Table S6B. Intramolecular Heck reaction dataset divided into training dataset in our
research for transformer-baseline and transformer-transfer learning models (Dataset for
training in experiment 1)
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Reaction SMILES

C=CCclcccc(F)cIN(C(=0)cleccecll)S(=0)(=0)clcec(C)ecl>>C=C1lCc2cccc(F)c2N(S(=0)(=0)c2cc
¢(C)cc2)C(=0)c2cceec2l
O=C(/C=C/clcccccl)O/C(=Chl)clecc(Br)ec1>>0=C10C(c2cce(Br)cc2)=C/C1=C\clcccecl
C=CCC1(C(=0)0OC)CCN1CclccceclBr>>C=C1CC2(C(=0)0OC)CCN2Cc2cccec2l
C=CCCCC(0)C1=C(Br)CCC1>>C=ClCCCC(0O)C2=C1CCC2
C=CC1CCCNI1C(=0)C(clcceeciBr)N(Celeceecl)C(=0)CC>>C=Clc2ceecc2C(N(Ce2ccccc2)C(=0)C
C)C(=0O)N2CccCCcC12

C=CCC(O)clcc2cc(Br)ccec2nclCl>>C=C1CC(O)c2cc3cc(Br)ccc3nc2l
C=CCC(O)clccecclC=CI>>C=C1C=Cc2ccccc2C(0O)C1
C=CCC(CC(=C)Br)(C(=0)0OCC)C(=0)0CC>>C=C1CC(C(=0)0OCC)(C(=0)0CccC)CcC1=C
C=CC[C@@H](N[S@@](=0)C(C)(C)C)clccecelBr>>C=C1C[C@@H](N[S@@](=0)C(C)(C)C)c2cc
ccc2l

