In order to estimate predictive potential of anrapgh for an endpoint one should try to build up
the model for several different splits into thartnag and validation sets. The training set shdadd
used to build up the model. The validation set &hbe used to check up whether the model has

predictive potential.

If you are using the CORAL software, the trainimg is structured into
First mode that is named balance of correlations:

Training set (+)
Invisible training set (-)
Calibration set (#)
Validation set (*)

Second mode that is named classic scheme:

Training set (+)
Calibration set (#)
Validation set (*).

In order to check that two splits are not identicalto estimate how much these splits identical yo
can use program “MeasureOfldentityOfTwoSplits.exe”.

Input for the program is two splits placed in filéBotalSetl.txt and #TotalSet2.txt in format

File #TotalSetl.txt, Split 1 (first)

File #TotalZ2etixt, Split 2 (second)

-1 [nH]1c2c(c3clc(c(cc3)N)[N+]([O-])=O)ccce2 2.360

+2 [nH]1c2c(cc(c(c2)[N+]([O-])=O)NC(=0)C)c2ccccct.070
#3 [nH]1c2cc(c(N)cc2c2cleccc2)[N+](=0)[O-] 0.910

+4 [nH]1c2c¢(c3cleec(NC(C)=0)c3[N+](=0)[O-])cccec2.520
-5 [nH]1c2c(c3clcec(N)c3[N+](=0)[O-])ccec2 -0.270

-6 n1(c2c(ccec(c2)[N+]([0-])=0)c2clccecc2)C 2.300

-7 n1(c2c(cc(cc2)[N+](=0)[O-])c2clcececc2)C 2.450

*8 n1(c2c(c3clc(cc(c3C)[N+]([O-])=0)C)cccc2)C 2.230

+9 [nH]1c2c(c3clc(cc(c3C)[N+](=0O)[O-])C)ccec2 0.810

*10 [nH]1c2c(c3clc(cc(c3C)[N+](=0)[0-])C)cc(cc2)CEro
*11 [nH]1c2c(c3clc(cc(c3C)[N+]([O-])=0)C)cc(cc2)QABO
+12 clc2c(cccl[N+]([O-])=0O)cle(cececl)cc2 2.110

-13 nlcccc2clc(ccc2)[N+]([O-])=0 -1.240

+14 nlcccc2c([N+](=0)[O-])ccccl2 -0.960

-15 c1(ccc2cccc3cdcceccdclc23)[N+]([0-])=0 2.740

*16 c1(c(F)ccc(cl)F)[N+](=0)[O-] -0.790

-17 c1([N+]([O-])=0)c2ccc3c(cc(cacce(c(c1)[N+](=@f])c2¢c34)[N+]([O-
)=0)IN+](=0)[O-] 4.990

#18 c1(ccc(c(c1)C)[N+](=0O)[O-])clceeecl -0.100

*19 Clc2cc(OC(C)=0)ccc2c2clec(cc2)[N+]([O-])=0 1086
#20 c1nc2cc(ccc2[nH]1)[N+](=0)[O-] -1.830

#21 Clc2cc(ccc2c2clcc(cc2)[N+]([0-])=0)C 2.360

#22 clc2c(ccecl)cleccecle(c2)[N+]([O-1)=0 2.250

#23 c1(N)c2ccc3c(ceccdcecc(ccl)c2c34)[N+]([O-])=0304

+24 clc(ccc2ecln(nc2)C)[N+]([O-])=0 -1.100

+25 c1(ccc2c3cleccleccc(cc2)c31)[N+](=0)[O-] 2.760

#26 clcc(c2c([N+]([O-])=0)ccec3c2clclc3ccccl)[N+](FO-] 3.620
*27 ¢1(N)c([N+]([O-])=O)c(ccc1)N -3.000

-28 C1(c2c(cc(cc2)[N+]([O-])=0O)c2cccecl2)=0 2.660

#29 nlc2c(cccl)ec(cc2)[N+](=0)[O-] -1.080

#30 Clc2c(c3clcc(ce3)C#N)cee(c2)[N+]([0-])=0 2.510

#31 c1(ccc(IN+](=0)[O-])ccl)clec([N+]([O-])=0)ccod 230
+32 ¢12¢3C=C(clcccc2eclc3ccc2eleccec2)[N+](=0)[O8p0
+33 c1(cc2ccc3c4c2c2cleccleechecce(ce3)c4c5e21)BeO-] 0.450
*34 Clc2cc(ccc2c2ccc(N+](=0)[O-])cc12)O 1.680

#35 c1(Cl)c(cc(ccl)[N+](=0)[O-])[N+](=O)[O-] 0.300

#36 c12c(cccec2)cc2c3cleccle(cec(ce2)c31)[N+](=0) 760
#37 Clc2c(c3clcc(cc3)F)cec([N+]([0-])=0)c2 2.680

*38 C1(c2cc([N+]([O-])=0)cc(c2c2cec(IN+]([0-])=0)dR)[N+](=0)[O-])=0
3.410

+39 c12c3ccdc(cleccc2C(=C3)[N+]([O-])=0)cclcccecDed70
#40 Clc2cc(NC(=0O)C(F)(F)F)ccc2c2clec(cc2)[N+](=0)[@.810
+41 clc(ccc2clceccc2)[N+](=0)[O-] -0.300

-42 Clc2c(cce(c2)N)c2clcc(cec2)[N+](=0)[O-] 1.560

+43 clc(c(C)cc2clccecc2)[N+](=0)[0-] 0.000

-44 C(=C\clccc(cc1)[N+]([O-])=0)/clcceeccl 0.690

*45 c1(ccc(IN+](=0)[O-])ccl)clceccecl -0.300

-46 nlcccc2clc(cc(c2)OC)[N+]([0-])=0 -1.210

-47 c1(c2c(cccl)cecc2)[N+](=0)[O-] -0.610

-48 Clc2c(c3clec(cc3)Br)cec([N+](=0)[O-])c2 3.060

-49 nlc2c(cn1C)cc(cc2)[N+]([O-])=0 -1.100

+50 clc2c3c(c4ccec(ccl[N+](JO-])=0)c24)cccc3 3.010

*1 [nH]1c2c(c3clc(c(cc3)N)[N+]([O-])=O)ccec2 2.360

*2 [nH]1c2c(cc(c(c2)[N+]([O-])=0O)NC(=0)C)c2ccccclD.070

*3 [nH]1c2cc(c(N)cc2c2clcecc2)[N+](=0)[O-] 0.910

+4 [nH]1c2c(c3clccc(NC(C)=0)c3[N+](=0)[O-])cccc2.520

*5 [nH]1c2c(c3clccc(N)c3[N+](=0)[O-])ccee2 -0.270

#6 n1(c2c(ccc(c2)[N+]([O-])=0)c2clcccc2)C 2.300

*7 nl(c2c(cc(cc2)[N+](=0)[O-])c2clccec2)C 2.450

-8 n1(c2c(c3clc(cc(c3C)[N+]([O-])=0)C)cccc2)C 2.230

+9 [nH]1c2c(c3clc(cc(c3C)[N+](=0)[O-])C)ccec2 0.810

*10 [nH]1c2c(c3clc(cc(c3C)[N+](=0)[O-])C)ce(cc2)CHIr0

+11 [nH]1c2c(c3clc(cc(c3C)[N+]([O-])=0)C)cc(cc2)O280

#12 clc2c(cccl[N+]([O-])=O)clc(ccecl)cc2 2.110

-13 nlcccc2clc(cecc2)[N+]([O-])=0 -1.240

#14 nlcccc2c([N+](=0)[O-])cccecl2 -0.960

+15 cl1(ccc2cccc3cdecceccdcle23)[N+]([O-1)=0 2.740

-16 c1(c(F)ccc(c1)F)[N+](=0)[O-] -0.790

*17 c1(IN+]([O-])=0O)c2cce3c(cc(ccee(c(cl)[N+](=C)F])c2c34)[N+]([O-
1)=0)[N+](=0)[O-] 4.990

