0)ccl 18600 4.73
4752 COclce(/C=C2\CCCCC2=0)cc(0OC)cl 18670 4.73
4753 O=C(Cclccec(Br)c1)NS(=0)(=O)clcec(F)ecl 18720 4.73
4754 |COclec(/C=C(\CH#N)C(=O)NCCCCNC(=0)/C(C#N)=C/c2cc(OC)c(O)c([N+](=0)[O-])c2)cc([N+](=0)[O-])c10| 19000 *
4755 Cclcec(-c2nn(C)ce3nenc(N)e23)ccl1O 19000 *
4756 COclcc2necc(Oc3ccec(0)e3)c2ec10C 19000 *




4757 COclee(/C=C(\C#N)C(N)=0)cc(CSc2nc3cceec3s2)c10 19054.61 *
4758 Cclee(C)e(NC(=0)/C(CH#N)=C/c2ccc(0)c(0)c2)c(C)el 19054.61 *
4759 NC(=S)N/N=C(/C=C/clccc(F)ccl)cleccecl 19120 4.72
4760 O=C(Nclcce([N+](=0)[O-])ccl)clece(N(CCCI)CCCl)cel 19260 4.72
4761 COclce2c(cc10C)Sclnenc(Oc3ceec(Cl)c3F)cINC2 19300 4.71
4762 O=C1CSC(N/N=C/c2cccc(0)c2)=N1 19320 4.71
4763 CC(=O)NIN=C(c2ccc(Cl)c(Cl)c2)CClelcec(C)ecl 19320 4.71
4764 Cclee(C)e(O)e(CN(Ce2cecece(F)ec2)C(=S)Nc2ceeec2)cl 19410 4.71
4765 Cclcee(C2CC(c3cce(Br)ec3)=NN2c2nc(-c3ccecc3)cs2)ecl 19640 4.71
4766 Cclecce(NC(=0)/C=C/c2cceec2)cl 19690 *
4767 CC(=0)NIN=C(c2ccc(C)c(C)c2)CClclecc(Cl)cel 19730 4.70
4768 CCOclec2nc3c(c(Nedecee(-cSese(C)nS)cd)c2ec10CC)CCC3 19740 *
4769 COclcec(C2CC(c3cce(Br)ee3)=NN2c2nc(-c3ccc(Cl)ee3)es2)ecl 19830 4.70
4770 O=C(NS(=0)(=O)clccc(Cl)cel)clecenclCl 19830 4.70
4771 Ccle(Ne2cec(OCce3cecee(F)e3)e(Cl)e2)nencl-cleeceel 20000 4.70
4772 CC(=0)Oclccec2elc(C(=0)Nclceeeel)e(SScle(C(=0)Nc3ceccee3)c3c(OC(C)=0)ccec3n1C)n2C 20000 *
4773 COclcee2neec(Oc3cee(Br)ec3)c2ec10C 20000 *
4774 CC(=O)NIN=C(c2ccc(C)c(C)c2)CClclceeccl 20040 4.70
4775 O=C(NS(=0)(=O)clcccccl)clence(Br)cl 20190 4.69
4776 C=CCNC(=S)Nclsce(-c2cec3nce(C(N)=0)c(Ncdccee(Br)c4)c3c2)c 1 CEN 20450 *
4777 NC(=S)N/N=C(/C=C/clccc(Cl)ccl)clececel 20480 4.69
4778 Ncelnenc2cle(-cleee(Cl)e(O)el)nn2CCC1CCCNCI 20500 *
4779 CC(=O)NIN=C(c2ccc(C)c(C)c2)CClceleec(Br)ccl 20610 4.69
4780 COclce(/C=C2\CCC/C(=C\c3ccece30C)C2=0)cc(0C)cl 20800 4.68
4781 CCC(=0)Nclccc2e(C#N)ene(Ne3ecee(Br)e3)c2cel 20800 *
4782 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clcecceclCl 20810 4.68
4783 COC(=0)CCclc(SSc2[nH]c3cccec3c2CCC(=0)OC)[nH]c2ceccel2 21000 *
4784 N#C/C(=C\clcee(0)c(0)c1)C(=O)NCCCCCCCCNC(=0)/C(C#N)=C/clcce(0)c(O)cl 21000 *
4785 Cclec(C2CCN(CCCF)CC2)cc2[nH]c(-c3¢(NCCn4ce(Cl)end)cc[nH]c3=0)ncl2 21000 *
4786 CCOclcec2ee(-c3nn(C)cdnene(N)c34)cec2el 21000 *
4787 COclec2necc(Oc3cee(C(=0)cdcceeccdC(F)(F)F)ee3)c2ee10C 21000 *
4788 Cclnec([N+](=0)[O-])n1CC(=0O)N/N=C/clcc2ccecc2ne1Oclece(F)cel 21020 4.68
4789 Clclcec2c(c1)SCelenc(Ne3ceecec3)ncl-2 21180 4.67
4790 CCOclcc2e(Ne3eee(C)e(0)ce3)c(CH#N)enc2ec10C 21190 *
4791 O=C(Cclccee(Br)c1)NS(=0)(=0)clcce(Cl)eel 21280 4.67
4792 CC(C)(O)OC[C@@H](Cnlcencl [N+](=0)[O-])OC(=0)clccc(NC=C2C(=0)C=CC2=0)ccl 21300 *
4793 CC(=O)NIN=C(c2ccc(C)c(C)c2)CClelecceclCl 21480 4.67
4794 Oclcee(C2CC(c3cece(Br)ec3)=NN2c2nc(-c3cec(Cl)ec3)es2)ecl 21520 4.67
4795 COclcee(Ne2nee3ce(n2)-c2cecc(Cl)ec2SC3)cecl 21560 4.67
4796 Cclcee(C(=O)NS(=0)(=0)c2cccce2)c(Clnl 21560 4.67
4797 COclce2e(ecc10C)Sclnenc(Oc3ccec(Br)c3)cINC2 21700 4.66
4798 Ccleccc(CN(Ce2cecec(F)cc2)C(=0)Nc2eccee2)c10 21710 4.66
4799 COclcee(CC(=O)NS(=0)(=0)c2cce(F)ec2)cel 21840 4.66




4800 COclee(/C=C(\C#N)C(N)=0)cc(CSc2ccccc2NC(C)=0)c10 21877.62 *
4801 O=C(NclccceelBr)cleceec10 21920 *
4802 Felecee(COc2cce(Ne3ee(-c4cecscd)nen3)ec2Cl)cl 22000 4.66
4803 NC(=0)CCCIC(S)=Nc2ccece2l 22000 *
4804 COclce(C2=C(c3en(COCCISi](C)(C)C)c4decece34)CNC2=0)cc(OC)c10C 22000 *
4805 CNI1CC[C@H](c2¢c(0)cc(O)c3c(=0)ce(-c4ececc4Clyoc23)[C@H](0)C1 22000 *
4806 CCCCN(Cclcece(Br)c10)C(=S)Nclcecceel 22040 4.66
4807 Cclcee(C(=0)Nc2cccece2Br)c(O)cl 22190 *
4808 Cnlc(SSc2c(C(=0O)Nc3cccee3)c3ceenc3n2C)e(C(=0)Nc2cceec2)c2ccenc2 1 22300 *
4809 Oclcee(C2CC(c3cce(Br)ec3)=NN2c2nc(-c3cccece3)cs2)cel 22360 4.65
4810 NC(=S)N/N=C(/C=C/clccccclF)clcceccl 22360 4.65
4811 COclcce(NC(=0)c2ce(Br)cc(Br)c20)ccl 22390 *
4812 CCCCNC(=0)clcec(N(CCCHCCCl)ecl 22810 4.64
4813 COclce(C=C(C#N)C#N)cc(CS(=0)(=0)c2ccc(C)ec2)c10 22908.68 *
4814 COC[C@H](Cnlcencl[N+](=0)[O-])OC(=0)clccc(NC=C2C(=0)C=CC2=0)ccl 23000 *
4815 COclec(C2=C(c3c[nH]c4ceece34)CNC2=0)cc(0OC)c10C 23000 *
4816 Cclecce(N2NC(=0)/C(=C/c3ccee(-c4cccecdF)o3)C2=0)cl 23100 4.64
4817 Cclece(Oc2ne3cccee3ec2/C=N/NC(=0)Cn2c([N+](=0)[O-])enc2C)ccl 23130 4.64
4818 O=C(/C=C/clcccecl)Ncelecccecel 23160 *
4819 NC(=S)N/N=C(/C=C/clccccclCl)cleccecd 23270 4.63
4820 Cclecec(/C=N/NC2=NC(=0)CS2)cl 23490 4.63
4821 CC1=C(C(=0)Nc2ccc(C)cc2)C(c2ecc(0)cc20)NC(NCe2ceecc2)=N1 23500 *
4822 O=C(CCclc(SSc2[nH]c3cecee3c2CCC(=0)NCCc2cccec2)[nH]c2cccec12)NCCelecceecel 24000 *
4823 COclce2neec(Oc3cece(F)e3)c2ec1OC 24000 *
4824 Cclnn(-c2cce(Cl)ec2)c(Cl)c1C1C(CH#N)=C(N)N(c2ceenc2)C2=C1C(=0)CC(C)(C)C2 24050 4.62
4825 COclcec(CC(=O)NS(=0)(=0)c2cce(Br)ce2)ecl 24150 4.62
4826 CC(=O)NIN=C(c2ccc(Cl)c(Cl)e2)CClelcececlCl 24150 4.62
4827 Feleec(C2CC(c3cee(Br)ce3)=NN2c2nc(-c3cce(Cl)ee3)ces2)cel 24160 4.62
4828 Clelecce(Ne2[nH]ne3nene(Ocdecee(Cl)ed)e23)cl 24200 *
4829 Cclnce([N+](=0)[O-])n1 CCOC(=0)/C=C/clcccec] Br 24320 4.61
4830 0O=C(Cclccce(Br)c1)NS(=0)(=O)clcec(Br)ecl 24330 4.61
4831 O=[N+]([O-])clcce(C2CC(c3cce(Br)ec3)=NN2c2nc(-c3ccc(Cl)cc3)es2)cel 24370 4.61
4832 COclec2e(cc10C)Sclne(C)ne(Ne3cecdc[nH]nc4c3)cINC2 24600 4.61
4833 CCCCN(Cclee(Clee(Cle10)C(=S)Nclcececl 24650 4.61
4834 O=C(Cclccee(Br)c1)NS(=0)(=0O)clcceccel 24680 4.61
4835 Cclcee(S(=0)(=O)NC(=0)c2ccenc2)ecl 24830 4.61
4836 O=C(NclccceclF)eleeeec1O 24830 *
4837 Cclnce([N+](=0)[O-])n1CCOC(=0)/C=C/clcccec] [N+](=0)[O-] 25000 4.60
4838 N#C/C(=C\clcce(0)c(0)c1)C(=0)O 25000 *
4839 O=C(CCclc(SSc2[nH]c3ccece3c2CCC(=0)Nc2ecece2)[nH]c2cecec12)Nelececel 25000 *
4840 N#C/C(=C\cleece(0)c(0)c1)C(=O)N1CCN(C(=0)/C(C#N)=C/c2cce(0)c(0)c2)CCl 25000 *
4841 CNclnenc(-c2ceenc20c2ccc(F)e(C(=0)Ne3ce(C(F)(F)F)ceec3N(C)CCCN(C)C)e2)nl 25000 *
4842 CNclnenc(-c2ceenc20c2cec(NC(=0)c3ccec(OC(F)(F)C(F)F)c3)ccc2C)nl 25000 *