COclccce(/C=C/C(=0)0c2cccec2l)ccl>>COclecc(/C=C2/C(=0)0c3ccccc32)ccl
C=CCC(CCCl)clcce(OC)cecl1>>C=C1CCC(c2ceec(0C)ec2)Cl
CCCCCC/C(=C/1)OC(=0)/C=Cl/clccc(C)ccl>>CCCCCCC1=C/C(=C\c2ccc(C)cc2)C(=0)01
C=CCCOCclcc(C)c2cceecc2clBr>>C=C1CCOCc2cc(C)c3cceec3c2l
C=CCN(CCclcc(Cl)cccll)C(=0)C(F)(F)F>>C=C1CN(C(=0)C(F)(F)F)CCc2cc(Cl)ccc21
C=C(Br)CCN1C(=O)C[C@@H]2C=CCC[C@@]21/C=C\C(=0)OC>>C=C1CCN2C(=0)C[C@@H]3
C=CCC[C@@1]32/C1=C/C(=0)0C
COC(=0)/C=C/Oclccceecl-clncecclBr>>COC(=0)/C=C1/0Oc2cccec2-c2neccc2l
C=CC(=0)OCCCCCCCCC(CCclccencl)OC(=0)[C@@H]1CCCCN1C(=0)C(=0)clccee(l)c1>>0=C
1/C=CJc2ccec(c2)C(=0)C(=0)N2CCCC[C@H]2C(=0)OC(CCc2cccnc2)CCCCCCCCO1
C=C[C@H](NC(=0)OC(C)(C)C)[C@@H](O)[C@H](C)C(=O)NCC(=0O)N[C@H](C)C(=0)Nclcc(OC
c2ccccc2)cecli>>C[C@@H]1C(=0)NCC(=0)N[C@H](C)C(=0O)Nc2cc(0OCc3cceee3d)cec2/C=C/[C@H
1(NC(=0)OC(CYC)C)IC@HT10
C=CC1(OCCI)CN(C(=0)OC(C)(C)C)C1>>C=C1CCOC12CN(C(=0)0OC(C)(C)C)C2
C=CCN(C)Cclcccecll>>C=C1CN(C)Cc2ccccc2l
C=CCCN(Cclcccecl)S(=0)(=0)clcceecclBr>>C=C1CCN(Cc2cceec2)S(=0)(=0)c2ccecc2l
C=CCN(Cclccc(F)ccl)Celec2ec(C)eee2nclCI>>C=C1CN(Cc2ccc(F)cc2)Cc2cc3cc(C)eece3nc2l
C=CCN1CCc2c([nH]c3cceec23)C1CcelecccclBr>>C=C1CN2CCc3c([nH]c4cceece34)C2Cc2ccccc2l
C=CCC(C1=C(0S(=0)(=0O)C(F)(F)F)OCCC1)clcce(OC)cecl>>C=C1CC(c2ccc(0C)cc2)C2=C10CCC
C=CCOCclccc2ec(OC)cec2c1Br>>C=C1C0OCc2ccc3cc(0C)cecc3c2l
C=CC(CC)(CC)C(=0)Nclccc(OC(F)(F)F)cclBr>>C=Cilc2cc(OC(F)(F)F)ccc2NC(=0)C1(CC)CC
C=C[C@H](C)COclcccecclBr>>C=Clc2ccccc20C[C@H]1C
C=CCOC(clcceecl)ele(Br)c(OC)c2ceececec2¢10C>>C=C1COC(c2cceec2)c2¢lce(OC)clececclc20C
C=CCC(clcceccll)N(CC(=0)0C)clececcl>>C=C1CC(N(CC(=0)0OC)c2cccec2)c2ecccc2l
C=CCCOclccenclBr>>C=C1CCOc2cccnc2l
C=CCCl1c2cc(0C)c(0OC)cc2CCN1CcelecccclBr>>C=C1CC2c3cc(OC)c(OC)cc3CCN2Cc2ccecc21
C=CCC(NCclcc(F)ccclBr)(C(=0)OC)C(C)C>>C=C1CC(C(=0)OC)(C(C)C)NCc2cc(F)ccc21
C=CCC(NclccceclBr)cleen(C)cl>>C=C1CC(c2cen(C)c2)Nc2cccec2l
C=CCN(Cclccc(OC)ccl)Celcec2cecc(C)ee2nclCl>>C=C1CN(Cc2ccc(0C)cc2)Ce2cc3cec(C)eec3nc2l
C=CCN(Cclcccecl)Celec2cec(C)eee2nclCl>>C=C1CN(Cc2ccecc2)Ce2cec3cc(C)ecec3nc2l
C=C]JSi](C)(clcceeel)cleccecl-clecccelBr>>C=Clc2cccecc2-c2ceccc2[Si]1(C)cleececl
C=CCclc(OCc2cccce2Br)c(=0)oc2cccccl2>>0=cloc2ccecc2¢c2¢10Ccleccecl/C=C\C2
C=CCCCN(clccenclBr)S(=0)(=0)clcceec1>>C=C1CCCN(S(=0)(=0)c2ccecc2)c2eeenc2l
C=C[C@H](C)CN(clccceeclBr)S(=0)(=0)clcec(C)ecl>>C=Clc2cceccc2N(S(=0)(=0)c2ccec(C)ec2)Cl
C@HI1C

CC(=0)/C=C/Oclc(C)ccccl-clececcclBr>>CC(=0)/C=C1/0c2c(C)ccec2-c2ccecc2l
C=CC(C)(C)C1CCC(=0)N1CC(=C)Br>>C=C1CN2C(=0)CCC2C(C)(C)C1=C
C=CCc1c(OCc2cc(0OC)ccc2Br)c(=0)n(C)c(=0)n1C>>COclccc2e(cl)COcle(n(C)c(=0)n(C)c1=0)C/C
C=CCCOCC1=C(Br)c2ccc(0C)cc2CC1>>C=C1CCOCC2=Clclccc(OC)cclCC2
C=CC[C@@H](C[C@H](CC=C)OISIi](C)(C)C(C)(C)C)Oclc(Br)cccclC(=0)OC(C)(C)C>>C=CC[C@
@HI(C[C@@H]1CC(=C)c2ccec(C(=0)OC(C)(C)C)c201)OISIT(CY(CIC(C)(C)C
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C=C/C(Br)=C/[C@]1(C)C(=0O)OC[C@]1(C)/C=C\C(=0)OC>>C=CC1=C[C@]2(C)C(=0O)OC[C@]2(
C)/C1=C/C(=0)0C