*18 c1(cce(c(cl)C)[N+](=0)[O-])clcceecl -0.100

-19 Clc2cc(OC(C)=0)ccc2c2clcec(cc2)[N+]([O-])=0 1086

+20 clnc2cc(cce2[nH]1)[N+](=0)[O-] -1.830

*21 Clc2cc(ccc2c2clcc(cc2)[N+]([0-])=0)C 2.360

#22 clc2c(cccl)clecceecle(c2)[N+]([O-])=0 2.250

+23 c1(N)c2ccc3c(cccdccc(cel)c2c34)[N+]([O-])=0 204

+24 clc(ccc2cin(nc2)C)[N+]([O-])=0 -1.100

-25 cl(ccc2c3clcccleccc(cc2)c31)[N+](=0)[0-] 2.760

+26 clcc(c2c([N+]([O-])=0)ccc3c2clclc3cceccl)[N+](HO-] 3.620
+27 c1(N)c([N+]([O-])=0O)c(ccc1)N -3.000

-28 C1(c2c(cc(cc2)[N+]([O-])=0)c2cceec12)=0 2.660

-29 nlc2c(cccl)cec(cc2)[N+](=0)[O-] -1.080

#30 Clc2c(c3clcc(ce3)C#N)cec(c2)[N+]([O-])=0 2.510

-31 c1(ccc([N+](=0)[O-])ccl)clec([N+]([O-])=0)cccd.230

+32 ¢12¢3C=C(clcccc2eclc3ccc2cleecc2)[N+](=0)[08p0

-33 c1(cc2ccec3cdc2c2clecclecc5ecce(ce3)c4c5e21)RO-] 0.450
*34 Clc2cc(ccc2c2cec([N+](=0)[O-])cc12)O 1.680

#35 c1(Cl)c(cc(ccl)[N+](=O)[O-])[N+](=0)[O-] 0.300

*36 cl2c(cccc2)cc2c3cleccle(cec(ce2)c31)[N+](=0)[@760

+37 Clc2c(c3clcce(ce3)F)ccc([N+]([0-])=0)c2 2.680

-38 C1(c2cc([N+]([O-])=0)cc(c2c2ccc([N+]([O-])=0)a@)[N+](=0)[O-])=0
3.410

#39 c12c3ccdc(cleccc2C(=C3)[N+]([O-])=0O)cclccceccDod70
-40 Clc2cc(NC(=0)C(F)(F)F)ccc2c2clcc(cc2)[N+](=0)[@.810
#41 clc(ccc2cleccc2)[N+](=0)[O-] -0.300

+42 Clc2c(cce(c2)N)c2clec(cc2)[N+](=0)[O-] 1.560

#43 clc(c(C)cc2cleccc2)[N+](=0)[0-] 0.000

*44 C(=C\clccc(ccl)[N+]([O-])=0)/clccceel 0.690

#45 c1(ccc([N+](=0)[O-])ccl)cleccecl -0.300

+46 nlcccc2clc(cc(c2)OC)[N+]([O-])=0 -1.210

-47 c1(c2c(cccl)cecec2)[N+](=0)[0-] -0.610

#48 Clc2c(c3clcc(ce3)Br)ccc([N+](=0)[O-])c2 3.060

+49 nlc2c(cnlC)cc(cc2)[N+]([O-])=0 -1.100

+50 clc2c3c(c4ccec(ccl[N+](JO-])=0)c24)ccee3 3.010




-51 clc2c(cccl[N+](=0)[O-])clccececclCC2 1.990

*52 c1(ccc(N+]([O-])=0)cc1)[N+](=0)[O-] 0.150

-53 c12c(cc3cccdcse(c(cecd)[N+]([O-])=0)ccclc35)CCr@900

+54 c1c([N+](=0)[O-])cc2c3c1CCclcc(cc(CC2)c31)[N={F)[O-] 3.500

-55 clc2c(cccl[N+](=0)[O-])cclcececcclce2 2.950

+56 clc2c(cccl[N+](=0)[O-])nclccc(ccin2)[N+]([O-p=2.750

-57 c1(cccc2e(ccec12)[N+]([O-1)=0)[N+]([O-])=0 0.52

+58 clc2ccc3c(cccdcese(c(c(c1)[N+](=0)[O-])c2c34)CTH[N+](=0)[O-] 2.410
#59 c1([N+]([O-])=0)c2ccc3ccecacse(c(c(cl)[N+](=@N])c2c34)CCCC5 2.410
*60 Clc2c(c3clcc([N+]([O-])=0)cc3)ccc(c2)[N+](=O)Hp3.220

+61 O1=c2c(cc(c(c2)Cl)Cl)=0c2clcc([N+](=O)[O-])cd2730

#62 c1(C)c2c(cccl[N+](=0)[O-])ccee2 -0.700

*63 clc2c(cccl[N+]([O-])=0O)nclccecececln2 2.060

*64 c12[C@ @H]([C@H](C=Cclcclc3c2ccc2ccce(c(ccl)ecBRA([O-])=0)(0))0
2.800

+65 ¢12c3C=C(clcccc2eclc3c2c(ccl)cecec2)[N+](=0)[m260

+66 Clc2cc(Cl)ccc2c2clcece(cc2)[N+]([O-])=0 3.110

-67 c1(0O)c(N)ccc([N+](=0)[O-])cl -2.400

#68 C1(=0)c2c(c3clcc([N+](=0)[O-])cc3)ccc([N+]([Q=0)c2 3.190

*69 c1(cc(cc2cleccc2)[N+](=0)[O-])[N+](=0)[O-] -08D

*70 c1(ccc(ccl)N)clec([N+](=0)[O-])ccel -1.520

-71 c1(c(O)cc2c3c(ccc2)c2eccec2¢13)[N+](=0)[0-]&n2

-72 c12c(cc3cccdese(cecd[N+]([O-])=0)ccclce35)ccsel0

-73 Clc2c(c3clee(ce3)[N+]([O-])=0)c(ccc2)[N+](=O){B.200

*74 N1C(=0)C(c2clcce(c2)[N+](=0)[O-])=0 -0.940

+75 clcc(c2c3clccclecc(c(c4c2CCCC4)c31)[N+]([O-)fpG](=0)[0-] 2.190
+76 Clc2cc([N+](=0)[O-])ccc2c2ccececl2 1.430

*77 c1(cc(N)ccel)clecececl[N+](=0)[O-] -2.000

#78 clccc2c3c(ccc2)c2ce(ccdc(c2)cec(c4)[N+](=0)[eD 2.760

#79 c1(ccc(ccl)[N+]([O-])=0)clcce(ccl)[N+](=0)[01] 170

*80 c1(c(Cl)cceccl)[N+](=0)[O-] -1.720

-81 c1(ccccclN)clec([N+]([O-])=O)ccel -1.520

+82 c1(ccc(ccl)[N+](=0)[O-])clccceclC -0.230

-83 O1=c2ccc(cc2=0c2ccceccl2)[N+]([O-])=0 1.790

+84 clccc2cccc3c2clcle3c(cecl)[N+]([O-])=0 1.870

-85 c1([N+](=O)[O-])cc(cccl)[N+]([O-])=0 0.030

-86 [nH]1c2c(ccc(c2)[N+](=0)[O-])c2cceeccl? 1.010

#87 C=Cclccc(ccl)[N+](=0)[O-] -1.300

*88 cl2c3ccdcccccdc2ec2c(c1C=C3[N+](=0)[O-])ccccadd

#89 c¢12c¢3C=C(clcclc(c2cece3)cc2e(cl)cccc2)[N+](=C)D920

#90 olc2c(ccc([N+]([O-])=0)c2)c2cceccl2 1.450

*91 c1([N+]([O-])=0O)ccc(ccl)C(=0)C -1.540

*92 n1(C)ncc2clc(ccc2)[N+]([O-])=0 -1.000

*93 clc2ccc3ccecdc5e(c(c(cl)[N+](=0)[0-])c2c34)cBct. 590

-94 c12C=C[C@ @H]([C@H](c1lcclc3c2ccc2ecc(c(ccl)cl2)[[O-])=0)(0))O
3.080

*95 c1c2CCc3cccc4CCe(ccl[N+](=0)[O-])c2c34 1.580

*96 c1(ccc2c3clcccleccec(cdc2ecccd)c31)[N+]([O-1)2050

+97 clccc2c(cc3c4c(cce3)ceccle24)[N+]([0-])=0 3.390

-98 c1c([N+]([O-])=0)c(cc2c([N+]([O-])=0)ccccl2)[N[{O-])=0 1.510

-99 c1(cc(c2cce3c(ccecdeccclc2e34)[N+]([O-])=0)[N-)=0)[N+]([O-])=O
4.990

*100 Clc2cc(OC)ccc2c2clec(cec2)[N+]([O-])=0 2.790

*101 clnccc2c([N+]([O-])=0O)cccel2 -1.550

#102 C=1(c2cccc3cccc(C1)c23)[N+]([O-])=0 1.770

-103 c1(ccce(c1)N)cleecc(c1)[N+]([O-])=0 -1.700

*104 c1(c2ccc3ccecdc5e(c(cecl)c2c34)CCCCh)[N+]([©6)0.780

#105 C1(c2cc([N+](=0)[O-])cc(c2c2¢([N+](=O)[O-])oc12)[N+]([O-
1)=0)[N+](=0)[0-])=0 2.930