4843 CC(C)nlnc(-c2cce3encec3c2)c2¢(N)nenc2 1 25000 *
4844 Neleee2nenc(Ne3cee(OCe4nces4)c(Cl)e3)c2el 25000 *
4845 CC(=0)Nclcce(C#Cc2enenc2Nce2cee(OCce3cecc(F)e3)e(Cl)e2)ecl 25100 *
4846 O=C(Cclnc2cccec2[nH]1)NIN=C(c2ccc(Cl)cc2)CClclece(Br)ccl 25200 *
4847 O=C(NS(=0)(=O)clccc(Cl)cel)clecencl 25360 4.60
4848 COclee(0OC)ce(C2CC(e3cec(Cl)e(Cl)e3)=NN2C(C)=0)cl 25470 4.59
4849 0=C(O)clccecc(Ne2[nH]enc3ncdce(c2-3)CCCC4)cl 25700 *
4850 Clelcce(-c2esc(N3N=C(c4cce(Br)cc4)CC3c3ccc(Br)ec3)n2)ccl 25740 4.59
4851 Cclcee(NC(=0)c2cccec20)ecl 25740 *
4852 COclcce(-n2¢(=0)cnc3enc(Nedecc(N)eed)ne32)cecl 25825 4.59
4853 CN(C)clnc(N/N=C/c2cc(Br)c(O)c(Br)c20)nc(Nc2cece(F)ee2)nl 25900 *
4854 NC(=S)N/N=C(/C=C/clccceclBr)clcecccel 26000 4.59
4855 CNI1C(=0)C(=C(CH#N)C#N)c2cc(O)cce2 1 26000 *
4856 C[C@@H](CN)nlnc(-c2ccc(F)c(O)c2)c2¢(N)nenc2 1 26000 *
4857 C/C1=C/CC[C@]230[C@H]2[C@@H](0OC3=0)c2c(O)ccc(0)c2C1 26000 *
4858 COclce(OC)cc(-c2nne(SCe3ccece3)o2)cl 26060 4.58
4859 Cclece(S(=0)(=O)NC(=0)Cc2ccec(Br)c2)ccl 26170 4.58
4860 COclcec(CC(=O)NS(=0)(=0)c2ccecc2)ecl 26200 4.58
4861 C=CC(=0)Nclecc(Nc2nce(Br)c(Ne3ececde(e3)CCC4)n2)cec IN(C)CCN(C)C 26200 *
4862 COclccc(Ne2nee3nee(=0O)n(-c4ceccc(NC(=0)/C=C/CN(C)C)c4)c3n2)ccl 26283 4.58
4863 NC(=S)N/N=C(/C=C/clccc(Br)ccl)clceeccl 26560 4.58
4864 C=C(N/N=C/clen[nH]c1-clcceecl)[C@H](C)Celecceel 26600 4.58
4865 |Cclnc(Nc2nee(C(=0)Nc3c(C)ecee3Cl)s2)cc(N2CCN(CCOC(=0)c3ccc(C(=0)NcdcceSnenc(Nebecee(Cl)eb)eSe| 26600 *
4)cn3)CC2)nl
4866 O=C1CSC(N/N=C/c2cccc([N+](=0)[O-])c2)=N1 26610 4.57
4867 Cclnce([N+](=0)[O-])n1 CCOC(=0)/C=C/clccceclF 26740 4.57
4868 C=CC(=0)Nclcc(Nc2ncec(Ne3eecde(cendC)e3)n2)c(OC)ecc INICCN(C)CCl 26900 *
4869 O=C1CSC(NN=C2CCCCCCC2)=N1 27000 4.57
4870 COclec2e(ec10C)Sclnene(N(C)e3ceec(Cl)e3)cINC2 27000 4.57
4871 CONC(=0)clce(/N=C/c2cc(O)cec20)ccc 10 27000 *
4872 C/C1=C/CC[C@]230[C@H]2[C@@H](0OC3=0)C2=C(C1)C(=0)C=CC2=0 27000 *
4873 Cclcec(S(=0)(=O)NC(=O)c2ccenc2Cl)ecl 27050 4.57
4874 CCCCCCCCCCCCCENC(=0)clee(NCce2ee(0O)ecc20)ceclO 27200 *
4875 Cclee(C)e(0)e(CN(Ce2ecce(F)ec2)C(=0)Nc2ccecce2)cl 27350 4.56
4876 CO[C@H](C)clc(O)ce2e(c10)C(=0)clc(0)ec(O)cec1C2=0 27500 *
4877 | CC(=0)OC(Ccle(SSc2[nH]c3ccecc3c2CC(OC(C)=0)C(=O)NCc2cccec2)[nH]c2cccec12)C(=O)NCclcceeecl 28000 *
4878 N#Cclenc(Ne2ceeee(Br)ce2)c2ce(NC(=0)CCc3cc4ccecc4[nH]3)cecl2 28000 *
4879 COclcce2neee(Oc3cec(C(=0)cdeccec(F)cd)ee3)c2ec10C 28000 *
4880 Cclece(C2CC(c3cec(Br)ce3)=NN2c2nc(-c3cec(Cl)ec3)es2)ecl 28170 4.55
4881 O=C(Nclcce(Br)cel)elee(Br)ce(Br)c10 28530 *
4882 O=C(NS(=0)(=O)clcce(F)cel)cleeencl1Cl 28660 4.54
4883 CC(=O)NIN=C(c2ccc(Cl)c(Cl)c2)CClclceececl 28690 4.54
4884 O=CINC(=O)c2clclc3ccec(O)c3[nH]clcl[nH]c3c(O)cece3ce21 29000 *




4885 COclce2nenc(Ne3ce(NC(=0)c4cccc(N(C)C)cd)ecc3Cl)c2cc10C 29000 *
4886 CC(C)nlnc(-c2ccc3ocec(=0)c3c2)c2¢(N)nenc2 1 29000 *
4887 O=C(NS(=0)(=O)clccc(Br)ccl)cleee(Cl)ncl 29070 4.54
4888 NS(=0)(=0)clccc2e(c1)/C(=C/c1[nH]e3¢(c1CCC(=0)O)CCCC3)C(=0)N2 29100 *
4889 Cclcee(Ne2nenn3e(C)eee23)ec1O 29400 *
4890 O=C(Cclnc2cccec2[nH]1)NIN=C(c2ccc(Cl)cc2)CClclecc(F)ecl 29400 *
4891 Ncelsce2ele(Neleee(S(N)(=0)=0)ccl)nclnenc(N)cl2 29500 *
4892 CC(C)nlncc2e(NCc3ecc(N)ee3)ne(NCCO)ne21 29500 *
4893 CC(C)nlncc2e(NCc3ccec(F)e3)ne(NCCO)nc21 29500 *
4894 CC(C)clece(NC(=0)c2cecec20)ccl 29620 *
4895 CCCN(CCC)C(=0O)clece(N(CCCHCCCl)ecel 29830 4.53
4896 CC(C)(C)NC(=0)/C=C/clcccecl 29850 *
4897 O=cloc2cc3ncenc(Nedeccecd0)e3ce2nl CCCN1CCOCCH 30000 *
4898 COclece2nenc(N(C)e3ccec(C(F)(F)F)e3)c2ec10C.Cl 30000 *
4899 CNICCC(NC(=0)c2enc(NCe3cec(Cl)ece3Clne2NC2CCCC2)CC1 30000 *
4900 CNI1CCC(NC(=0)c2enc(Ne3cee(Clee(Cl)e3)ne2N[C@@H]2COC[C@H]20)CCl 30000 *
4901 COclcecec1 CNelnec(C(=0)NC2CCN(C)CC2)c(NC2CCCC2)nl 30000 *
4902 CNI1CCC(NC(=0)c2enc(Ne3cee(Cl)ee(Cl)e3)ne2NC2CCC(N(C)C)CC2)CCl 30000 *
4903 COclce2neec(Oc3cec(C(=0)Ncdeee(C(C)(C)C)ecd)ee3)c2ec1 OC 30000 *
4904 COclcec(OC)e(Ne2ee(Ne3ee(OC)cee30C)nen2)cl 30000 *
4905 Clelecce(Ne2ee(Ne3ceeee(Cl)e3)nen2)cl 30000 *
4906 Clclecce(Ne2ee(Ne3ceeee(Br)e3)nen2)cl 30000 *
4907 Felcee(Ne2ec(Ne3cee(F)ce3)nen2)ccel 30000 *
4908 COclccec(Ne2ec(NC(=0)c3ccc(F)ee3)nen2)cl 30000 *
4909 COclccec(Ne2ec(Ne3eee(Clee3)nen2)cl 30000 *
4910 O=C(/C=C/clccc(F)ccl)Nclee(Ne2eee(Cl)ee2)nenl 30000 *
4911 CCOC(=0)CCC(=0)Nclec(Ne2eee(S(N)(=0)=0)cc2)nenl 30000 *
4912 CNI1CCN(c2cc(NC(=0)/C=C/c3ccc(F)ce3)nen2)CCl 30000 *
4913 Felece(Ne2ee(Ne3cee(Cl)ec3)nen2)ecl 30000 *
4914 COclcee(Ne2ee(NC(=0)ce3ccc(F)ee3)nen2)cel 30000 *
4915 CCOC(=0)CC(=0O)Nclcc(Nc2ceee(F)ee2)nenl 30000 *
4916 O=C(C=Cclcccccl)Nelee(Ne2ece(N3CCOCC3)ce2)nenl 30000 *
4917 O=C(Nclcc(Nc2ceee(Cl)e2)nenl)clececcl 30000 *
4918 COclcee(Ne2ee(NC(=0)c3cccee3)nen2)e([N+](=0)[O-])cl 30000 *
4919 O=C(/C=C/clccec(F)ccl)Nelee(Ne2eec(N3CCOCC3)ce2)nenl 30000 *
4920 CCOC(=0)CCC(=0)Nclcc(Nc2eee(Cl)ee2)nenl 30000 *
4921 CCOC(=0)CCC(=0)Nclec(Ne2eec(C(=0)OCC)cc2)nenl 30000 *
4922 CCOC(=0)CCC(=0)Nclec(Ne2eeee(C(=0)OCC)c2)nenl 30000 *
4923 COclccec(Ne2ee(Ne3ceee(Br)e3)nen2)cl 30000 *
4924 COcleec(OC)c(Ne2ec(Ne3eee(Cl)ee3)nen2)cl 30000 *
4925 COclccee(Ne2ee(NC(=0)c3cccec3)nen2)cl 30000 *
4926 COclcee(Ne2ee(NC(=0)C=Cc3cceec3)nen2)ecl 30000 *
4927 CCOC(=0)clec(Ne2ec(NC(=0)CCC(=0)OC(C)C)nen2)sc2c1 CCCC2 30000 *