C=CCN(CC1=C(Br)CCC1)clccc(Cl)ccl>>C=C1CN(c2ccc(Cl)cc2)CC2=C1CCC2
C=CC[C@](C)(CCclcccecclBr)N[S@@](=0)C(C)(C)C>>C=C1C[C@@](C)(N[S@@](=0)C(C)(C)C)
CCc2ccccc21
C=CCN(Cclnnn(CCCCCC)cll)S(=0)(=0)clccc(C)eecl>>C=C1CN(S(=0)(=0)c2cce(C)ec2)Ce2nnn(C
CCCCC)c21

C=CCCCC1=C(I)C(=0)C(C(C)C)CC1>>C=C1CCCcr2=C1C(=0)C(C(C)C)CC2
C=C[C@@H](Cnlc(Br)c(-
c2ccc(C(=0)Nc3cec(C(F)(F)F)cen3)cc2)c2c(N)ncnc21)NC(=0)OC(C)(C)C>>C=Clc2c(-
c3ccc(C(=0)Nc4cc(C(FY(F)F)cend)ee3)e3c(NInenc3n2CIC@HIINC(=0)OC(CY(C)C
C=Cclcc(C)cccIN(C)C(=0)clccececll>>C=Clc2cccec2C(=0)N(C)c2cec(C)ec2l
C=CCC(C(=0)OC)N(C(=0)clccececl)C(C(=0)NCcilcececl)clececec1>>C=C1CC(C(=0)OC)N(C(C(=
O)NCc2cceec2)c2cccec2)C(=0)c2cceecc2l
C=C[C@H]10[C@@H]20C(C)(C)O[C@@H]2[C@H]LN(CclccccclBr)S(=0)(=0)clcec(C)ecl>>C=
Clc2ccecc2CN(S(=0)(=0)c2cec(C)ec2)[C@HI2[C@@H]10[C@@H]1OC(C)(C)O[C@H]21
C=CCN(Cclcccecl)C(=0)clecececclBr>>C=C1CN(Cc2ccccc2)C(=0)c2ccccc2l
C=Cclccce(Ne2nc(Ne3cecc(OCCN4CCCC4)e(Br)e3)ncc2Cl)c1>>Clclenc2nclNclcecec(cl)/C=Clclec(
ccclOCCN1CCCC1)N2
C=CclccceclOS(=0)(=0)clcccecclBr>>0=S1(=0)Oc2ccccc2/C=C\c2cceec2l
C=Cclcc(CCCCCCCCCCCC)eccIN(C)C(=0)cleccecli>>C=Clc2cececcc2C(=0)N(C)c2cec(CCCCCC
CCcCccC)ec21
C=C[Si](C)(C)clcceecl/C=C\clcec(C)eclBr>>C=Clc2cc(C)ccc2/C=Clc2ceccc2[Si]1(C)C
C=C[C@@H](O[Si](C)(C)C(C)(C)C)[C@@H](OCCCOISI](C)(C)C(C)(C)C)[C@@H](C/C(I)=C/CO)
O[Si](C)(C)C(C)(C)C>>C=C1/C(=C\CO)C[C@@H](O[SI](C)(C)C(C)(C)C)[C@H](OCCCOISIi](C)(C
)JC(CYCYO)C@@HILOISIT(CYCIC(C)(C)C
C=CCC(0OC=CC(=0)0OCC)clccccclCCI>>C=C1Cc2ccccc2C(OC=CC(=0)0CC)C1
C=CCCC(=0)c1nnn(Cc2ccc(0C)cc2)clI>>C=C1CCC(=0)c2nnn(Cc3ccc(OC)cce3)c2l
C=CC(F)(F)Oclccc(C)eclBr>>C=Cilc2cc(C)ccc20OCL(F)F
C=CCclcc(Cl)c2ccenc2¢10Ccleec(OC)eclBr>>C=C1Cc2cc(Cl)c3ccenc3c20Cc2ccc(0OC)cc2l
C=CclccencIN(Cclec(Br)cecll)C(C)=0>>CC(=0)N1Cc2cc(Br)ccc2/C=C\c2ccenc2l
C=CCN(Cclccc(F)ccl)Celec2ec(OC)eece2nclCl>>C=C1CN(Cc2ccc(F)cc2)Ce2cc3cc(OC)cee3nc2l
C=CCCCC(0O)C=C(Br)clccc2c¢(c1)OC02>>C=C1CCCC(0)C=C1lclccc2c(c1)OCO2
C=CS(=0)(=0)N(CC(=C)Br)[C@H](C(=0)OC)C(C)C>>C=C1C=CS(=0)(=0)N([C@H](C(=0)0C)C
()1