#106 clc2ccc3ccccdccc(ccl[N+]([O-])=0)c2c34 3.310

#107 clc2ccc3ccccdc5e(c(c(c1)[N+]([O-])=0)c2c34)CTB0.700

#108 c12c3c(c(ccleeen2)[N+]([O-])=0)ccen3 0.590

+109 cl(ccc2c3clc(cecleecce(cc2)c31)0)[N+]([O-])=@90

#110 clcc(c2c3c(cece2)c2c(ceec2)cl13)[N+]([O-])=0R6

-111 clcc(c2ccc3cccde5e3c2clclecce(c(ced)c51)[N+]IF)[N+](=0)[O-] 3.600
*112 C(=0)clccc([N+]([O-])=0)ccl -1.640

*113 C1Cc2c¢([N+](=O)[O-])ccc3c2clcec3 1.000

#114 cl(ccccclN)clcec(ccl)[N+](=0O)[O-] -1.700

-115 C1C=Cc2cc([N+]([O-])=0O)ccc12 0.080

*116 cl(ccc(F)ccl)[N+](=0O)[O-] -0.230

+117 cl12c(cc3cccdce(cee5edce3clec5)[N+]([0-])=0)CCar200

-118 c1(c(IN+](JO-])=0)cc(IN+](=0)[O-])ccl)clc(INKFO)[O-])cceel -0.190
+119 n1(c2c(cnl)cc(cc2)[N+](=0)[O-])C -0.820

+120 c1(c2c3c(c4cc(ce(ccl[N+]([0O-])=0)c24)[N+]([g=0)ccce3)[N+](=0)[O-]
3.160

-121 clcccc2ce3cc(cdcceeccdc3cccl2)[N+](=0)[0-] 1.750

+122 clccce(c(cl)C)cleec([N+]([O-])=0)c(c1)C -0.840

#123 c1(ccc(cclF)F)[N+]([O-])=0 -1.660

*124 clc2ccc3ccccdCCe(ccl[N+](=0)[O-])c2c34 3.270

+125 cl(cccc2clnclc(n2)cc(ccl)[N+]([O-])=0)[N+](HO)] 2.020

#126 c1(ccc(c(c1)[N+]([O-1)=0)[N+](=0)[O-])clccccly[N+]([O-])=0 1.920
-127 C=1c2ccce3c(cec(C1)c23)[N+](=0)[O-] 1.910

#128 N(clccc(ccl[N+](=0)[O-])[N+]([O-])=O)N -0.070

#129 COclcccccl[N+]([O-])=0 -2.700

*130 C(/C(clcceecl)=0)=C\clcec(IN+](=0)[O-])ccl 150

-131 C(clcccecl[N+]([O-])=0)=0 -1.920

-132 O1=c2cc(c(c(c2=0c2clcc(Cl)c(c2)Cl)CH[N+](=0))CI -1.400

+133 clc2ccc3cec(cc4CCe(ccl[N+](=0)[0-])c2c34)[N)=0 4.250

+51 clc2c(cccl[N+](=0)[0-])clcccecclCC2 1.990

-52 c1(cce([N+]([O-])=0)ccl)[N+](=0)[O-] 0.150

-53 c12c(cc3cccdc5e(c(ccd)[N+]([O-1)=0)cceclce35)CCTTo00

+54 c1c([N+](=0)[O-])cc2c3c1CCclcc(cc(CC2)c31)[N={¥)[O-] 3.500

-55 clc2c(cccl[N+](=0)[O-])cclcecececlce? 2.950

#56 clc2c(cccl[N+](=0)[O-])nclcce(cc1n2)[N+]([O-1p=2.750

#57 c1(cccec2c(ccecl12)[N+]([0-])=0)[N+]([O-])=0 0.52

-58 clc2ccc3c(cec4c5e(c(c(cl)[N+](=0)[O-])c2c34)OTH)[N+](=0)[O-] 2.410
#59 c1([N+]([O-])=0)c2ccec3ccecacse(c(c(cl)[N+](=@N[)c2c34)CCCC5 2.410
+60 Clc2c(c3clcc([N+]([O-])=0O)cc3)cce(c2)[N+](=O}8.220

#61 O1=c2c(cc(c(c2)Cl)Cl)=0c2clcc([N+](=0)[O-])ct2730

-62 c1(C)c2c(cccl[N+](=0)[O-])ccec2 -0.700

*63 clc2c(cccl[N+]([O-])=O)nclcceceecln2 2.060

+64 c12[C@@H]([C@H](C=Cclcclc3c2ccc2ecce(c(ccl)dsz][[0-])=0)(0))O
2.800

+65 ¢12c3C=C(clccec2eclce3c2ce(cel)cecc2)[N+](=0)[@ZA60

-66 Clc2cc(Cl)ccc2c2clec(cc2)[N+]([O-])=0 3.110

#67 c1(O)c(N)ccc([N+](=0)[O-])cl -2.400

#68 C1(=0)c2c(c3clcc(IN+](=0)[O-])cc3)cec([N+]([Q=0)c2 3.190

#69 c1(cc(cc2cleecc2)[N+](=0)[O-])[N+](=0)[O-] -C60

*70 cl(cce(ccl)N)clec([N+](=0)[O-])ccel -1.520

#71 c1(c(O)cc2c3c(cecec2)c2eccec2c13)[N+](=0)[0O-16D2

-72 c12c(cc3cccdcse(cecd[N+]([O-])=0)ccclce35)ccse?10

+73 Clc2c(c3clce(ce3)[N+]([O-1)=0)c(ccc2)[N+](=O){cB.200

-74 N1C(=0O)C(c2clccc(c2)[N+](=0)[0-])=0 -0.940

*75 clcc(c2c3clccclecc(c(c4c2CCCC4)c31)[N+]([O-])HOH (=0)[O-] 2.190
*76 Clc2cc([N+](=0)[O-])ccc2c2cccccl2 1.430

+77 c1(cc(N)cccl)cleccecl[N+](=0)[O-] -2.000

#78 clccc2c3c(cec2)c2ce(ceac(c2)cec(cd)[N+](=0O)[enh 2.760

#79 c1(ccc(cc1)[N+]([O-])=0)clcec(ccl)[N+](=0)[01 170

+80 c1(c(Cl)cceccl)[N+](=0)[0-] -1.720

#81 c1(cccccIN)clec([N+]([O-])=0)cccl -1.520

#82 c1(ccc(ccl)[N+](=0)[O-])clccceclC -0.230

-83 O1=c2ccc(cc2=0c2cccccl2)[N+]([0-])=0 1.790

*84 clccc2cccc3c2clclc3c(cecl)[N+]([O-])=0 1.870

*85 c1([N+](=O)[O-])cc(cccl)[N+]([O-])=0 0.030

#86 [nH]1c2c(ccc(c2)[N+](=0)[O-])c2cceccl2 1.010

+87 C=Cclccc(ccl)[N+](=0)[O-] -1.300

+88 c12c3cc4cccccdc2ec2c(c1C=C3[N+](=0)[O-])cccd40

-89 ¢12c¢3C=C(clcclc(c2cee3)cc2c(cl)cccc2)[N+](=C) @920

#90 olc2c(ccc(IN+]([O-])=0O)c2)c2cceecl2 1.450

+91 c1([N+]([O-])=0O)ccc(ccl)C(=0)C -1.540

*92 n1(C)ncc2clc(cecc2)[N+]([O-])=0 -1.000

*93 clc2ccc3ccccdc5e(c(c(c1)[N+](=0)[O-])c2c34)cc 590

#94 c12C=C[C@@H]([C@H](clcclc3c2ccc2ecc(c(ccl)ds2)([O-])=0)(0))O
3.080

*95 c1c2CCc3cccc4CCe(ccl[N+](=0)[O-])c2c34 1.580

*96 c1(ccc2c3clccclecec(cdc2cceccd)c31)[N+]([O-])2050

-97 clccc2c(cc3c4c(cee3)ceelc24)[N+]([O-1)=0 3.390

+98 c1c([N+]([O-])=0)c(cc2¢(IN+]([O-])=O)ccccl2)[NH{O-])=0 1.510

*99 c1(cc(c2ccc3c(ceccdcccle2c34)[N+]([O-])=O)[N+{])=0O)[N+]([O-])=O
4.990

+100 Clc2cc(OC)cecc2c2clcc(cec2)[N+]([O-])=0 2.790

*101 clnccc2c([N+]([O-])=0O)ccccl2 -1.550

-102 C=1(c2ccce3ccec(C1)c23)[N+]([0-])=0 1.770

+103 c1(ccee(cl)N)clecee(c1)[N+]([O-])=0 -1.700

#104 c1(c2ccc3ccccdc5ce(c(cecl)c2c34)CCCCh)[N+]([©3)0.780

#105 C1(c2cc([N+](=O)[O-])cc(c2c2¢([N+](=O)[O-])ce12)[N+]([O-
)=0)[N+](=0)[O-])=0 2.930