4928 CCOC(=0)CCC(=0)Nclce(Nec2eeee(OC)e2)nenl 30000
4929 CCCC(C)OC(=0)CCC(=0)Nclee(Ne2eeee(C(=0)OC(C)CCC)e2)nenl 30000
4930 CCOclccc(Ne2ee(NC(=0)c3cee(F)ece3)nen2)cecl 30000
4931 O=C(Nclcc(N2CCOCC2)nenl)clecceel 30000
4932 O=C(O)CCC(=O)Nclcc(Nc2ecce(Br)e2)nenl 30000
4933 O=C(Nclce(Nc2ceee(Cl)e2)nenl)clcee(F)eel 30000
4934 CC(C)OC(=0)CCC(=0O)Nclece(Ne2eee(C(=0)OC(C)C)ec2)nenl 30000
4935 CCNclee(Ne2ee(OC)eec20C)nenl 30000
4936 CNICCN(c2cc(NC(=0)CCCC(=0)O)nen2)CCl 30000
4937 CCOC(=0)CCC(=0O)Nclcc(NCCc2cccs2)nenl 30000
4938 COclcee(/C=C/C(=0)Nc2cc(Nc3ceee(Cl)ee3Cl)nen2)cel 30000
4939 COclccee(Ne2ec(NC(=0)CCC(=0)O)nen2)cl 30000
4940 O=C(0O)CCC(=0O)Nclcc(Nc2ccee(C(=0)0O)c2)nenl 30000
4941 COclcee(/C=C/C(=0)Nc2cc(N3CCN(C)CC3)nen2)cel 30000
4942 O=C(Nclcc(Nc2eecc(N3CCOCC3)ece2)nenl)clcec(F)ecl 30000
4943 CC(C)OC(=0)CCC(=0O)Nclce(Nc2eee(F)ee2)nenl 30000
4944 O=C(0O)CCC(=0O)Nclcc(Nc2ccee(Cl)e2)nenl 30000
4945 O=C(/C=C/clccec(F)cc1Br)Nclec(N2CCOCC2)nenl 30000
4946 Ccleec(Ne2ee(NC(=0)c3ccee(F)ec3)nen2)ecl 30000
4947 CCCC(C)OC(=0)CCC(=0O)Nclec(Ne2eeee(Br)e2)nenl 30000
4948 O=C(/C=C/clccc(F)ccl)Nelee(Ne2eee(Clyec2Clnenl 30000
4949 CCOC(=0)CCCC(=0)Nclce(Ne2ee(OC)cec20C)nenl 30000
4950 CCOclccee(Ne2ee(NC(=0)c3cec(F)ec3)nen2)cl 30000
4951 COclcee(/C=C/C(=0O)Nc2cc(Nc3cee(Cl)ee3)nen2)ecl 30000
4952 CNICCN(c2cce(Ne3ec(NC(=0)CCC(=0)O)nen3)cc2)CCl 30000
4953 CCOC(=0)CCC(=0)Nclec(Ne2ee(OC)cec20C)nenl 30000
4954 CCOC(=O)clece(Ne2ec(NC(=0)CCC(=0)O)nen2)cel 30000
4955 0O=C(O)CCCC(=0)Nclecc(Nc2eceee2Br)nenl 30000
4956 Clelecc(Ne2ee(Ne3ceee(Cl)ee3)nen2)ecl 30000
4957 Clelece(Ne2ec(Ne3cceden[nH]c4e3)nen2)ecl 30000
4958 O=C(Nclce(Nec2eee(Cl)ee2)nenl)cleceecl 30000
4959 CCOclcec(Ne2ec(NC(=0)C=Cc3ccece3)nen2)cel 30000
4960 COclccce(Ne2ee(NC(=0)C=Cc3cccec3)nen2)cl 30000
4961 COclcce(Ne2ee(NC(=0)C=Cc3cccec3)nen2)c([N+](=0)[O-])cl 30000
4962 O=C(C=Cclcccccl)Nclee(Ne2eee(O)ee2)nenl 30000
4963 O=C(/C=C/clccc(F)cc1Br)Nclec(Ne2eee(Cl)ce2Cl)nenl 30000
4964 COclcec(Ne2ee(NC(=0)/C=C/c3ccc(F)cc3Br)nen2)c([N+](=0)[O-])cl 30000
4965 O=C(/C=C/clccc(F)cc1Br)Nclcc(Ne2eee(N3CCOCC3)cec2)nenl 30000
4966 CNICCN(c2cee(Ne3cee(NC(=0)/C=C/cdcce(F)ecd)nen3)ec2)CCl 30000
4967 COclccc(/C=C/C(=0O)Nc2cec(Nce3cecce(Br)e3)nen2)cel 30000
4968 CCOclcec(Ne2ec(NC(=0)/C=C/c3cec(OC)cc3)nen2)ccl 30000
4969 COclcec(/C=C/C(=0)Nc2ce(N3CCOCC3)nen2)ccl 30000
4970 Clclcec(Nc2ee(Ne3cece(Cl)e3)nen2)ecl 30000




4971 CCOC(=O)clecc(Nc2ec(Ne3eee(C(=0)OCC)ece3)nen2)cecl 30000 *
4972 CCOC(=0)CCC(=0)Nclec(Ne2eec(N3CCN(C)CC3)ec2)nenl 30000 *
4973 COclec2e(cc10C)Sclne(Cync(Ne3ceee(Br)e3)cINC2 30700 4.51
4974 CC(C)(C)ONC(=0)Cclce(/N=C/c2cc(O)cecc20)ccc1O 31000 *
4975 COC(=0)clc(OCCN(C)C)c2ccecc2c2oc3c(c12)C(=0O)clcecccl1 C3=0 31000 *
4976 COclce2neee(Oc3cec(C(=0)cdece(Cl)c(Clyed)ee3)c2ec10C 31000 *
4977 Cclece(C(=0O)Nc2cee(Cl)ec2Cl)e(O)cl 31090 *
4978 CCCCN(CCCO)C(=0)cleec(N(CCCHCCClecl 31180 4.51
4979 COclcece(/C=N/NC2=NC(=0)CS2)cl 31250 4.51
4980 O=CIN=C(N2CCC[C@H]2C(=0O)Nc2ccc3ncnc(Ncdceec(Cl)cd)c3¢2)S/C1=C/clecc(Br)sl 31400 *
4981 CC(C)(C)NC(=0O)clece(N(CCCIHCCCl)eel 31430 4.50
4982 CCCCN(Cclce(Br)ee(Br)c10)C(=S)Nclccceel 31940 4.50
4983 COclcececl/C=C/C(=0)OCCnlc([N+](=0)[O-])enclC 32000 4.49
4984 N#CCcle(SSc2[nH]c3cccee3c2CC#N)[nH]c2ceccecl2 32000 *
4985 COclce(C2=C(c3c[nH]c4ccecc34)C(=0)NC2=0)cc(0OC)c10C 32000 *
4986 CCCCN(Cclecee(Cl)e10)C(=0O)Nclcceeel 32120 4.49
4987 Cclnn(-c2ccece2)e(Cl)e I C1C(CHN)=C(N)N(c2ceenc2)C2=C1C(=0)CC(C)(C)C2 32130 4.49
4988 COclcec(CC(=O)NS(=0)(=0)c2cce(Cl)cc2)cel 32850 4.48
4989 COclcceecl/C=C/C(=N/NC(N)=S)clcccccl 33000 4.48
4990 COC(=0)Ccle(SSc2¢(CC(=0)0C)c3ccece3n2C)n(C)e2eccecl2 33000 *
4991 CCOclec2nec(C#N)e(Ne3ecee(Br)e3)c2cc10C 33020 *
4992 C=CC(=0)Nclccc(Nc2nee3nce(=0)n(-c4cce(OC)ccd)e3n2)ccl 33885 4.47
4993 Cnlnc(-c2cce3necee3c2)c2¢(N)nenc21 34000 *
4994 Cclece(-c2nne(SCce3ccecc3)02)c(O)el 34250 4.47
4995 CC(=0)clcceec1 C(=0)Nnlc(-c2cceec2)nc2ec(Cl)cee2¢1=0 34320 4.46
4996 NS(=0)(=0O)clccc(Ne2ne(Cl)nc3cede(cc23)OC04)ccl 34600 *
4997 Cclece(NC(=0)c2ccc(C)cc20)ccl 34670 *
4998 0=C(0)Cclcc(/N=C/c2cc(O)cec20)ccc1O 35000 *
4999 COC(=0)Ccle(SSSc2[nH]c3ccece3c2CC(=0)O0C)[nH]c2cecec]2 35000 *
5000 Nclnenc2elnen2CC(=0)clc[nH]c2cccec]2 35000 *
5001 COclec2neec(Oc3cecee([N+](=0)[0-])c3)c2cec10C 35000 *
5002 O=C(NC1CCCCl)clece(N(CCCHCCCl)ecl 35290 4.45
5003 CC(=0)Nclcee(S(=0)(=O)Nc2nc3cccec3nc2Ne2ece(C(=0)0)cc2)ecl 35800 *
5004 O=CICSC(NN=C2CCCCCC2)=Nl1 36000 4.44
5005 COclce2ne(Clne(Ne3ceee(N(C)C)ec3)c2ec10C 36000 *
5006 Cnlncc2c¢(Nc3ccee(F)e3)ne(N(CCO)CCO)ne21 36300 *
5007 Cnlncc2¢(NCc3cecee(Br)c3)nc(NCCO)nc21 36300 *
5008 CCCCN(Cclceee(Br)c10)C(=O)Ncleccccl 36880 4.43
5009 N#CC(C#N)=Cclcc(O)ce(O)cl 37000 *
5010 C[C@@H](0O)clc(0)cc2e(c10)C(=0)cle(0)cc(O)ec1C2=0 37500 *
5011 COclce2ne(Clne(Ne3cec(NC(C)=0)cc3)c2ec1OC 37600 *
5012 O=C(Cclc(SSc2[nH]c3cecee3c2CC(=0)NCc2ccecc2)[nH]c2cceecc12)NCeleceecl 38000 *
5013 O=[N+]([O-])clcceccel-cInne(SCe2cecec2)ol 38320 4.42