CCCCCC/C(=C/1)0C(=0)/C=C/clcces1>>CCCCCCC1=C/C(=C\c2cces2)C(=0)01
C=CCO[C@@H]1[C@@H](OCc2ccccc2)[C@@H](COCc2ccccc2)O[C@@H]1SclccccclBr>>C=C1

CO[C@@HI2[C@@H](OCc3ccece3)[C@@H](COCc3cccce3)O[C@@H]2Sc2ccccc2l
C=Cclcccc(Nc2nc(Ne3cee(Br)c(NACCN(C)CC4)cc30C)ncc2Cl)c1>>COclec(N2CCN(C)CC2)c2cclN

clnce(Che(n1)Neleeee(cl)/C=C\2
C=CCc1c(0OCc2cc(OC)cce2Br)cec2cecececl2>>C=C1Cc2c(cce3ccecc23)OCc2cc(0OC)cec2l
C=CCclcccc(F)cIN(CclcceeclBr)S(=0)(=0)clcec(C)ecl>>C=C1Cc2cccc(F)c2N(S(=0)(=0)c2ccec(C
)ec2)Cce2cccec21
C=Cclcc(Cl)ccc10S(=0)(=0)clccccclBr>>0=S1(=0)0c2ccc(Cl)cc2/C=C\c2cccec2l
C=CCN(CC1=C(Br)CCC1)clcccc2cccecl12>>C=C1CN(c2cceec3ccccc23)CC2=C1CCC2
COC(=0)/C=C/Oclcccccl-clecececll>>COC(=0)/C=C1/Oc2cccec2-c2cccec2l
C=CCc1c(0S(=0)(=0)c2cccec2Br)cec2ceeccccl2>>C=C1Cc2c(ccc3ceccc23)0S(=0)(=0)c2ccccc2l
C=CCC(NCclcc(F)ccclBr)C(=0)OC>>C=C1CC(C(=0)OC)NCc2cc(F)ccc21
C=CCC(CCBr)clcc2ccececc201>>C=C1CCC(c2cc3ccccc302)Cl
C=Cclcccc(0C)c1C(=0)clce(Br)c(OC)c(C)c2c10C(C)(C)OC2>>C=Clc2ccec(0OC)c2C(=0)c2c3c(c(C)
¢(0C)c21)COC(C)(C)O3

C=CC(OCC(=C)Br)clccc(0OC)ccl>>C=C1COC(c2ccc(OC)cc2)Cl=C
C=C[C@@H](C)OCclc(Br)ccc(OCc2cccec2)c1OCcelecccc1>>C=Clc2ccc(OCce3cccce3)c(OCc3ccece
3)c2CO[C@@H]1C