-106 clc2ccc3ccecdccc(ccl[N+]([O-])=0)c2c34 3.310

#107 clc2ccc3ccccdc5e(c(c(c1)[N+]([O-])=0)c2c34)CTB0.700

#108 c12c3c(c(ccleeen2)[N+]([O-])=0)ccen3 0.590

#109 c1(ccc2c3clc(cclecee(cc2)c31)0)[N+]([O-])=8aM

*110 clcc(c2c3c(cecec2)c2e(ceccc2)c13)[N+]([O-])=0 Bo6

#111 clcc(c2ccc3cccdcse3c2clelecc(c(ccd)c51)[N+]ED)[N+](=0)[O-] 3.600
*112 C(=0)clccc(IN+]([O-])=O)ccl -1.640

#113 C1Cc2c([N+](=0)[O-])ccc3c2clceec3 1.000

-114 c1(cccecclN)clecc(cel)[N+](=0)[O-] -1.700

*115 C1C=Cc2cc([N+]([O-])=O)ccc12 0.080

+116 cl(ccc(F)ccl)[N+](=0)[O-] -0.230

-117 c12c(cc3cccdce(cee5e4c3clec5)[N+]([0-])=0)CCArT200

+118 c1(c([N+]([O-])=0)cc([N+](=0O)[O-])ccl)clc(INKFO)[O-])cceel -0.190
-119 n1(c2c(cnl)cc(cc2)[N+](=0O)[O-])C -0.820

+120 c1(c2c3c(cacc(ce(ccl[N+]([O-])=0)c24)[N+]([Q=I0)ccce3)[N+](=0)[O-]
3.160

*121 clccec2c3cc(cdcceccdc3eccl2)[N+](=0)[0-] 1.750

-122 clcec(c(c1)C)clecc(IN+]([O-])=O)c(c1)C -0.840

#123 c1(ccc(cclF)F)[N+]([O-])=0 -1.660

*124 clc2ccc3ccecdCCe(ccl[N+](=0)[O-])c2c34 3.270

-125 c1(ccecc2cinclc(n2)cc(ccl)[N+]([O-])=O)[N+](H0)] 2.020

-126 c1(ccc(c(c1)[N+]([O-])=0)[N+](=0)[O-])clccccly[N+]([O-])=0 1.920
*127 C=1c2cccc3c(cec(C1)c23)[N+](=0)[0-] 1.910

-128 N(clccc(ccl[N+](=0)[O-])[N+]([O-])=O)N -0.070

#129 COclcccccl[N+]([O-])=0 -2.700

-130 C(/C(clcceecl)=0)=C\clccc([N+](=O)[O-])ccl 150

#131 C(clccececl[N+]([O-])=0)=0 -1.920

-132 O1=c2cc(c(c(c2=0c2clcc(Cl)c(c2)Cl)CI)[N+](=0})CI -1.400

-133 clc2ccc3cc(cc4CCe(ccl[N+](=0)[0-])c2c34)[N€¥])=0 4.250




*134 c1(cce(c(c1)CI)F)[N+](=0)[O-] -1.210

#135 cl(cc(c2ccc3cccc4c3c2elecd)[N+]([O-])=0)O 8.87

-136 c1c([N+]([O-])=0)c(c2c3c(ccc2)c2c(cecec2)c13YNEO)[O-] 2.620
#137 nlc2c(cn1C)ccc([N+](=0)[O-])c2 -0.410

+138 c1(Cl)cc(c(ccl)N)[N+](JO-])=0 -2.000

#139 c1(IN+](=0)[O-])c2c(cccl)cccc2[N+]([O-])=0 M9

+140 c1(c(Cl)c(Cl)cccl)[N+](=0)[O-] -1.510

*141 O1=c2c(=0c3clcc(c(c3)[N+](=0)[O-])Cl)cc(c(cA)Cl -0.530
#142 CCOclccceccl[N+](=0)[0-] -2.220

#143 c1(c(Cl)cce(c1)CI)[N+](=0)[O-] -1.540

-144 c1(ccce(c1)N)cleec(ccl)[N+](=0)[O-] 0.250

+145 c1(ccc(N)ccl)cleec([N+](=0)[O-])ccl 0.190

*146 c1([nH]c2c(n1)cc(cc2)[N+]([O-])=0)C -0.510

+147 C1=Cc2c(ccc3cccclce23)[N+](=0)[0-] 1.770

-148 c1c([N+](=0)[O-])ccc2nc3cc([N+]([O-])=0O)ccc3m2 4.340
+149 [nH]1c2c(cnl)cccc2[N+](=0)[O-] 0.110

*150 clc2c3c(c4cc(ce(ccl[N+](=0)[O-])c24)[N+](=O)ffcccc3 2.320
-151 C1Cc2ccc(c3cceclc23)[N+](=0)[O-] 0.580

*152 c1([nH]c2c(n1)cccc2)[N+](=0)[O-] 0.000

#153 COclc(cc([N+]([0-])=0)cc1)[N+](=0)[O-] -1.890

*154 N1c2c(CC1l)cce(c2)[N+]([O-])=0 -0.480

#155 cl(ccc2c3clecclecce(c(cc2)c31)O)[N+]([0-])=G4n

+156 Clc2c(ccc(c2)NC(=0)C)c2ccce(ccl2)[N+](=0)[0-820

*157 c1(ccc2c3clecclce(cec(cc2)c31)O)[N+]([0-])=@a0

-158 Nclc(Br)cc(cc1[N+](=O)[O-])[N+](=0)[O-] -1.320

+159 clc2ccce3c(ceccdcse(c(c(cl)[N+]([O-])=0)c2c34es)[N+](=0)[O-] 1.990

#160 clc([N+]([O-])=0)cc2c3clceclec(ce(cc2)c31)[K=D)[O-] 4.580
#161 c1(IN+](=O)[O-])cc(c2ccec3cceccdc3c2elccd)[N€¢])=0 5.040
-162 clccc2c3c(cec2)c2ec([N+](=0)[O-])ccc2c13 4.050

#163 c1(cc(OC(=0)C)c2ccc3ccccdc3c2clccd)[N+](=0) 220

+164 c1(ccc2cec3cdc(cee3[N+]([O-])=0)ccclc24)[N)=0 5.060
#165 COclccc(ccl)[N+]([O-])=0 -2.700

-166 c1(c([N+]([O-])=0)cc(ccl)[N+]([O-])=0)F 1.200

*167 cl(cccc2clnclc(n2)ccecl)[N+]([O-])=0 0.870

*168 [nH]1c2c(cnl)cec(c2)[N+](=0)[O-] 0.660

*169 c1(cce(c(c1)[N+](=0)[O-])[N+]([O-])=0O)clccc(dg[N+]([O-])=0 2.600
-170 c1c2c3c(c4ccee(c(cl)[N+](=0)[O-])c24)ccc(c3HNEO)[O-] 5.020
*171 O1=c2c(=0c3cc(c(cc13)CI)Cl)c(Cl)c(Cl)c(c2CHN=0)[O-] -0.330
-172 C1c2c(C=C1)ccc(c2)[N+]([O-])=0 0.960

*173 c1(ccce2nc3c(c(cec3)[N+](=0)[O-1)nc12)[N+]([P=0 1.260

+174 nlc2c(cnl1C)cccc2[N+](=0)[O-] 0.230

+175 C(/C(clccc(IN+](=0)[O-])cc1)=0)=C\clccc([N+JFB[O-])ccl -1.420
-176 clcc([N+]([O-])=0)c2c3c4c(cc2)ccc2cdcdc(cc2yedcl3)[N+]([O-])=0
4.330