5014 CCOclccceecl-clnne(SCe2cccec2)ol 38430 4.42
5015 CCCCCCCCCCCCNC(=0)/C=C/clcececl 38460 *
5016 COclcee(CC(=O)NS(=0)(=0)c2cee(C)ec2)cecl 38520 4.41
5017 Cclcee(C2=NN(C(=0)Cc3nc4cccec4[nH]3)C(c3cee(Br)ce3)C2)ccl 39700 *
5018 COclcee(NC(=0)c2cccec20)ecl 39980 *
5019 N#CC(C#N)=Cclcec(0)c(O)cl 40000 *
5020 N#CC(C#N)=C1C(=O)Nc2ccc([N+](=0)[O-])cc21 40000 *
5021 |C[C@@H](NC(=0)clcce(S(=0)(=0)Oc2ccc(/C=C/[N+](=0)[0-])cc2)ccl)C(=0O)N[C@H](C)C(=0)OC(C)(C)C| 40000 *
5022 COclcce2neee(Oc3ccec(N)e3)c2ec10C 40000 *
5023 Ccleec(C(=0O)Nc2cee(F)ee2)c(O)cl 40170 *
5024 Cnlc(SSc2¢(C(=0)Ne3cecce3)c3ec(0O)eec3n2C)e(C(=0)Nc2ccecc2)c2ee(O)cce21 40500 *
5025 O=C1CSC(NN=C2CCCCC2)=Nl1 41000 4.39
5026 CO[C@H](C)clc(O)ee2e(c10)C(=0)clc(cc(0)c(0)c10)C2=0 41000 *
5027 0O=C(Cclnc2cceec2[nH]1)NIN=C(c2ccc(O)cc2)CClelcec(Cl)ecl 41000 *
5028 O=C(Nclcce(Cl)eel)eleecee1O 41760 *
5029 Oclcee(NCc2cc(O)ecc20)ccl 41900 *
5030 COclce2nceee(Oc3ceec(C(=0)cdeccccdC)ec3)c2ec1OC 43000 *
5031 CCCCN(Cclecee(C)el10)C(=S)Nclcceeecl 43210 4.36
5032 Cnlc(SSc2c(C(=0O)Nc3cceee3)c3cec(0)ee3n2C)e(C(=O)Nc2ceccee2)c2ecc(O)cc2 1 44000 *
5033 | COC(=0)clcec(CNC(=0)CCc2c(SSc3[nH]c4ceccc4c3CCC(=0)NCc3cee(C(=0)OC)ec3)[nH]c3eccee23)ecl 44000 *
5034 CC(O)C(/N=C1/C=C(0O)/C(=N\C(C(=0)0)C(C)O)C=C10)C(=0)O 44000 *
5035 COclcee(Oc2eenc3cc(0OC)c(OC)cce23)cecl 44000 *
5036 NCCCNC(=0)clcecc(Ne2neee(-c3ccenc3)n2)cl 45000 *
5037 CC(C)nlnc(-c2cen3cenc3c2)c2¢(N)nenc2 1 45000 *
5038 O=C(N/N=C/c1ccenl CCCN1CCCC1)Ncleee(Oc2cenc3[nH]cce23)cel 45000 *
5039 N#Cclene(Ne2ccee(Br)c2)c2ec(NC(=O)c3ccoc3)cecl2 45200 *
5040 O=C(Nclcce(Cl)ec1Cleleecee10 45290 *
5041 Clelece(Ne2nec3e(n2)-c2cec(Cl)ec2SC3)cecl 45700 4.34
5042 Cclece(F)e(C(=0)n2nc(Ne3ecc(S(N)(=0)=0)cc3)nc2C)clF 45800 *
5043 COclec2e(ec10C)Sclne(C)nc(Ne3cee(F)e(Cl)e3)cINC2 45900 4.34
5044 Felecee(COc2cee(Ne3ee(-c4ecencd)nen3)ec2Clel 47000 4.33
5045 N#C/C(=C\clcec(C=0)ccl)C(=0)O 47000 *
5046 N#CCCcle(SSc2[nH]c3ccecc3c2CCC#N)[nH]c2cccec12 47000 *
5047 COclce(/C=C(\C#N)C(N)=0)cc(SCCCC(=0)0)c10 47863.01 *
5048 Ccle(CHN)c(NCCO)ne2nc(NCCO)ne(N)cl2 47900 *
5049 CC1=C(C(=0O)Nc2cccc([N+](=0)[0O-])c2)C(c2cce(0)cc20O)NC(NN)=N1 47900 *
5050 CC(C)nlncc2e(NCc3ceccee3)ne(NCCO)ne21 47900 *
5051 Cnlncc2c¢(NCce3cceec(Br)e3)nc(N(CCO)CCO)nc21 47900 *
5052 COclce2nec(C#N)e(Ne3cee(F)ee3)c2ec10C 47940 *
5053 COclcc2nece(Oc3cee(NC(=0)cdece(Br)ced)ce3)c2ec10C 48000 *
5054 O=C(Cclcce(F)ecl)Nelee(SC[C@@H](O)CO)ce([N+](=0)[O-])cl 48600 4.31
5055 COclcce(OC)cc(Oc2eene3ec(0OC)c(0OC)ce23)cl 49000 *
5056 CCOC(=0)clcc(/N=C/c2cc(O)cec20)ceclO 50000 *




5057 O=C(Cclcc(/N=C/c2cc(O)ccc20)ccc10)NOCelcecccl 50000 *
5058 CCN(CC)cleec(Ne2ee3e(ee2Ne2eee(N(CC)CC)ec2)C(=0)NC3=0)ccl 50000 *
5059 COclec(OC)ce(-c2ec3ene(N)ne3nc2NC(=0)NC(C)(C)C)cl 50000 *
5060 Nclceee(Ne2neee(-c3ccene3)n2)cl 50000 *
5061 O=C(Nclccee(-c2en3cenc3ce(NCe3ceence3)n2)cl)Nelceee(C(F)(F)F)cl 50000 *
5062 COclcce2neec(Oc3cecee3)c2ec10C 50000 *
5063 COclcce2neec(Oc3cec(C(=0)cdeccecd)ce3)c2ec10C 50000 *
5064 O=C(Nclcccecl)cleeeeclO 50000 *
5065 O=C(Nclcce(Br)eel)clceeec10 50000 *
5066 O=C(Nclccc(F)cel)eleecee1O 50000 *
5067 Cclece(C(=0O)Nc2cceec2)c(O)el 50000 *
5068 O=C(Nclccc(F)cel)elee(Br)ce(Br)c10 50000 *
5069 O=C(Nclccc(F)cclF)eleccee1O 50000 *
5070 Ccleec(C(=0O)Nc2cee(Clyee2)c(O)cl 50000 *
5071 O=C(Nclccc(F)cel)elee(I)eec10 50000 *
5072 Ccleee(C(=0O)Nc2cee(C(C)C)ec2)e(O)cl 50000 *
5073 Cclecc(C(=O)Nc2cce(F)ec2F)c(O)cl 50000 *
5074 COclecc(Ne2e(C#N)ene3ec(OC)c(OC)ce23)ec10C 50490 *
5075 | CC(=O)NC(Ccle(SSc2[nH]e3ceccec3c2CC(NC(C)=0)C(=0O)NCc2ccccc2)[nH]c2ccecc12)C(=0O)NCclcceeccl 51000 *
5076 Cnle(SSc2¢(CC(=0)0)c3cccee3n2C)e(CC(=0)0)c2ccecc2 53000 *
5077 COclce(C=C(C#N)C#N)cc(SCC(=0)0)c10 53703.18 *
5078 Cnlc(SSc2¢(C(=0)Nc3ccecce3)c3ec(C#N)eee3n2C)e(C(=0)Ne2cececee2)c2ec(CH#N)ece2 1 54100 *
5079 CCOclce(-c2nn(C(C)C)e3nenc(N)e23)cec10C 54200 *
5080 CCCCeclce(/C=C(\C#N)C(N)=0)cc(CCCC)c1O 55000 *
5081 Cnlncc2¢(NCce3ccecece3)ne(N(CCO)CCO)ne21 55000 *
5082 CC1=C(C(=0O)Nc2cccc([N+](=0)[O-])c2)C(c2cce(0)cc20)NC(SCe2cecec2)=N1 55600 *
5083 N#Cclene(Ne2ccee(Br)c2)c2ec(NC(=O)c3ccco3)cecl2 55600 *
5084 COclce(/C=C2\SC(=N)NC2=0)ccc10CCCOclcc(C)ec(C)cl 56000 *
5085 COclcceec1C(Celcoc2ne(N)nc(N)e12)C1CC1 56500 *
5086 0=C(0)CCclc(/C=C2\C(=0)Nc3cce(C(=0)0O)cc32)[nH]c2c1CCCC2 56500 *
5087 O=clc(-c2ccee(Cl)e2)coc2ec(O)cecl2 58800 *
5088 CCCNNI1C(=0)c2c(c3c4ccce(0)c4n(C40C(CO)C(0)C(0)C40)c3c3[nH]cdc(O)ececdc23)C1=0 59000 *
5089 COclcc2c(cc1O)NC(=0)C2=C(C#N)C#N 60000 *
5090 N#CC(C#N)=Cclcce(C=0)ccl 60000 *
5091 N#CC(C#N)=C(N)/C(C#N)=C/clccc(O)c([N+](=0)[O-])cl 60000 *
5092 CC1=C(C(=0O)Nc2ccc(C)ce2)C(c2ece(0)cc20)NC(Ne2eee([N+](=0)[O-])cc2Cl)=N1 60900 *
5093 COclcec2ne(Clhne(Ne3eee(S(C)(=0)=0)cc3)c2cc10C 61500 *
5094 Cclec(C=C(C#N)C#N)cc(0)c10 61659.5 *
5095 COclce2nee(C#N)e(Ne3cecee(C(C)C)e3)e2ec10C 62320 *
5096 COclec2e(cc10C)Sclnenc(Ne3ecec(Cl)e3F)cINC2 62900 4.20
5097 C=CC(=0O)Nclce(Ne2nece(-c3en(C)cdeeenc34)n2)c(OC)cc IN(C)CCN(C)C 63000 *
5098 O=cloc2ce3nenc(NCcedecceed)c3cc2nl CCCN1CCOCC1 65000 *
5099 Ncelee2nenc(Ne3ece([N+](=0)[O-])cc3)c2enl 65000 *