Cclcce(Br)c(-c2ccecc20/C=C/C(=0)c2cccec2)cc1C>>Celec2c(cclC)-
C=Cclcc(OC)ccclOCclec(OC)ceclBr>>C0Oclcec2ce(cl)/C=C\clcec(OC)cclCO2
C=C(C)CN1C(=0O)[C@H](Oc2cccce2)[C@@H]1[C@@H](CC(=C)Br)OC(C)=0>>C=C1/C=C(/C)CN
2C(=0O)[C@H1(Oc3ccecc3)[C@@HI2[C@HI(OC(C)=0)C1
C=CCC(NCclcc(C)ceelBr)(C(=0)OC)C(C)C>>C=C1CC(C(=0)OC)(C(C)C)NCc2cc(C)ccec21
C=CJSi](C)(C)clccceccl/C=C\clcceccclBr>>C=Clc2cccec2/C=C\c2ccecc2[Si]1(C)C
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C=C[C@@H](OCclccc(OC)ccl)[C@H](CCCCC)OC(=0)clc(C)eececclOclecc2e(cl)COC(C)(C)02>>
CCCCC[C@@H110C(=0)c2c(C)cecc20c2ccc3c(c2/C=C/[C@H]10Cclcce(OC)cc1)COC(C)(C)03
C=CCC(CCCI)(C(=0)0OCC)C(=0)0CC>>C=C1CCC(C(=0)0CC)(C(=0)0CcC)C1
C=CCC(0O)clcc(-c2ccecc2)enclCl>>C=C1CC(0O)c2cc(-c3ccecce3)cnc2l
C=CCOclcc2c(ccll)-cle(cc(OC)c(OC)c10C)CCIC@@H]2NC(=0)CO>>C=C1C0Oc2cc3c(cc21)-
clc(cec(OC)c(0OC)c10C)CCIC@@HI3NC(=0)CO
C=CCN(C(=0)clccc2ecececc2¢1Br)C(C(=0)NCLCCCCC1)clecececl>>C=C1CN(C(C(=0O)NC2CCCccC
2)c2ccecc2)C(=0)c2cce3ccccc3c2l
C=CCN(CCI)S(=0)(=0)clccencl>>C=C1CCN(S(=0)(=0)c2ccenc2)Cl
C=CC(COclcccc([N+](=0)[O-])cll)NC(=0)OCclceecc1>>C=Clc2c(cccc2[N+](=0)[O-
NOCCINC(=0)OCclcccecl
C=CCC(Oclcce(ClycclBr)C(=0)0OCC>>C=C1CC(C(=0)OCC)0Oc2ccc(Cl)cc21
C=CCN(CCclccc(Cl)ccll)C(=0)C(F)(F)F>>C=C1CN(C(=0)C(F)(F)F)CCc2ccc(Cl)cc21
C=CCN(C(=0)clccc2cececc2c1Br)C(C(=0)NC(C)(C)C)cleecec1>>C=C1CN(C(C(=0O)NC(C)(C)C)c2c
cccc2)C(=0)c2ccc3ccecc3c2l