#177 c1(N)c(cc(N)ccl)[N+]([O-])=0 -1.110

-178 Cclnc2c(ccl)cccc2[N+](=0)[0-] -2.700

#179 c1(IN+](=O)[O-])c2ccc3c(ccecdecc(cecl)c2c34)[E-])=0 5.390
+180 clcc(c2cccc3c2clcle3c(cccl)[N+]([O-])=0O)[N-€¢[)=0 5.090
#181 c1(ccc(c(cl)[N+]([O-])=0)[N+](=0)[O-])F -1.840

+182 N1c2¢(CC1)ce(cc2)[N+](=0)[0-] -0.170

+183 clc2c(cccl[N+](=0)[O-])clc(cececl)clec2eececcl1aD0

*184 [nH]1c2c(cc(cc2)[N+](=0)[O-])c2clccec2 1.180

+185 c1(ccce(cl)[N+]([O-])=O)clcccecl -1.580

*186 c1(c([N+]([O-])=O)cccel)clecccecl -2.100

#187 c1(c(ccc2clcecc2)C)[N+](=0)[O-] -0.290

*188 C(/clcce(ccl)[N+]([O-])=0)=C\clccc(ccl)N 0.530

+189 C(=C\clcc(Cl)cecl)/clecc(ccl)[N+]([O-])=O 0®5

*190 C(=C\clccc(ccl)Cl)/clecc([N+](=0)[O-])ccl 1a7

#191 C(=C\clccce(c1)C#N)/cleec([N+](=0)[O-])ccl a6

-192 C(=C\clccc(C#N)ccl)/cleec(cecl)[N+](=0)[O-] TaL

+193 C(/clccc([N+](=0)[O-])ccl)=C\clcc(OC)ceccl 0092

#194 C(=C\clccc(OC)ccl)/clcec(ccl)[N+](=0)[O-] 0056

*195 C(=C\clcc([N+](=0)[O-])ccel)/clcec(ccl)[N+](3¢D-] 1.900

-196 C(=C\clccc([N+]([O-])=0)ccl)/clcec(ccl)[N+](3[®-] 1.990

*197 C(/clccc([N+](=0)[O-])ccl)=Cl/clcc(C#N)ceccl 1@

*198 C(/clcce(ccl)[N+]([0-])=0)=C/clccc(ccl)C#N a®

*199 clc(ccc(SC)cl)[N+]([O-])=0 -1.010

+200 clc(cce(SCC)cl)[N+]([O-])=0 -0.740

+201 clc(ccc(SCCC)cl)[N+]([0-])=0 -0.720

-202 S(c1cce(ccl)[N+](=0)[0-])CCCC -0.360

+203 clc(cce(SCC=C)c1)[N+]([O-])=0 0.610

*204 [N+](clcee(SCc2ccecc2)ccl)(=0)[0-] 0.450

*205 clcc(cccl[N+](=0)[O-])Sclcccecl 0.450

+206 S(clccc(ccl)N)cleec([N+](=0)[O-])ccl -0.740

*207 clccc2ce3clc(ccleecee(c4c2CCCC4)c31)[N+]([O-])2@30

-208 c12¢([C@H](CCC2)O)cc2cec3cac(c(cc3)[N+](=0O)eeclc24 1.200
#209 cl12c3cccdcecc(csecc(cc2[C@@H](0)(CCC1))c3c4b)0O)[O-] 1.200
*210 clccc2ce3clc(ccleccc(cdc2cececd)c31)[N+](=0)[@2990

#211 c1([N+](=0)[O-])c2c(c(c3ccecdc5e(c(ccl)c2ecIes5)CC(=0)[O-
])CC(=0)[O-] 2.030

-212 c1([N+](=O)[O-])c2ccc3ccecac5e(c(c(cl)[N+](=D)])c2c34)cececs 3.930

#213 c1(ccc(c(c1)CC)[N+]([O-])=O)clceccccl -1.270

+214 c1(cce(c(c1)C(C)C)[N+]([O-])=O)clcccecl -1.390
#215 c1(cc(CC)c([N+](=0)[O-])c(c1)CC)clcceecl -1061
-216 c1(cc(C(C)C)c(IN+]([O-])=0)c(c1)C(C)C)clccecell 960
#217 cl(ccc(ccl)[N+](=O)[O-])clc(ccecl)CC -1.600

#218 cl(ccc(ccl)[N+](=0)[O-])clecee(ccl)C -0.660

-219 cl1(ccc(cc1)[N+](=0)[O-])clcec(ccl)CC -0.980

-134 c1(ccc(c(c1)CI)F)[N+](=0)[0-] -1.210

#135 cl(cc(c2ccc3ccccdc3c2clecd)[N+]([0-])=0)0 8.87

-136 c1c([N+]([O-])=0O)c(c2c3c(ccc2)c2c(cecec2)c13HNE=O)[O-] 2.620
*137 nlc2c(cn1C)ccc([N+](=0)[O-])c2 -0.410

*138 c1(Cl)cc(c(cc1)N)[N+]([O-])=0 -2.000

+139 c1([N+](=0)[O-])c2c(cccl)ccecc2[N+]([O-])=0 9

#140 c1(c(Cl)c(Cl)cccl)[N+](=0)[O-] -1.510

+141 O1=c2c(=0c3clcc(c(c3)[N+](=0)[O-])Cl)cc(c(c2)Cl -0.530
+142 CCOclcceccl[N+](=0)[0-] -2.220

*143 c1(c(Cl)cec(c1)Cl)[N+](=0)[O-] -1.540

#144 cl(ccce(cl)N)clece(ccl)[N+](=0)[O-] 0.250

+145 c1(ccc(N)ccl)cleec([N+](=0)[O-])ccl 0.190

#146 c1([nH]c2c(nl)cc(cc2)[N+]([O-])=0)C -0.510

#147 C1=Cc2c(ccc3cceclc23)[N+](=0)[0-] 1.770

+148 c1c([N+](=0)[O-])ccc2nc3cc([N+]([O-])=0)ccc3hz 4.340

+149 [nH]1c2c(cnl)ccec2[N+](=0)[0-] 0.110

-150 c1c2c3c(c4cc(cc(ccl[N+](=0)[O-])c24)[N+](=O)ffpccce3 2.320
-151 C1Cc2ccc(c3cccclc23)[N+](=0)[O-] 0.580

#152 c1([nH]c2c(nl)cccc2)[N+](=0)[O-] 0.000

*153 COclc(cc(N+]([O-])=0)ccl)[N+](=0)[O-] -1.890

#154 N1c2c(CC1)cce(c2)[N+]([O-])=0 -0.480

*155 c1(ccc2c3cleccleec(c(cc2)c31)O)[N+]([O-])=CB40

#156 Clc2c(ccc(c2)NC(=0)C)c2ccce(ccl2)[N+](=0)[0-320

+157 cl(ccc2c3clecclce(cee(cec2)c31)O)[N+]([O-])=@9n

-158 Nclc(Br)cc(cc1[N+](=O)[O-])[N+](=0)[O-] -1.320

-159 clc2cce3c(ceecdese(c(c(c1)[N+]([O-1)=0)c2c34)cs)[N+](=0)[O-] 1.990
#160 c1c([N+](JO-])=0)cc2c3clccclec(ce(cc2)c3l)[=D)[O-] 4.580
+161 c1([N+](=0)[O-])cc(c2ccc3cccc4c3c2clecd)[N€¢])=0 5.040
+162 clccc2c3c(cecec2)c2ec([N+](=0)[O-])ccc2c13 4.050

-163 c1(cc(OC(=0)C)c2ccc3cccc4c3c2elecd)[N+](=0) @220

*164 c1(ccc2ccc3cdc(cce3[N+]([O-])=0)ccclc24)[N-4){)=0 5.060
#165 COclccc(ccl)[N+]([O-])=0 -2.700

+166 c1(c(IN+]([O-])=O)cc(cc1)[N+]([O-])=O)F 1.200

#167 cl(cccc2clnclc(n2)ccecl)[N+]([O-])=0 0.870

*168 [nH]1c2c(cnl)cce(c2)[N+](=0)[O-] 0.660

*169 c1(ccc(c(c1)[N+](=0)[O-])[N+]([O-])=0O)clccc(d)[N+]([O-])=0 2.600
+170 clc2c3c(cdccec(c(cl)[N+](=0)[O-])c24)ccc(c3HNEO)[O-] 5.020
*171 O1=c2c(=0c3cc(c(cc13)Cl)Cl)c(Cl)c(Cl)c(c2CIHN=0)[O-] -0.330
#172 Clc2c(C=C1)ccc(c2)[N+]([O-])=0 0.960