5100 Cclecc(NC(=0)c2ccecc2)cclNelneee(-c2eeence2)nl 65000 *
5101 Nelsce2ele(NCCO)nelne(NCCO)nc(N)c12 66100 *
5102 Cnlncc2e(Ne3ecee(F)e3)ne(NCCO)ne21 66100 *
5103 OCCN(CCO)cIne(NCc2cccc(F)c2)c2en[nH]c2nl 66100 *
5104 COclce2ne(Chne(Ne3ceee(S(=0)(=0)N(C)C)cce3)c2cc10C 67200 *
5105 CONC(=0)CCcl1c(SSc2[nH]c3cccee3c2CCC(=0)NOC)[nH]c2cceec12 68000 *
5106 CN(C)cleccecINelnenc2ee(N)ncel2 69000 *
5107 COclce2nee(C#N)e(Ne3cecee(NC(C)=0)c3)c2cc10C 69400 *
5108 N#CC(Ccleee(0)e(0)c1)C(=N)S 70000 *
5109 CC(C)nlnc(-c2enc3neenc3c2)c2c(N)nenc2 1 70000 *
5110 COclcc2¢(C#N)ene(Ne3ecee(Br)ce3)c2cc10C.CL 70840 *
5111 Cclnn(C)cc1C(=0)Nclcen(Ce2c¢(F)ecec2Clnl 72400 4.14
5112 Cclecc(N2NC(=0)/C(=C\c3cce(-c4ce([N+](=0)[0-])ceccd0)03)C2=0)cc1C 74300 4.13
5113 Cclee(C)ec(Ne2nenc3cc4oc(=0)n(CCCNSCCOCCS)c4cc23)cl 75000 *
5114 N#C/C(=C/clce(0)ccc10)C(=0)0 75000 *
5115 COclec2e(ecc10C)Nelnene(O)cl1C2 75000 *
5116 Nclnenc2elnen2CC(=0O)clecccecl 75000 *
5117 COclec2necc(Oc3cee(C(=0)cdcce(F)ecd)ce3)c2ec1OC 75000 *
5118 Ccl1[nH]c2nenc(Ne3cceee3Cl)e2c1C 75100 *
5119 COclccee2e3oc(=0)ce(0)c3e(=0)n(C)c2cl 76400 *
5120 C=CC(=0)Nclcc(Ne2ncee(-c3en(C)cdecenc34)n2)c(OC)cc INCCN(C)C.CL 77000 *
5121 CCclcecc(Ne2[nH]ene3ne(C)e(C)e2-3)cel 77500 *
5122 Cnlncc2¢(NCe3cec([N+](=0)[O-])cc3)nc(NCCO)nc21 77600 *
5123 O=clc2cccec2ne(-c2cecee2)nl-clnnc(-c2cecec2Cl)s 78230 4.11
5124 CC(C)(C)clece(Ne2nene3ecdoc(=0)n(CCCNSCCOCCS)cdcc23)ccel 79000 *
5125 | CC1=C(C(=0)Nc2ccce([N+](=0)[O-])c2)C(c2ccc(0)cc20)NC(Ne2eee(S(=0)(=0O)Nc3nc(C)ece(C)n3)ec2)=N1 | 79800 *
5126 COclcce(Nc2eene3cec(OC)c(OC)ce23)ecc1OC 80500 *
5127 CC1=C(C(=O)Nc2ccec([N+](=0)[0-])c2)C(c2cce(0)cc20)NC(NN2C(=0)/C(=C\c3cces3)SC2=S)=N1 80600 *
5128 COclcce2necc(0c3c(0OC)cecc30C)c2ecl10C 81000 *
5129 Cclece(-n2¢(SCC(=0)Nc3cceece3Chne3se(C)e(C)e3c2=0)ccl 81600 *
5130 CCOC(=0)clenc2ec(OC)c(OC)cc2c1Nelcece(Br)el 81800 *
5131 Nclnene2nen(CC(=0)c3c[nH]cdccece34)c12 82000 *
5132 COclee(/C=C(\C#N)C(N)=0)cc(CSc2nc3cc(Cl)cce3s2)c10 83176.38 *
5133 Cnlc(NCc2cece(C(F)(F)F)e2)ec(=0)n(C)c1=0 83900 4.08
5134 Cc1[nH]c(/C=C2\C(=0)Nc3ccc(S(N)(=0)=0)cc32)c(C)c1CCC(=0)O 84800 *
5135 O=clc2c(-c3ccece3d)c3c(ne2ne2[nH]ne(S)n12)-clcecec1CC3 85600 *
5136 COclce(C=C(C#N)C#N)ce(C)c10 87096.36 *
5137 COclcc2¢(C#N)ene(Ne3ecee(Cl)e3)e2ec1OC 88290 *
5138 CCI1=C(C(=O)Nc2cccc([N+](=0)[0O-])c2)C(c2cce(0)cc20O)NC(Nc2eee(S(=0)(=0O)Nce3nceen3)ce2)=N1 88300 *
5139 O=[N+]([O-])CCclc(SSc2[nH]c3cecce3c2CCIN+](=0)[O-])[nH]c2cccec12 89000 *
5140 Nclnene2elnen2CC(=0)cleecenl 89000 *
5141 COclce2necc(Oc3ceec(C(=0)cdccceed)ce3)c2ec10C 89000 *
5142 | O=C(O)clccc(NN2C(=0)c3c(cdc5cecc(0)eSn(C50C(CO)C(0)C(0)C50)c4c4[nH]cS5c(O)ccec5e34)C2=0)ccl | 90000 *




5143 O=CINC(=0)c2clclc3cecc(O)c3[nH]clclc2e2ecce(O)c2n1C1OC(CO)C(O)C(O)C10 90000 *
5144 COclcceccINeleenc(Ne2ceceec20C)nl 90400 *
5145 COclece2nec(C#N)e(Ne3ecee(Br)ee3F)c2cc10C.Cl 91200 *
5146 COclcce2neee(Oc3ceceec30C)c2ec1OC 92000 *
5147 C=CC(=0)Nclcc(Nc2nee(Br)e(Nc3cecc4[nH]cccdce3)n2)c(OC)ec INICCN(C)CC1 92100 *
5148 CCOC(=0)clcce(NC(=0)CSc2nnc(CNe3cec(OC)ce3)n2-c2ccecc2)ecl 92400 *
5149 Nclnenc2c¢Inen2CC(=0)clecencl 93000 *
5150 COclcce2neec(Oc3cec(NC(=0)cdccc(C(F)(F)F)eed)ee3)e2ec10C 93000 *
5151 N#Cclce2e(N)nenc2ncINCCO 93300 *
5152 Cnlncc2c¢(NCc3cecee3)nc(NCCO)nc21 93300 *
5153 CC1=C(C(=0)Nc2ccc(C)cc2)C(c2ecc(0)cc20)NC(SCe2cceec2)=N1 93500 *
5154 | O=C(Nclcccecl)NN1C(=0)c2c(c3cdcccc(0)cdn(C40C(CO)YC(0)C(0)C40)c3c3[nH]cde(O)ccecdc23)C1=0 95000 *
5155 COclce2necc(Oc3cee(C(=0)cdccec(C)ed)ee3)c2ec10OC 95000 *
5156 N#CC(C#N)=Cclcc(O)cccl [N+](=0)[O-] 96000 *
5157 C[SH]([O-])elece(-c2ne(-c3ccc(F)ee3)e(-c3cence3)[nH]2)ccl 96000 *
5158 COC(=0)C1CCN(c2nenc3ce(0C)c(0OC)ec23)CCl 97600 *
5159 COclec2nenc(Ne3cee(=0)[nH]e(SC)n3)c2cc10C 99100 *
5160 CC1=C(C(=O)Nc2cccc([N+](=0)[0-])c2)C(c2cce(0)cc20)NC(NN2C(=0)/C(=C\c3ccco3)SC2=S)=N1 99300 *
5161 0O=C1/C(=C\c2cce(0)c(0)c2)Oc2ccecec2 1 100000 4.00
5162 Cnlc(SSc2c(C(=0O)Nc3cceee3)c3ceee(0)e3n2C)e(C(=0O)Nc2ceccee2)c2ecee(0)c21 100000 *
5163 Cnle(SSc2¢(C(=0O)Nc3ceece3)e3e(Cl)ecce3n2C)e(C(=0)Ne2eccee2)e2e(Cl)ecee21 100000 *
5164 CCOC(=0)Cclcc(/N=C/c2cc(0O)cec20)cec1 O 100000 *
5165 COC(=0)Cclcc(/N=C/c2cc(O)cec20)cec1O 100000 *
5166 CN(clceceel)elnenc2eccec]2 100000 *
5167 COC(=0)CC1C(S)=Nc2cccec21 100000 *
5168 O=C(CCCclc(SSc2[nH]c3ccecc3c2CCCC(=0)NCc2cccec2)[nH]c2cccee12)NCelecceeel 100000 *
5169 O=C(CCCIC(S)=Nc2cccce21)NCeleeeeel 100000 *
5170 |COC(=0)clccc(CNC(=0)CCc2¢(SSc3[nH]c4cceecdc3CCC(=0)NCe3cec(C(=0)O0C)c(0)c3)[nH]c3ceccec23)cel| 100000 *
(¢}
5171 O=C(CCI1C(S)=Nc2ccecce21)NCelececel 100000 *
5172 COclcccecclCNelnenc2ec(N)ncel2 100000 *
5173 CC(CN(C)C)C(=0)clece(0OS(=0)(=0)c2cec(C(=0)0)cc2)ecl.Cl 100000 *
5174 COclcecec1C(=0)Ncelcecc(Ne2neee(-c3ccene3)n2)cl 100000 *
5175 O=[N+]([O-])clccec(Ne2ncec(-c3ceenc3)n2)cl 100000 *
5176 clcee(Ne2neee(-c3ceenc3)n2)ccl 100000 *
5177 CNN1C(=0)c2c¢(c3c4cecec(0)c4n(C40C(CO)C(0)C(0)C40)c3c3[nH]cdc(O)cecedc23)C1=0 100000 *
5178 Cclnc(O)c2¢(cec3[nH]c(Ncde(Cl)ceecdCl)ne32)c1C 100000 *
5179 CC(C)nlnc(-c2enenc2)c2ce(N)nenc2 1 100000 *
5180 CC(C)nlnc(-c2ccc3ncec(N)c3c2)c2e(N)nene2 1 100000 *
5181 CC(C)nlnc(-c2cce(C#N)nc2)c2c(N)nenc2 1 100000 *
5182 Nclnence2cle(-cleee(F)e(0)el)nn2CC1CCNCCI 100000 *
5183 COclccc(-c2n[nH]e3ncne(N)c23)cc1O 100000 *
5184 CC(C)nlnc(-c2ecenc2)c2c(N)nenc21 100000 *