C=CCOCclnnn(Cc2ccsc2)clI>>C=C1COCc2nnn(Cc3ccsc3)c2l
C=CCCCC[C@@H](C=C)COclccccclBr>>C=CCCCC[C@@H]1COc2ccccc2C1=C
CC(=0)0Oclcee(/C=C/C(=0)0/C(=C\l)c2ccc(OC(C)=0)c(0C(C)=0)c2)cc1OC(C)=0>>CC(=0)O0clcc
c(/C=C2\C=C(c3ccc(OC(C)=0)c(OC(C)=0)c3)0C2=0)cc1OC(C)=0
C=CCCN(Cclcc2c(cc1Br)OC0O2)C(=0)OC(C)(C)C>>C=C1CCN(C(=0)OC(C)(C)C)Cc2cc3c(cc21)0
C=C[Si](C)(C)clcc(C)e(C)ecl-clee(C)e(C)eeclBr>>C=Clc2cc(C)c(C)ec2-c2cc(C)e(C)ec2[Si]1(C)C
C=CCCCN(C(=0)c1cccecl)cleccecll>>C=C1CCCN(C(=0)c2ccccc2)c2ccccc2l
C=CC(=O)NC[C@@H](OC)[C@H](OC)clcccccINC(=0)[C@H](C)NC(=0)clccec(Br)c1>>CO[C@
@HIT1CNC(=0)/C=C/c2cccec(c2)C(=0)N[C@@H1(C)C(=0O)Nc2cccec2[C@H]10C
C=CCN(CC1=C(Br)CCCCCC1)clccc(Cl)cc1>>C=C1CN(c2ccc(Cl)cc2)CC2=C1CCCCCC2
C=CCOC(CIl)clcee(0C)cecl1>>C=C1COC(c2ccc(0OC)cc2)Cl
C=CCCOCC1=C(Br)c2ccccc2CC1>>C=C1CCOCC2=ClclcccecclCC2
C=CCclc(OCc2cc(0OC)cce2Br)c(=0)n(C)c2cecceccl2>>C=C1Cc2c(c(=0)n(C)c3cceccc23)OCc2ec(OC)c
C=CC(C)(C)C(C(=O)NCclccceel)elecceclBr>>C=Clc2ccececc2C(C(=0)NCc2ccccc2)CL(C)C
C=Cclcc(CC)ccclN(C)C(=0)clec(OC)ceclI>>C=Clc2ccc(OC)cc2C(=0)N(C)c2cec(CC)ec21
C=CCCcCc(l)cceecee>>c=c1cececeiccecececce
C=CCCI[C@H]1C(0S(=0)(=0)C(F)(F)F)=C[C@@]2(C)C=C[C@]1(C(C)C)O2>>C=C1CC[C@H]2C1
=C[C@@]1(C)C=C[C@12(C(C)C)O1
C=CCCCC(0)C=C(Br)clcccecl>>C=C1lCCCC(0O)C=C1clccececl
C=CCCOclcc(=0)n(C)ccl-clec(NS(=0)(=0)CC)cecclOcleec(Cl)ecll>>CCS(=0)(=0)Nclccc2e(cl)-
clen(C)e(=0)cc1OCC/C=C/clce(Cl)cecl02
C=CCC1c2cc(OC)c(0OC)cc2CCNICC(=C)I>>C=C1CC2c3cc(OC)c(0OC)cc3CCN2CC1=C
C=CCnlc(-c2ccc3cec(OC)cc3c2Br)nc2ccccc21>>C=C1Cn2c(nc3ccccec32)-c2ccc3cec(0C)cc3c2l
C=Cclcccc(Nc2nee(Cl)e(Nc3cc(Br)cecc30C)n2)c1>>COclecc2ccINelne(neclCl)Nelecee(cl)/C=C\2
C=CCN(CCclccc(F)ccl)C(=0)C(F)(F)F>>C=C1CN(C(=0O)C(F)(F)F)CCc2ccc(F)cc21
O=C(/C=C/clcccccl)O/C(=C\l)cleccecl>>0=C10C(c2cceec2)=C/C1l=C\clcccecl
C=CCclccc2ceccc2¢10CclecceclBr>>C=C1Cc2ccc3ccecc3c20Cc2ccccc2l
C=CCclc(N(CC)C(=0)c2ccecc2l)ececc2clecc(=0)n2CC>>C=C1Cc2c¢(ccc3c2ccc(=0)n3CC)N(CC)C(=
0)c2cccec2l
C=CCN(C(=0)clccc2cecec2c1Br)C(C(=0)NCLCCCCCL)cleee(0OC)c(OC)c1>>C=C1CN(C(C(=0O)NC
2CCCCC2)c2ccc(0OC)c(0C)c2)C(=0)c2ccc3ccecc3c2l
C=CCnlc(N(c2cce(Br)cc2l)S(=0)(=0)c2cce(C)ec2)cc2ec(C)ecc21>>Celecc(S(=0)(=0)N2c3cec(Br)c
€3/C=C\Cn3c2cc2cc(C)ecc23)ccl
C=CC(OCC(=C)Br)clccc2c(ccn2COCC[Si](C)(C)C)c1>>C=C1COC(c2ccc3c(ccn3COCCSi](C)(C)C)

2)C1=C
((:Jz)Cclcccc(C(:O)O[C@H [21IC@H]3|C@](C)(C(=0)|C@H](OC(C)=0)C4=C(C)|C@@H](OC(=0)|C