+173 c1(ccce2ne3ce(c(cee3)[N+](=0)[O-])ncl2)[N+](Ip=0 1.260
+174 nlc2c(cn1C)cccc2[N+](=0)[O-] 0.230

-175 C(/C(clccc([N+](=0)[O-])cc1)=0)=C\clccc(IN+IR[O-])ccl -1.420
+176 clcc([N+]([O-])=0)c2c3c4c(cc2)ccc2cdcac(ce2)edcl3)[N+]([O-])=0
4.330

-177 c1(N)c(cc(N)cc1)[N+]([O-])=0 -1.110

+178 Cclnc2c(ccl)ccec2[N+](=0)[O-] -2.700

*179 c1([N+](=O)[O-])c2ccc3c(ccedccc(cel)c2c34)[ND-])=0 5.390
*180 clce(c2cccc3c2clcle3c(ceccl)[N+]([O-])=0)[N-€)=0 5.090
-181 c1(ccc(c(c1)[N+]([O-])=0)[N+](=0)[O-])F -1.840

+182 N1c2c(CC1)ce(cc2)[N+](=0)[0-] -0.170

-183 clc2c(cccl[N+](=0)[O-])clc(ccecl)clc2eccc1900

*184 [nH]1c2c(cc(cc2)[N+](=0)[O-])c2clccec2 1.180

*185 cl(ccee(cl)[N+]([O-])=O)clcceccl -1.580

-186 c1(c([N+]([O-])=0O)ccccl)cleccecl -2.100

#187 c1(c(ccc2clcccc2)C)[N+](=0)[O-] -0.290

*188 C(/clcce(ccl)[N+]([O-])=0)=C\clcce(ccl)N 0.530

-189 C(=C\clcc(Cl)ceecl)/cleec(cecl)[N+]([O-])=0 0®5

*190 C(=C\clccc(ccl)Cl)/clccc([N+](=0)[O-])ccl 1a7

*191 C(=C\clcccc(cl)C#N)/clcece([N+](=O)[O-])ccl DB

+192 C(=C\clccc(C#N)ccl)/clecc(ccl)[N+](=0)[O-] 10

#193 C(/clccc([N+](=0)[0-])ccl)=C\clcc(OC)cecl 0092

*194 C(=C\clccc(OC)ccl)/cleec(ccl)[N+](=0)[O-] 066

-195 C(=C\clcc([N+](=0)[O-])cccl)/clecc(ccl)[N+](3[@-] 1.900
#196 C(=C\clccc(IN+]([O-])=0O)ccl)/clcee(ccl)[N+](3{0-] 1.990
#197 C(/clccc([N+](=0)[O-])ccl)=C/clcc(C#N)ccel 100

*198 C(/clcce(ccl)[N+]([O-])=0)=C/clccc(ccl)C#N a®

*199 clc(ccc(SC)cl)[N+]([O-])=0 -1.010

-200 clc(cce(SCC)cl)[N+]([0-])=0 -0.740

#201 clc(ccc(SCCC)cl)[N+]([0-])=0 -0.720

#202 S(clcce(ccl)[N+](=0)[0-])CCCC -0.360

-203 clc(cce(SCC=C)c1)[N+]([O-])=0 0.610

*204 [N+](clcce(SCc2ccccc2)ccl)(=0)[0-] 0.450

*205 clcc(cccl[N+](=0)[O-])Sclcccccl 0.450

#206 S(clccc(ccl)N)cleec([N+](=0)[O-])ccl -0.740

#207 clccc2c3clc(cclecec(c4c2CCCC4)c31)[N+]([O-]=280

-208 c1l2c([C@H](CCC2)O)cc2cec3cdc(c(ce3)[N+](=0O)@eclc24 1.200
-209 c12c3cccdccc(c5ccc(cc2[C@@H](0)(CCC1))c3c4b)(N0)[O-] 1.200
+210 clccc2c3clc(cclecec(cdc2eececcd)c31)[N+](=0) IR0

*211 c1([N+](=O)[O-])c2c(c(c3ccecac5e(c(cecl)c2¢c3dyc5)CC(=0)[O-
J)CC(=0)[O-] 2.030

*212 c1([N+](=O)[O-])c2ccc3ccccdc5e(c(c(c1)[N+](=[@-])c2c34)ccec5 3.930
-213 c1(cce(c(c1)CC)[N+]([O-])=O)clcceecl -1.270

+214 c1(cce(c(cl)C(C)C)[N+]([O-])=0O)clcccecl -1.390

+215 c1(cc(CC)c([N+](=0)[O-])c(c1)CC)clcceeel -1061

#216 c1(cc(C(C)C)c([N+]([0O-])=0)c(c1)C(C)C)clcceceell 960

-217 c1(ccc(ccl)[N+](=0)[O-])clc(ccecl)CC -1.600

#218 c1(ccc(ccl)[N+](=0)[O-])clcec(ccl)C -0.660

+219 c1(ccc(ccl)[N+](=0)[O-])clccc(ccl)CC -0.980




*220 c1(ccc([N+]([O-])=0O)ccl)cleec(C(C)C)ecl -1.960

+221 c1(ccc([N+](=0)[O-])ccl)clcec(ccl)CCCC -1.140

*222 c1(cce(ccl)[N+]([O-])=0O)clccec(cl)C -0.810

#223 c1(ccc(IN+](=0)[O-])ccl)clce(C)ec(cl)C -1.840

*224 c1(ccc(ccl)[N+](=0)[O-])clec(ce(cl)C(C)(C)C)C)(C)C -1.930
*225 c1(ncc(ccl)[N+]([O-])=O)clcceecl -0.540

#226 c1(ccc([N+]([O-])=0O)cnl)clcec(C(C)(C)C)ccl a0

-227 Clc2c(c3clce(ce3)[N+](=0)[O-])cce(c2)C(C)(CYT430

+228 Clc2c(c3clec([N+](=0)[O-
Dee3d)eee([C@@H]L([C@HI3(CIC@@H]4(C[C@H](C3)(C[C@@HCA4))))))c2
-1.030

+229 [nH]1c2c(c3clc([N+]([O-])=0)ccc3)ceec2 -0.830

#230 C(=C\clccc(ccl)[N+]([O-])=0)/clcec(C)ecl 0.260

*231 C(/clcee(CC)ecl)=C\clecc([N+](=0)[O-])ccl -aet

#232 C(/clcec(C(C)C)ccl)=Clclcec([N+](=0)[O-])ccil 00

*233 C(/clcee(ccl)C(C)(C)C)=C\clcee(ccl)[N+]([O-P=1.460

+234 C(=C\clccc([N+](=0)[O-])ccl)/clcec(ccl)[C@@BIE)C -0.640
+235 [n+]1(c2c(c(cc1)[N+](=O)[O-])ccece2)[O-] 1.980

+236 clccec2ec3c(ceee3)c([N+](=0)[O-])c12 -0.400

+237 cl2cceecle(cle3c2cecc2ccec(CCL)e32)[N+]([O-])3:=300

-238 clcc2c(ccl)C(clc3c(ceel)cec(c23)[N+]([0-])=0)3.750

+239 clccc2C(=0)c3ccccde3c(c2cl)ce(c4)[N+](=0)[@4300

-240 clccc2C(=0)c3cccc4c3c(c2el)cccd[N+](=0)[0dZR

+241 clc([N+](=0)[O-])cc2c(c1)clc3c(C2=0)cccc3cekt 930

-242 clccc2c(c3c4c(C2=0)cceccdcecc3)c1[N+](=0)[O78m

*243 clcc2c(cc1[N+]([O-])=0)C(clc3c(ceccl)cec(c23)NO-])=0)=0 4.620
*244 clc(cc2C(=0)c3ccccdc3ce(c2el)ceccd[N+]([O-])=Ry(=0)[O-] 4.670
-245 clccc2C(=0)c3c4c(c2c1[N+](=0)[O-])ccc(caccdB|(=0)[O-] 3.520
-246 nlc2c(ccecl)cle(c(cecl)[N+]([O-])=0)cc2 2.080