5185 CCOclccce(-c2n[nH]c3nene(N)c23)cc10C 100000
5186 CC(C)nlnc(-c2ccec(C#N)e2)c2e(N)nenc2 1 100000
5187 Ccleec2cee(-c3nn(C(C)C)cdnenc(N)c34)cce2nl 100000
5188 Cnlnc(-c2cce(Br)c(0O)c2)c2e(N)nenc2 1 100000
5189 CC(C)nlne(-c2ccee(NS(C)(=0)=0)c2)c2¢(N)nenc2 1 100000
5190 CC(C)nlnc(-c2cec3cence3c2)c2e(N)nene2 1 100000
5191 CC(C)nlnc(-c2ccec(CO)c2)c2¢(N)nenc2 1 100000
5192 Nclnenc2cle(-cleee(Cl)e(O)el)nn2CC1CCNCC1 100000
5193 Cclnn(-c2ccecc2)nclCnlnc(-c2ecc(F)c(O)c2)c2c(N)nenc2 1 100000
5194 CC(C)nlnc(-c2ccec(S(N)(=0)=0)c2)c2c(N)nenc2 1 100000
5195 COclcce(-c2nn(C)e3nenc(N)c23)ccl1O 100000
5196 CC(C)nlnc(-c2cee3nc(Cl)cec3e2)c2e(N)nene2 1 100000
5197 CC(C)nlnc(-c2cc3cc(C=0)ccc3s2)c2e(N)nenc21 100000
5198 CC(C)nlnc(-c2cce3ncee(NC(=0)OC(C)(C)C)c3c2)c2¢(N)nenc21 100000
5199 Nclnenc2cle(-clece(F)e(O)el)nn2Ccloencl-clceceel 100000
5200 CC(C)nlnc(-c2cce(F)e(C#N)c2)c2c(N)nenc2 1 100000
5201 C[C@H](CN)nlnc(-c2ccc(F)c(O)c2)c2e(N)nenc2 1 100000
5202 CC(C)nlnc(-c2cc3cecce3nc2Cl)c2¢(N)nenc2 1 100000
5203 COclnce(-c2nn(C(C)C)c3nene(N)c23)c(OC)nl 100000
5204 CC(C)nlnc(-c2ccc(C(N)=0)c(Cl)c2)c2¢(N)nenc2 1 100000
5205 CC(C)nlnc(-c2cec(S(N)(=0)=0)cc2)c2c(N)nenc2 1 100000
5206 Ncelnenc2cle(-clecc3occe(=0)c3cl)nn2C1CCCC1 100000
5207 C[C@H](Nclncenc2cl[nH]clceceel12)cleeeccl 100000
5208 cleec2e(cl)[nH]e1e(NC3CCCCC3)nencl2 100000
5209 Cclnc(Nc2ceee(Br)e2)c2e(nl)[nH]clecceel2 100000
5210 C[C@H](Nclncnc2el[nH]clceceel2)clceceel.Cl 100000
5211 CN(C)CCNclnenc2cl[nH]cleceec12.Cl 100000
5212 OCCNclnc(Nc2cece(F)c2)c2en[nH]c2nl 100000
5213 COclccee(Ne2ne(NCCO)ne3[nH]nce23)cl 100000
5214 COclccee(Ne2ne(NCCO)nc3c2enn3C)cl 100000
5215 OCCNclnc(Nc2ceee(Br)e2)c2en[nH]c2nl 100000
5216 Cnlncc2c(Ne3ceee(Br)e3)nc(NCCO)ne21 100000
5217 Cnlncc2e(NCc3cec(N)ee3)ne(NCCO)ne21l 100000
5218 CC(C)nlncc2e(Nc3cecee(F)e3)ne(NCCO)ne21 100000
5219 CC(C)nlncc2e(Nce3cecee(Br)e3)ne(NCCO)ne21 100000
5220 COclccee(Ne2nc(NCCO)nc3c2enn3C(C)C)cl 100000
5221 OCCN(CCO)cIne(NCc2ccccc2)c2en[nH]c2nl 100000
5222 OCCN(CCO)clne(Nc2ecee(Br)c2)c2en[nH]c2nl 100000
5223 COclccee(Ne2ne(N(CCO)CCO)nc3[nH]nee23)cl 100000
5224 OCCN(CCO)clnc(Nc2ecee(F)c2)c2en[nH]c2nl 100000
5225 COclccee(Ne2ne(N(CCO)CCO)ne3c2enn3C)cel 100000
5226 CC(C)nlncc2e(NCce3cec([N+](=0)[O-])ce3)nc(NCCO)nc21 100000
5227 CC(C)nlncc2¢(NCc3cceec3)ne(N(CCO)CCO)nc21 100000




5228 Cnlncc2e(Ne3ecee(Br)e3)ne(N(CCO)CCO)ne21 100000
5229 CC(C)nlncc2c(Ne3ccee(F)e3)ne(N(CCO)CCO)nc21 100000
5230 CC(C)nlncc2c(Ne3cecee(Br)e3)nc(N(CCO)CCO)nc21 100000
5231 COclccee(Ne2ne(N(CCO)CCO)ne3c2enn3C(C)C)el 100000
5232 OCCNclInc(NCc2ccec(Br)c2)c2en[nH]c2nl 100000
5233 OCCN(CCO)cInc(NCc2ccec(Br)c2)c2en[nH]c2nl 100000
5234 CC(C)nlncc2e(NCc3ccee(Br)e3)nc(NCCO)nc21 100000
5235 CC(C)nlncc2e(NCc3cecce(Br)e3)nc(N(CCO)CCO)nc21 100000
5236 OCCNclInc(NCc2ccee(F)c2)c2en[nH]ce2nl 100000
5237 Cnlncc2c¢(NCe3cecc(F)e3)nc(NCCO)ne21 100000
5238 Cnlncc2c¢(NCe3cecc(F)e3)nc(N(CCO)CCO)nc21 100000
5239 CC(C)nlncc2¢(NCc3ecce(F)e3)ne(N(CCO)CCO)ne21 100000
5240 COclccec(CNe2ne(NCCO)ne3[nH]nce23)cl 100000
5241 COclccee(CNe2ne(N(CCO)CCO)ne3[nH]nee23)cl 100000
5242 COclccee(CNe2ne(NCCO)nc3c2enn3C)cl 100000
5243 COclccee(CNe2ne(N(CCO)CCO)ne3c2enn3C)el 100000
5244 COclccee(CNe2ne(NCCO)ne3e2enn3C(C)C)el 100000
5245 COclecee(CNe2ne(N(CCO)CCO)ne3c2enn3C(C)C)el 100000
5246 COclce2neee(Oc3cecc(N)ee3)c2ec10C 100000
5247 COclec2neec(Oc3cee(C(=0)cdcec(C(C)(C)C)ecd)ee3)c2ec1OC 100000
5248 COclec2neec(Oc3cce(NC(=0)cdceceesd)ec3)c2ec1OC 100000
5249 COclcc2ncee(Oc3cecc(NC(=0)cdecco4)ce3)c2ec10OC 100000
5250 COclcce2neec(Oc3cecc(0C)c30C)c2ec10C 100000
5251 COclcce2ncec(Oc3ccec(C(C)=0)c3)c2ec1OC 100000
5252 COclce2necc(Oc3cee(C(=0)cdcce(C)ecd)ce3)c2ec10C 100000
5253 COclcce2ncee(Oc3ecc(C(=0O)cdcce(Br)ccd)ece3)c2ec10C 100000
5254 COclcec2neec(Oc3cee(C(=0)cdccc(Clced)ec3)c2ec10C 100000
5255 COclee2necc(Oc3cee(NC(=0)C4CCCC4)ce3)c2ec1OC 100000
5256 COclec2necc(Oc3cee(C(=0)cdccc(I)ccd)ec3)c2ec1 0C 100000
5257 COclec2necc(Oc3cee(C(=0)C4CCCCC4)cc3)c2eclOC 100000
5258 COclec2necc(Oc3cee(C(=0)cdcee([N+](=0)[O-])ccd)cc3)c2cc10C 100000
5259 COclcc2nece(Oc3cec(C(=0)cdcec(CHN)ecd)ec3)c2ec10C 100000
5260 COclcc2nece(Oc3cce(NC(=0)cdecc(C(C)=0)ced)ce3)c2ec10C 100000
5261 COclce2neec(Oc3ccc(NC(=0)cdcecc(C(C)(C)C)ecd)ec3)c2ec1OC 100000
5262 COclce2ncee(Oc3ecc(NC(=0)cdccc([N+](=0)[O-])ccd)cc3)c2ec10C 100000
5263 CCCCclcee(C(=0)c2ccc(Oc3cencdec(OC)c(OC)cc34)cc2)ecl 100000
5264 COclce2nceee(Oc3ceec(C(=0)cdcecc(C(F)(F)F)ced)ee3)c2ec10C 100000
5265 COclce2neee(Oc3cecc(C(=0)cdcecec(C(F)(F)F)cd)ee3)c2ec10C 100000
5266 COclce2ncee(Oc3ecc(NC(=0)C4CCCCC4)cc3)c2eclOC 100000
5267 COclcc2nece(Oc3cee(C(=0)cdcec(OC(F)(F)F)ced)ce3)c2ec10C 100000
5268 COclcec(C(=0)Nc2cec(Oc3cencdec(OC)c(OC)ce34)ec2)ecc10C 100000
5269 CCCCclcee(C(=0)Nc2cec(Oc3eencdec(OC)c(OC)ce34)cc2)ccl 100000
5270 COclce2necc(Oc3cee(NC(=0)cdcec(-cSceeeeS)ced)ec3)c2ec10C 100000