@H](O[Si](C(C)C)(C(C)C)C(C)C)[C@H](C=C(C)C)NC(=0O)c5cccc(l)c5)C[C@]2(0)C4(C)C)[C@@
H](O[Si](CC)(CC)CC)C[C@H]20C[C@]230C(C)=0)c1>>C=Clc2cccc(c2)C(=0)N[C@@H](C=C(C
)C)[C@@H](O[Si](C(C)C)(C(C)C)C(C)C)C(=0)O[C@H]2C[C@@]3(0)[C@@H](OC(=0)c4cccclca
WMC@QHIIC@UCHC(=ONC@HI(OC(CY=0\C(=C2CYC3(CY\CNIC@@HI(OISiIIICCYCCYCCICIC@H12
C=CCCN([C@@H](C)C(=0)OC)S(=0)(=0)clccececclBr>>C=CLCCN([C@@H](C)C(=0)OC)S(=0)(=
O)c2 21
C:%gé:c(cﬁC(C(:O)NCclcccccl)clccccclBr)C(:O)OC>>C:01CC(C(:O)OC)NC(C(zO)NCchccch)
c2cccec2l
C=Cclcc(C(C)(C)C)ccclOCcelec(OC)eeclBr>>C0Oclecc2e(cl)COclecc(C(C)(C)C)ecl/C=C\2
C=CCN(CC(C)C)C(=0)clcceeciBr>>C=C1CN(CC(C)C)C(=0)c2cccec2l
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C=CCCN(CC(=0)0C)S(=0)(=0)c1cccec1Br>>C=C1CCN(CC(=0)0C)S(=0)(=0)c2cccec2l
C=CCclc(0OCc2cccce2l)c(=0)oc2ccccc12>>C=C1Cc2¢c(c(=0)oc3ccecc23)OCc2cccec2l
C=CCN(CC1=C(Br)CCCC1)clccc(Cl)cc1>>C=C1CN(c2ccc(Cl)cc2)CC2=C1CCCC2
C=CCnlc(N(c2cce(Cl)eec2l)S(C)(=0)=0)cc2ec([N+](=0)[O-
Necec21>>CS(=0)(=0)N1c2ccc(Clycc2/C=C\Cn2clcclec([N+](=0)[O-1)cccl2
C=C[C@@H]1CC(C(=0)OC)(C(=0)OC)[C@H](c2cc(OC)c(OC)c(OC)c2)N(c2ccecc2l)01>>C=C1lc2
ccccc2N20[C@H]1CC(C(=0)O0C)(C(=0)OC)[C@@H12c1cc(0C)c(OC)c(0OC)cl
CC(C)COC(=0O)[C@@H](C)OC(=0)[C@@H](C/C=C1\CCN([14c]2[14cH][14cH][14cH][14cH][14c
H]2)C1=0)Nclcc(Cl)ccecll>>CC(C)COC(=0)[C@@H](C)OC(=0)[C@H]1C/C(=C2/CCN([14c]3[14c
H1I14cHTI14cHTT14cHTT14cH13)C2=0)c2ccc(CNec2N1
C=C[C@H]10[C@@H]20C(C)(C)O[C@@H]2[C@@H]1N(CclccccclBr)C(=0)OC>>C=Clc2cccce
2CN(C(=0)0C)[C@@HI2[C@@H]10[C@@H]10C(C)(C)OIC@@H]12
C=C[C@@H]1C[C@@H](OCc2ccccc2)[C@@H](O[Si](C)(C)C(C)(C)C)C[C@@H]1N(Cclcc2c(ccl
Br)0OCO02)C(C)=0>>C=C1c2cc3c(cc2CN(C(C)=0)[C@H]2C[C@H](O[Si](C)(C)C(C)(C)C)[C@H](O
Cc4cccccd)CIC@@H112)0C03
Cclcce(Br)c(-c2ccecec20/C=C/C(=0)OCc2ccccc2)cc1C>>Celec2c(cclC)-
clcececlO/C2=C/C(=0)OCclcccecl