-247 clc2c(nccl)clec([N+]([O-])=O)ccclec2 -0.160

-248 c1c2c(nccl)cle(c(cecl)[N+]([O-])=0)cc2 2.270

#249 clccc(c2c3ccccc3nccl2)[N+]([0-])=0 1.400

#250 clcceec2ce3c(cecece3nccl2)[N+](=0)[O-] 0.130

#251 clc2c(cccl)cle(cee(cl)[N+]([0O-])=O)nc2 2.210

-252 clc2c(cccl)clc(cc(cecl)[N+]([O-])=0O)nc2 2.010

+253 [n+]1(ccecec2c3c(ccec3cecl2)[N+]([O-])=0)[O-]. 420

*254 [n+]1(c2c(cccl)cle(cec(cl)[N+]([O-])=0)cc2)[Pt.560

-255 [n+]1([O-])c2c(ccecl)clc(c(cecl)[N+](=0)[O-])2d.960

*256 clcc[n+]([O-])c2c3c(ccee3[N+]([O-])=0)ccc12180

-257 clcc[n+]([O-])c2c3cc(IN+](=0)[O-])ccec3cecc12230

-258 clc2c([n+](cc1)[O-])clc(c(cccl)[N+]([O-])=0)2cl.210

+259 c1(cccc2c3c(ceee3)[n+]([O-])ccl2)[N+]([O-])=B260

*260 c1c(IN+]([O-])=O)ccc2cic[n+](clc2ccecl)[O-]710

#261 clcc([N+]([O-])=O)cc2cicn+](clc2cececcl)[O-N1B0

*262 clccec2ce3c(ceee3[n+]([O-])cc12)[N+](=0)[O-] ar0

*263 c1(cc[n+]([O-])c2c3c(ccce3[N+]([O-])=0)cccl ] ([O-])=0 3.470
#264 c1(IN+](=0)[O-])cc[n+](c2clccclc2eccc[N+]([{p=0)[O-] 3.200
+265 c1(C)ccc(ccl[N+](=0)[O-])[N+]([0-])=0 -1.220

#266 c1(c(ccccl[N+](=0)[O-])[N+](=0)[O-])C -1.700

-267 Clc2c(cccc2N)c2ccc([N+]([0-])=0)ccl2 1.750

#268 Clc2c(NC(=0)C)ccec2c2clcce(cc2)[N+](=0)[O-]104

*269 clcc2c3C=C[C@ @H]([C@H](c3cc3c2c2clcc(cc2ec3YND-])=0)O)(O)
2.820

*270 clcc2c3[C@H](O)[C@H](C=Cc3cc3c2c2clcc(cc2eh3lf([O-1)=0)(0)
2.730

*271 cl2ccccc2cc2c3clecclec(ce(cc2)c31)[N+]([O-])3Q40

-272 0lc2c(c3cleec(c3)[N+]([O-])=0)cc(cc2)[N+]([Q=0 2.370

#273 0lc2c(c3clc(cce3)[N+](=0)[O-])ccec2 -0.370

#274 olc2ccc(cc2c2cleccc2)[N+]([O-])=0 1.780

#275 o0lc2c(c3clcccc3[N+]([O-])=0O)ccec2 1.100

+276 0lc2c(c3clcc(ce3)[N+]([O-])=0)cce(c2)[N+]([Q=0 2.360

+277 Clc2ccc(IN+]([O-])=O)cc2c2cccccl2 0.870

+278 C1(=0)c2c(c3clcc([N+](=0)[O-])cc3)ccec2 2.490

#279 cl2ccc(cc2c2c(c(01)=0)ccec2)[N+](=0)[O-] 1.150

*280 c12sc3c(c2cc(ccl)[N+]([O-])=O)ccee3 2.440

-281 c12cc(cecclele(s2)ceecl)[N+](=0)[O-] 2.660

*282 cl12oc(c3c(c2ccc(c1)[N+](=0)[O-])ccce3)=0 1.490

-283 clc2c(cccl[N+](=0)[O-])cleccc3CCCCc3clCC2 -D.20

-284 c12c(cc3CCc4c5e(cc(c4)[N+](=0)[O-])CCclc35)ATX0.600
#285 cl2ccc(cc2CCc2cc3CCCCc3ccl2)[N+](=0)[0-] -0.24

+286 Nclcce(c(cl)[N+](=O)[O-])clcecec(N)ccl 2.510

-287 Nc1c([N+](=0)[O-])cc(c2cce(N)cec2)cecl 2.560

-288 Nclccc(ccl[N+](=O)[O-])clcce(c(cl)[N+](=O)[ON 2.490

+289 c12c3c(ccc2cec(ccl)[N+](=0)[O-])cclc(cecc2el@ed 2.740
*290 cl12ccc(cc2CCc2cc3c4c(CCe3ccl2)ccecd)[N+](=Q) 790
+291 c1(ccc([N](=0)O)c(c1)Cl)cleec([N](=0)O)c(c1)TI950

#292 c1(ccc(N)c(c1)Clyclcec([N](=0)O)c(c1)Cl 1.900

+293 c1(cc(Cl)c(NC(C)=0)ccl)clec(Cl)c([N](=0)0)ce1660

+294 c1(cc(Cl)c(N)c(c1)[N](O)=0)clccc([N](=0)O)c(xll 4.820

#295 cl(ccc2c3clccclce(cee(c31)clc2ecccl)[N](O)=QIMNEO 5.450

-220 c1(ccc([N+]([O-])=0O)ccl)clecc(C(C)C)ecl -1.960

+221 cl(ccc([N+](=0)[O-])ccl)clcec(ccl)CCCC -1.140

#222 cl(ccc(ccl)[N+]([0-])=0O)clccec(cl)C -0.810

*223 c1(ccc(IN+](=0)[O-])ccl)clec(C)ec(cl)C -1.840

#224 c1(ccc(ccl)[N+](=0)[O-])clcc(cc(cl)C(C)(C)CI)(C)C -1.930
-225 c1(ncc(ccl)[N+]([O-])=O)clcccecl -0.540

*226 c1(ccc([N+]([O-])=0)cnl)clccc(C(C)(C)C)ccl D0

-227 Clc2c(c3clec(cc3)[N+](=0)[O-])cce(c2)C(C)(CYT430

+228 Clc2c(c3clec([N+](=0)[0-
Dee3)ece([C@@H]L([C@H]3(C[C@@H]4(C[C@H](C3)(C[C@@HCA4))))))c2 -
1.030

*229 [nH]1c2c(c3clc([N+]([O-])=O)cce3)ccece? -0.830

#230 C(=C\clcce(ccl)[N+]([O-])=0)/clccc(C)ecl 0.260

*231 C(/clcec(CC)ecl)=Clclecc(IN+](=0)[O-])ccl -aat

*232 C(/clcec(C(C)C)ccl)=C\clccc([N+](=0)[O-])ccl.000

#233 C(/clcee(ccl)C(C)(C)C)=C\clcee(ccl)[N+]([09=1.460

*234 C(=C\clccc([N+](=0)[O-])ccl)/clecc(ccl)[C@@MFIC)C -0.640
+235 [n+]1(c2c(c(ccl)[N+](=O)[O-])ccec2)[O-] 1.980

+236 clcccc2ec3c(ceee3)c([N+](=0)[O-])c12 -0.400

-237 cl12ccceclce(cle3c2ccc2cecec(CCl)c32)[N+]([O-])3:600

#238 clcc2c(ccl)C(cle3c(cecl)cec(c23)[N+]([0-])=0)3.750

*239 clccc2C(=0)c3ccec4c3c(c2cl)cc(cd)[N+](=0)[@-200

*240 clccc2C(=0)c3ccecdce3c(c2cl)cccd[N+](=0)[03 30

+241 c1c(IN+](=0)[O-])cc2c(cl)clec3c(C2=0)cccc3cet 230

+242 clccc2c(c3c4c(C2=0)ccccdccc3)c1[N+](=0)[O7]am

+243 clcc2c(ccl[N+]([0-])=0)C(clc3c(cccl)cec(c23)KO-1)=0)=0 4.620
+244 clc(cc2C(=0)c3ccccdc3c(c2cl)ccca[N+]([O-])FDH (=0)[O-] 4.670
#245 clccc2C(=0)c3c4c(c2c1[N+](=0)[O-])ccc(cacceB)](=0)[O-] 3.520
*246 nlc2c(cccl)cle(c(cecl)[N+]([O-])=0O)cc2 2.080