5271 CCCCOclcec(C(=0)Nc2ecc(Oc3cencdec(OC)c(OC)ec34)cc2)ecl 100000
5272 COclcc2necc(Oc3cee(C(C)=0)ce3)c2ec1OC 100000
5273 COC(=0)clccec(Oc2eenc3ec(0OC)c(0OC)ce23)el 100000
5274 COclce2neec(Oc3cec(NC(C)=0)cc3)c2ec10C 100000
5275 COclcce2ncee(Oc3cec(C(=0)cdeccod)ce3)c2ec1OC 100000
5276 COclce2nceee(Oc3ceec(C(=0)cdece(-cSceeeeS)ecd)ece3)c2ec10C 100000
5277 CCCclcee(C(=0)c2cec(Oc3ceencdec(OC)e(OC)ce34)cc2)ccel 100000
5278 CCOclce2nc3e(c(Nedecee(-cSesc(C)nS)cd)c2ec 1OCC)CC(CN)C3 100000
5279 CCOclce2nc3e(c(Nedeeee(-cScsc(C)nS)ed)c2cc 1 OCC)C(CNC(C)=0)CC3 100000
5280 COclcc2¢(0c3cce(NC=C4C(=0)NC(=0O)N(c5ccc(C)ec5)C4=0)cc3F)cenc2cc 10CCCN1CCCC1 100000
5281 COclcc2c(0Oc3cce(NC(=0)c4c(Cl)cSceeceSn(-c5cec(F)ec5)c4=0)cc3F)cenc2ecc 10CCCN1CCN(C)CCl 100000
5282 O=C(N/N=C/clccc(O)ccl)Nelcee(Oc2eene3[nH]cee23)e(F)cl 100000
5283 CCOclcece2nce3c(c(NCCCCCNe4dceS5c(ne6ec(OCC)e(OCC)ecd6)CCCS)c2ec1OCC)CCC3 101620
5284 COclce(/C=C(\C#N)C(=O)NCCCCNC(=0)/C(C#N)=C/c2cc(Br)c(0)c(OC)c2)cc(Br)c10 102000
5285 COclce2nec(CO)c(Ne3ceeee(Br)c3)c2cc10C 102200
5286 N#Cclenc2cec3c(cc2c1Nelecee(Br)c1)OCCO3 104700
5287 CCOC(=0)cle(Ne2nene3ec(OC)c(OC)ec23)sc2c1CCCC2 108200
5288 COclcccec1 C(=Cclcoc2ne(=N)[nH]c(N)c12)C(C)C 111400
5289 COclce2nene(Sc3nne(NC(=0)cdceccccdF)s3)c2cc10C 115800
5290 N#CC(C#N)=Cclcec(O)c([N+](=0)[O-])cl 125000
5291 COclec2nenc(Ne3ncdeccec4[nH]3)c2cc10C 127400
5292 COclce2nenc(Ne3nnce(S)s3)c2cc10C 139200
5293 COclce(C=C(C#N)C#N)ce(Br)c10 153000
5294 COclcece2nenc(Sc3nnc(NC(=0)cdccecccd)s3)c2ec10C 154300
5295 COclce(C=C(C#N)C#N)cc([N+](=0)[O-])c10 160000
5296 COclcc2e(cc10C)Nelnen(C)e(=0)c1C2 160000
5297 CCCC(=Cclcoc2nc(=N)[nH]c(N)c12)clccecc10C 160300
5298 N#C/C(=C\clcec(0O)ecl)C(=0)O 165000
5299 CCOclcee2se(SCe3ec(/C=C(\CHN)C(N)=0)cc(0OC)c30)nc2cl 165958.7
5300 COclcce2nenc(Ne3ee(=0)[nH]e(S)n3)c2cc10C 169500
5301 CCOC(=0)cle(Ne2nene3ee(OC)e(OC)ce23)sc2c1CCCCC2 173000
5302 COclcc2nenc(Sc3nne(NC(=0)cdceceec4C)s3)c2ec10C 175200
5303 0O=Cl1c2c(c3c4ccce(0)c4n(C40C(CO)C(0)C(0)C40)c3c3[nH]cde(O)ccecdc23)C(=0)NINCC(O)CO 180000
5304 Nclnenc2clnen2[C@@H]1O[C@H](CO)[C@@H](O)[C@H]10 195000
5305 COclce(C=C(C#N)C#N)ccclO 200000
5306 C=CC(=0)Nclcc(Ne2nee(Br)e(Ne3ccecde(c3)CCC4)n2)c(OC)ccINTICCN(C)CCI 202500
5307 COclce2nenc(Sc3ncdceccec4[nH]3)c2cc10C 207900
5308 CC(C)(C)OC[C@H](Cnlcencl[N+](=0)[O-])OC(=0)c1lcecc(NC=C2C(=0)C=CC2=0)ccl 213000
5309 N#CC(C#N)=Cclccencl 225000
5310 N#CC(C#N)=NNclcec(O)ecl 225000
5311 C=CC(=0)Nclce(Ne2neece(Ne3ecdeccecdn3C)n2)c(OC)ecc IN(C)CCN(C)C 228900
5312 N#CC(CH#N)=C(O)cleccc(O)cel 230000
5313 C=CC(=0)Nclce(Nc2nee(Br)c(Nc3cec4[nH]cecdc3)n2)ccc INICCN(C)CCL 233800




5314 0O=P(0)(0O)C(O)clcce2eccec2el 250000
5315 N#CC(C#N)=Cclcenecl 250000
5316 N#CC(C#N)=Cclcec[nH]1 260000
5317 COclce(/C=C(\C#N)C(=0)O)cc(0OC)cl10 264000
5318 C=CC(=0)Nclcc(Nec2neee(-c3en(C)cdecenc34)n2)c(OC)cc IN(C)CCNC.CL 277000
5319 C=CC(=0)Nclcc(Nc2nee(Br)e(Ne3ceccde(cendC)e3)n2)c(OC)cc INICCN(C)CCl 280400
5320 COclcec(C(=0)c2ece(=0)n(CCN(C)C)c2)c(O)cl 300000
5321 COclce2nenc(NC3CCC(0)CC3)c2cc1OC 318500
5322 CC(C)(C)clec(C=C2C(=0)C=CC2=0)cc(C(C)(C)C)c10 320000
5323 COclce(/C=C(\C#N)C(=0)O)cccl1O 325000
5324 N#CC(C#N)=Cclcec2e(c1)OCO2 350000
5325 N#CC(C#N)=CNclcce(O)cel 350000
5326 N#CC(C#N)=Cclccec(O)cl 375000
5327 C=CC(=0)Nclcc(Nc2nce(Br)e(Ne3eccde(cendC)e3)n2)ccc INICCN(C)CC1 414100
5328 N#CC(C#N)=Cclcce(C(=0)O)ccl 430000
5329 Cclec(C=C2C(=0)C=CC2=0)cc(C)c10 440000
5330 Cnlenc2e(NCce3ceccee3)ne(NCCO)ne21 440000
5331 N#CC(C#N)=Cclccc([N+](=0)[O-])c(O)cl 450000
5332 COclcec(C(O)=C(C#HN)C#N)ccl 450000
5333 N#CC(C#N)=Cclcee(/C=C/C(=0)O)ccl 450000
5334 CC(C)(C)clec(C=C(CHN)CH#N)cc(C(C)(C)C)cl10 460000
5335 C=CC(=0)Nclcc(Nc2nce(Br)e(Ne3ececde(c3)CCC4)n2)cec INICCN(C)CC1 465700
5336 CC(=C(CH#N)C#N)clcce(NC(=0)CCC(=0)O)ccl 500000
5337 COclcc(OC)c2¢(=0)c(-c3ccee(Cl)e3)coc2el 500000
5338 CC(C)(C)Oclee(/C=CO\CH#N)C(=N)S)cc(C(C)(C)C)c10 501187.2
5339 CCCCC(=Cclcoc2nc(=N)[nH]c(N)c12)clccecc10C 529300
5340 N#CC(C#N)=Cclncc[nH]1 532000
5341 N#CC(C#N)=Cclcce(O)cel 560000
5342 N#CC(C#N)=Cclcc2e(ccl[N+](=0)[0-])OCO2 560000
5343 COC(=0)[C@@]1(Cc2cec(0)c(CC=C(C)C)c2)OC(=0)C(0)=Clclcec(O)cel 590000
5344 COclcec(NN=C(C#N)C#N)ccl 600000
5345 N#CCNC(=0)/C(C#N)=C/clcec(O)ccl 625000
5346 N#CC(C#N)=Cclcec(NC(=0)CCC(=0)O)ccl 640000
5347 COclcec(C=C(C#N)C#N)cclF 800000
5348 N#C/C(=C\clcee(O)ccl)C(N)=0 800000
5349 N#CC(C#N)=C(N)/C(C#N)=C/clccc2[nH]cce2cl 820000
5350 N#C/C(=C\clcce(F)eel)C(=0)O 833000
5351 COclcec(/C=C(\C#N)C(=0)O)ccl 833000
5352 COclce(C=C(C#N)C#N)cc(OC)c10 850000
5353 N#C/C(=C\cleceecl)C(=0)O 850000
5354 N[C@@H](Ccleec(O)c(0)c1)C(=0)O 900000
5355 CN(C)CCNclnenc2cl[nH]cleceecl2 1000000
5356 COclce(/C(C)=C(\C#N)C(=0)O)ccclO 1100000




5357 N#CC(C#N)=C1CCCc2¢(O)ccec2l 1200000 *
5358 0=C(0)/C=C/clccc(0)c(O)cl 1200000 *
5359 N#CC(C#N)=Cclce[n+]([O-])cel 1300000 *
5360 N#C/C(=C\c1cee([N+](=0)[0-])cc1)C(=0)O 1300000 *
5361 N#C/C(=C/c1cce[nH]1)C(=0)O 1360000 *
5362 N#CC(C#N)=Cclcec(CHN)cel 1400000 *
5363 N#CC(C#N)=C1C(=0)NC(=0)NC1=0 1400000 *
5364 N#CC(C#N)=Cclce[nH]nl 1480000 *
5365 0=C(0)C(=Cclcce(0)cc1)C(=0)O 1500000 *
5366 C[SH]([O-])clccc(C=C(CH#N)C#N)cel 1800000 *
5367 N#CC(C#N)=Cclcec2[nH]cec2cl 2200000 *
5368 N#C/C=C/clcec(O)ccl 2400000 *
5369 0=C(0)/C=C/clccc(O)ccl 3000000 *
5370 CN(clceencl)clec2e(Ne3ece(F)e(Cl)e3)e(C#N)enc2enl 5000000 *
5371 N#CC(CHN)Celcee(O)eel 6500000 *
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Table S2. Dataset 2 for generating queries from crystal structures.

Num Ligand name | PDB code Num Ligand name | PDB code
1 1c9 4123 13 ire 4WKQ
2 1wy 4LI5 14 kj8 4JQ8
3 03p 3POZ 15 kiq 41Q7
4 4zq 5CAV 16 kjr 4JR3




5 5q4 5EMS 17 kjv 4JRV
6 5x4 SFED 18 044 5V8L
7 aee 2J6M 19 own 4GS5J
8 aq4 1M17 20 pox 3BEL
9 cko 6JZ0 21 w19 3W33
10 djik 2J5F 22 w32 3W32
11 fmm 1XKK 23 yun 4LRM
12 hyz 2RGP 24 yy3 4ZAU




Table S3. The optimized parameters used in SAR and QSAR models.

Model

Optimized parameters

Model 1A

C: {8}, gamma: {0.03125}

Model 1B

C: {4}, gamma: {64}, descriptors: {3DACorr:PiChg:Cor3D:oril 1, 3DACorr:PiEN:Cor3D:oril 2,
3DACorr:LpEN:Cor3D:oril_5, ComplexRing, 3DACorr:PiChg:Cor3D:oril 4,
3DACorr:Polariz:Cor3D:oril_6,3DACorr:PiEN:Cor3D:oril 10, 3DACorr:PiEN:Cor3D:oril_3,HAccN,
3DACorr:PiChg:Cor3D:oril 2, 3DACorr:LpEN:Cor3D:oril_2, 3DACorr:Ident:Cor3D:oril 11,
3DACorr:TotChg:Cor3D:oril 2, 3DACorr:SigChg:Cor3D:oril_5, TPSA}

Model 2A

C: {4}, gamma: {0.03125}

Model 2B

C: {4}, gamma: {32}, descriptors: {3DACorr:LpEN:Cor3D:oril_5, HAccN, 3DACorr:Ident:Cor3D:oril 3,
3DACorr:Ident:Cor3D:oril 1, 3DACorr:PiChg:Cor3D:oril_4, 3DACorr:SigChg:Cor3D:oril S5,
IHAcc,3DACorr:PiEN:Cor3D:oril 2, 3DACorr:PiEN:Cor3D:oril 12, 3DACorr:Ident:Cor3D:oril 11,
3DACorr:Polariz:Cor3D:oril 12, 3DACorr:LpEN:Cor3D:oril_8, 3DACorr:LpEN:Cor3D:oril 10,
3DACorr:PiEN:Cor3D:oril_6, 3DACorr:SigEN:Cor3D:oril 9, 3DACorr:PiChg:Cor3D:oril 5,
3DACorr:TotChg:Cor3D:oril 2, 3DACorr:TotChg:Cor3D:oril 1, 3DACorr:SigChg:Cor3D:oril 1,
3DACorr:SigChg:Cor3D:oril 2}

Model 3A

C: {4}, epsilon: {0.25}, gamma: {8}, descriptors: {HAccN, BondsRot, 3DACorr:PiChg:Cor3D:oril 4,
3DACorr:SigEN:Cor3D:oril 3, ComplexRing, 3DACorr:LpEN:Cor3D:oril_8, 3DACorr:SigChg:Cor3D:oril 1,
3DACorr:LpEN:Cor3D:oril_2, 3DACorr:TotChg:Cor3D:oril_8, 3DACorr:SigChg:Cor3D:oril 8,
3DACorr:SigChg:Cor3D:oril_6, 3DACorr:TotChg:Cor3D:oril_5, 3DACorr:TotChg:Cor3D:oril 4,
3DACorr:LpEN:Cor3D:oril_10, 3DACorr:TotChg:Cor3D:oril 7, 3DACorr:PiEN:Cor3D:oril 8,
3DACorr:PiEN:Cor3D:oril_4, 3DACorr:Polariz:Cor3D:oril_4, 3DACorr:SigChg:Cor3D:oril 3}

Model 3B

C: {8}, epsilon: {0.125}, gamma: {8}, descriptors: {3DACorr:Polariz:Cor3D:oril 2, 3DACorr:Polariz:Cor3D:oril 5,
HAccN, 3DACorr:PiChg:Cor3D:oril_4, BondsRot, 3DACorr:SigChg:Cor3D:oril_6, 3DACorr:LpEN:Cor3D:oril_8,
3DACorr:SigEN:Cor3D:oril 8, Ro5ViolExt, 3DACorr:TotChg:Cor3D:oril_8, 3DACorr:SigChg:Cor3D:oril_8,
3DACorr:LpEN:Cor3D:oril 2, 3DACorr:PiEN:Cor3D:oril 6, 3DACorr:PiEN:Cor3D:oril 4,
3DACorr:PiEN:Cor3D:oril_8, ComplexRing, 3DACorr:SigChg:Cor3D:oril 1, 3DACorr:SigChg:Cor3D:oril 3, HAccO,
3DACorr:TotChg:Cor3D:oril 5, HDon}

Model 3C

C: {4}, epsilon: {0.25}, gamma: {8}, descriptors: {3DACorr:SigEN:Cor3D:oril 6, 3DACorr:SigEN:Cor3D:oril 5, HAccN,
ComplexRing, 3DACorr:PiChg:Cor3D:oril_4, 3DACorr:SigChg:Cor3D:oril 6, 3DACorr:TotChg:Cor3D:oril 4,
3DACorr:TotChg:Cor3D:oril_5, 3DACorr:PiEN:Cor3D:oril_6, 3DACorr:LpEN:Cor3D:oril_8,
3DACorr:SigChg:Cor3D:oril_1, 3DACorr:LpEN:Cor3D:oril_2, 3DACorr:TotChg:Cor3D:oril_8,
3DACorr:SigChg:Cor3D:oril_8, 3DACorr:TotChg:Cor3D:oril_7, BondsRot, HAccO, 3DACorr:PiEN:Cor3D:oril 8§,

3DACorr:TotChg:Cor3D:oril 1}




Table S4. ICso curves for hit compounds experimented on EGFR and ErbB-2.
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Figure S1. The ROC curves and AUC values of 3 queries. Query 1 was generated from crystal

structure djk in 2J5F. Query 2 was generated from crystal structures ire and kj8 in 4WKQ and

4JQ8, respectively. Query 3 was generated from DGMG model.
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Figure S2. The cascade of the hierarchical ligand-based virtual screening of novel EGFR
inhibitors. For shape-based similarity screening, two queries were from crystal structures and one
query was generated from DGMG model.



Kinase assay method

We tested 20 compounds (18 selected compounds and 2 reference molecules) for
the in vitro inhibitory activities against EGFR and ErbB-2 by using Mobility Shift Assay.
The compounds were tested from 10uM for 10 concentrations, 4-fold, in single. The
details of the experimental materials and process are as following:

Materials
EGFR (Eurofins, Cat.No 14-531, Lot. No WAB0528)
HER?2 (Invitrogen, Cat.No. PV3590, Lot. No. 1689418B)
Peptide FAM-P22 (GL Biochem, Cat. No. 112393, Lot. No. P180116-MJ112393)
ATP (MCE, Cat. No. HY-15141, Lot. No.21226)
DMSO (Sigma, Cat. No. D2650, Lot. No. 474382)
EDTA (Sigma, Cat. No. E5134, CAS No. 60-00-4)
96-well plate (Corning, Cat. No. 3365, Lot. No. 22008026)
384-well plate (Corning, Cat. No. 3573, Lot. No. 12608008)

Kinases reaction condition

Enzyme ATP Substrate
Kinase concentration | concentration Substrate concentration
(nM) (uM) (uM)
HER2 20 8.8 Peptide22 3
EGFR 6 1 Peptide22 3

Instrument information

Name Model Manufacturer SN
Caliper EZ Reader
(No.2) EZ Readerll Perkin Elmer | DS1152N0107
Precision PRC384U BioTek 214145
Biochemical incubator SPX-100B-Z Boxun /
Centrifuge 5810R Eppendorf | 58111941179

In vitro kinase assays

All compounds were initially prepared as 10 mM stocks in DMSO and
subsequently diluted in DMSO to 50 x their final concentrations. Ten pL of each DMSO
dilution was transferred to a well in a fresh 96-well cluster plate containing 90 pL 1 x
Kinase buffer (50 mM HEPES pH 7.5, 10 mM MgClz, 2 mM DTT and 0.0015% Brij-
35) and then mixed for 10 min. Five puL of each compound dilution was subsequently
added to 384-well plate in duplicate. To each well, 10 pL of enzyme solution containing
either HER2(final concentrations 20 nM) or EGFR (final concentrations 6 nM) in 1 x
Kinase buffer and the mix incubated at room temperature for 10 min. To initiate each
reaction, 10 pL of peptide solution containing FAM-labelled peptide (final
concentrations 3000 nM FAM-22 and ATP (final concentrations 8.8uM or 1pu M,



respectively) in 1 x Kinase buffer was added to each well. All reactions were incubated
at 28°C for a period time and then terminated by the addition of 25 uL stop bufter (100
mM HEPES pH 7.5, 50 mM EDTA, 0.2% Coating Reagent #3 and 0.015% Brij-35).
All samples were then subjected to analysis using Caliper EZ Readerll (Down stream
voltages:-500V, Up stream voltages:-2250V, Base pressure -0.5 PSI, Screen pressure -
1.2 PSDto read conversion values. Conversion values were transformed into %
inhibition of kinase activity using the formula: % Inhibition = [(MA — X)/(MA - M])]
x 100% where MA = conversion value of DMSO only controls, MI = conversion value
of no enzyme controls and X = conversion value at any given compound dose. IC50
values were then calculated by plotting dose-response curves and then using the XLfit
application in Excel software.