+247 clc2c(nccl)clec(N+]([O-])=O)ccclcece2 -0.160

-248 clc2c(nccl)cle(c(cecl)[N+]([O-])=0)cc2 2.270

#249 clccc(c2c3cccce3nccl2)[N+]([0-])=0 1.400

+250 clcccc2e3c(ccee3nccl2)[N+](=0)[0-] 0.130

+251 clc2c(cccl)clc(cee(cl)[N+]([O-])=0O)nc2 2.210

+252 clc2c(cecl)cle(ce(ccl)[N+]([O-])=0O)nc2 2.010

+253 [n+]1(cccc2c3c(cceec3ceccl2)[N+]([0-])=0)[0-]. 420

*254 [n+]1(c2c(cccl)cle(cee(cl)[N+]([O-])=0)cc2)[Pt.560

*255 [n+]1([O-])c2c(cccl)cle(c(cecl)[N+](=0)[O-])@c0.960

-256 clcc[n+]([O-])c2c3c(cceec3[N+]([O-])=0)ccc121B0

+257 clcc[n+]([O-])c2c3cc([N+](=0)[O-])ccc3cccl12230

#258 clc2c([n+](ccl)[O-])clc(c(cccl)[N+]([O-])=0)2d.210

*259 c1(cccc2e3c(cecee3)[n+]([0-])ccl2)[N+]([O-])=2.260

*260 c1c([N+]([O-])=O)ccc2cic[n+](clc2ccecl)[O-]710

*261 clcc(IN+]([O-])=O)cc2cic[n+](clc2ceecl)[O-]1B0

#262 clccecc2c3c(ccec3[n+]([O-])ccl2)[N+](=0)[O-].e20

-263 c1(cc[n+]([O-])c2c3c(ccecec3[N+]([O-])=0)ccclf]([O-1)=0 3.470
+264 c1([N+](=0)[O-])cc[n+](c2clccclc2ecccl[N+]([(P=0)[O-] 3.200
#265 c1(C)ccc(cc1[N+](=0)[O-])[N+]([O-])=0 -1.220

+266 c1(c(ccccl[N+](=0)[O-])[N+](=O)[O-])C -1.700

+267 Clc2c(cccc2N)c2cec([N+]([O-])=0)ccl2 1.750

*268 C1c2c(NC(=0)C)cccc2c2clec(cc2)[N+](=0)[O-] 104

*269 clcc2c3C=C[C@ @H]([C@H](c3cc3c2c2clcc(cc2ec3iD-]1)=0)0)(0)
2.820

*270 clcc2c3[C@H](0O)[C@H](C=Cc3cc3c2c2clcc(cc2eh3)[[O-])=0)(0)
2.730

#271 cl2cccec2cec2ce3clccclec(ce(cc2)c31)[N+]([O-]B3:40

-272 01c2c(c3clcec(c3)[N+]([O-])=0)cc(cc2)[N+]([Q=J0 2.370

-273 0lc2c(c3clc(ccec3)[N+](=0)[O-])ccec2 -0.370

-274 olc2ccc(cc2c2clcccc2)[N+]([O-1)=0 1.780

#275 olc2c(c3clcccc3[N+]([O-])=O)ccec2 1.100

*276 0lc2c(c3clcc(cc3)[N+]([O-])=0)ccc(c2)[N+]([Q40 2.360

-277 Clc2ccc([N+]([O-])=0O)cc2c2ccecccl2 0.870

*278 C1(=0)c2c(c3clcc([N+](=0)[O-])cc3)ccec2 2.490

+279 cl2ccc(cc2c2c(c(01)=0)ccecc2)[N+](=0)[O-] 1.150

+280 c12sc3c(c2cc(ccl)[N+]([O-])=0)ccec3 2.440

+281 cl2cc(ccclelce(s2)ceeccl)[N+](=0)[O-] 2.660

#282 cl12oc(c3c(c2ccc(c1)[N+](=0)[O-])cceec3)=0 1.490

-283 clc2c(cccl[N+](=0)[O-])clccec3CCCCc3cl1CC2 -D.20

+284 c12c¢(cc3CCc4c5e(cc(c4)[N+](=0)[0-])CCclc35)3T0.600
#285 cl2ccc(cc2CCc2cc3CCCCc3ccl2)[N+](=0)[0-] -0.24

-286 Nclcee(c(c1)[N+](=0)[O-])clccc(N)ccl 2.510

+287 Nclc([N+](=0)[O-])cc(c2ccc(N)cc2)ccl 2.560

*288 Nclccc(ccl[N+](=0)[O-])clcce(c(cl)[N+](=O)[OMl 2.490

-289 c12c3c(ccc2ec(ccl)[N+](=0)[0-])cclce(cec2cl@o8 2.740
#290 cl2ccc(cc2CCe2cc3c4c(CCc3ccl2)ceecd)[N+](=€))Rr90
-291 c1(ccc(N](=0)O)c(c1)Cl)clcec([N](=0)0)c(c1)TI950

-292 c1(ccc(N)c(cl)Cl)cleec([N](=0)O)c(c1)Cl 1.900

+293 c1(cc(Cl)c(NC(C)=0)cc1)clec(Cl)c([N](=0)O)cr1660

*294 c1(cc(Cl)c(N)c(c1)[N](O)=0)clccc([N](=0)O0)c(3TI 4.820

#295 cl(ccc2c3clccclc(cee(c31)clc2ceeeccl)[N](O)=qPN=0 5.450




Run MeasureOfldentityOfTwoSplits.exe
You will see the following

1 Take definition af tazk [0ata ) S ave redefinition of tazk [0 ata k] I
P Start

Split] file name [

Split2 file name [

File for rezults Imi

Click button “Take definition of task”

1 Take definition of tazk [01ata. b S ave redefinition of tagk [ ata. k] |
Z Start

|1¢Tc.ta|set1 bt
IﬁTu:utaISetE.t:-:t

Split1 file name

SplitZ file name

|1¢1 2 b

File for results

Click button “start”

1 Take definition af tazk [01ata k) S ave redefinition of tazk [0 ata. k] I
Z Start

|1¢Tc.ta|set1 bt
IﬁTu:utaISetE.t:-:t
|1¢1 2 b

Split1 file name

SplitZ file name

File for results

Results you can find in file #12 txt




File 12.txt contains

Eirst split is taken from file §TotalSetl_txt
Second split is taken from file §TotalSetZ.txt

First : Second : Wawverage :Identical:Identical
Total set Z2395: Z285: Z2395: B5: Z8.8
Training set TZ: Te: T4 _00: 20: 27.0
Invisibkle training set T4z T1: T2.50: l&a: 2Z2.1
Calibration set Td: Td: T4._00: 23: 31.1
Validation set = Td: T4 .50z Za 34.5
The colummn "first"™: how many compounds in the training set,
in the invisikble training set, in the calibration set
and in the walidation set, for the firat aplit

The column "second™: how many compounds in the training set,
in the invisikble training set, in the calibration set
and in the walidation set, for the second aplit

The column "MNaverage" means (N1+MZ) S 2,

where N1l and NZ2 are the number of compounds which are distributed into H,

for split 1 and split 2; ¥ can be (i) training set; (ii) invisikle training set;
({iii) ecelibration set; and (iv) wvalidation set.

The column "Identical™ contains the numbers of compounds which are distributed
into the same set (i.e. training set; --, validation set) for split 1 and split 2.

The column "Identical (%)™ contains the percentage of compounds which are distributed
into the same set (i.e. training set; ..., wvalidation set) for split 1 and split Z.

The same operations you can carry out with youtssplaced in files with the similar files

#TotalSetl.txt
#TotalSet2.txt
#TotalSet3.txt

#TotalSet9.txt
#TotalSet10.txt



In order to compare #TotalSetl.txt and #TotalSet$du can before click “Start” change status

Before modifications

(4 ]dentil}r{SpIitl,S_ o o |

1 T ake definition of task [[1ata.bxt) S ave redefinition of task [Data.txt] |
2 Start

Splitt file name |#TatalSett tat

Split? file name |#Tatal5et2 tat

File for results ITH 2.t

After modifications

(4 ]dentil}r{SpIitl,S_ o o |

1 T ake definition of tazk [[1ata.t=t) Save redefinition of tagk [0 ata.txt) |
2 Start

Splitt file name |#TatalSett tat

Split? file name | #Tatal5eta tat

File far results [#13 et

If you would like to use other names of the filggyu can save these using buttons
“Save redefinition of task”.

Pay attention, these files should be placed irffdlter where you have placed program
“MeasureOfldentityOfTwoSplits.exe”.