C=CC(C)(C)OC(Cl)OCcCC>>C=C1CC(0OCCCrC)0ci(C)C
C=C[C@@H](OISi](C)(C)C(C)(C)C)[C@@H](cLeceeel)[C@@H](CC(1)=CCO)OSil(C)(C)C(C)(C)
C>>C=C1C(=CCO)C[C@@HI(O[Sil(C)(C)C(C)(C)YO)N[C@HI(c2ccecc2)[C@@HT1O[Sil(C)(C)C(C)(C
C=Cclcc(C)cecclOCelec(OC)eec1Br>>COcleecc2c(cl)COcleec(C)ecl/C=C\2
C=CC[C@@H]1C(=0)N(c2ccc(OC)cc2)[C@@H]1[C@H](CC(=C)Br)OC(C)=0>>C=C1l/C=C\C[C@
@H12C(=0)N(c3ccc(OC)ec3)[C@@HI2[C@@HT(OC(C)=0)C1
C=CCC(OCC(=C)Br)clccc(Cl)cc1>>C=C1COC(c2cce(Cl)cc2)CC1=C
C=CC1CCC(=0)N1CCI>>C=C1CCN2C(=0)CCC12
C=CCN(CCclcc(OC)c(OC)cclBr)C(=0)OC(C)(C)C>>C=C1CN(C(=0)OC(C)(C)C)CCc2cc(OC)c(OC
)ec2l
C=CCCC[C@@H](C=C)CN(clccccclBr)S(=0)(=0)clcee(C)ec1>>C=CCCC[C@@H]1CN(S(=0)(=0
)c2cce(C)ec2)c2ceecc2Cl=C
C=CCC(C1=C(0S(=0)(=0)C(F)(F)F)CCC1)clccc(0OC)cc1>>C=C1CC(c2ccc(OC)cc2)C2=C1CCC2
C=CCC(CCBr)clccc2ecccc2c1>>C=C1CCC(c2ccc3ccccc3c2)Cl
C=CCN(CCNS(=0)(=0)clccc(C=0)cc1>>C=C1CCN(S(=0)(=0)c2ccc(C=0)cc2)C1
C=C[C@H]1COC(=0)[C@@H]1[C@H](clcc(OC)c(OC)c(OC)cl)clec2e(cclOS(=0)(=0)C(F)(F)F)O
C0O2>>C=C1c2cc3c(cc2[C@@H](c2cc(OC)c(OC)c(0OC)c2)[C@HI2C(=0)OC[C@H]12)0C03
COC(=0)/C=C/Oclcccecl-clecceclClI>>COC(=0)/C=C1/0Oc2cccec2-c2ccecc2l
C=CC(C)clc(OCc2cc(0OC)cec2Br)c(=0)oc2ccececl12>>C0Oclcecc2e(c1)COclce(c3ccecc3oc1=0)C(C)/C
C=CCnlc(N(c2ccc(F)cc21)S(=0)(=0)c2cce(C)ec2)cc2eccec21>>Celece(S(=0)(=0)N2c3cec(F)cc3/C
=C\Cn3c2cc2cceec23)ccl
C=CCc1c(0OCc2cc(0OC)cce2Br)c(=0)oc2cccccl12>>COclecc2c(cl)COcle(c3ceeccc30c1=0)C/C=C\2
C=CCclcc(Cl)c2ceenc2c10Cclecc(F)cclBr>>C=C1Cc2cc(Cl)c3ceenc3c20Cc2ccc(F)cc2l
C=C[C@@H](O[Si](C)(C)C(C)(C)C)[C@H](C)[C@@H](C/C(1)=C/CO)O[Si](C)(C)C(C)(C)C>>C=C
1/C(=C\CO)CI[C@@HI(O[SIl(C)(C)C(C)CC)IC@@HI(C)I[C@@H]LO[SII(C)(C)C(C)(C)C
C=CCN(Cclcccecl)Celec2eccec2nelCl>>C=C1CN(Cc2cccec2)Ce2cc3ceecce3nc2l
C=CCC(O)clcc2ceec(CC)e2nclCl>>C=C1CC(0O)c2cc3ccec(CC)e3nc2l
C=Cclc(0OCc2ccccc2Br)cecc2cccccl12>>C1=C\c2c(cce3ccecc23)OCc2cccec2/1
CCCCCCIC(=C/)OC(=0)/C=Cl/clccccel>>CCCCCCC1=C/C(=C\c2cceec2)C(=0)01
C=CC(C)clc(0OC(=0)c2ccecc2l)e(=0)n(C)ec(=0)n1C>>CC1/C=C\c2ccecec2C(=0)0c2¢1n(C)c(=0)n(C
)c2=0

C=CCN(CCI)S(=0)(=0)clcce(C)ecl>>C=C1CCN(S(=0)(=0)c2ccc(C)cc2)Cl
COclcce(Br)c(-c2cceccc20/C=C/C(C)=0)cc10C>>COclcc2c(cc1OC)-clecececc1O/C2=C/C(C)=0
C=CCclcc(C)cccIN(Celee(OC)ceclBr)S(=0)(=0)clecc(C)ecl>>C=C1Cc2cc(C)ccc2N(S(=0)(=0)c2
cce(C)ec2)Ce2ec(0C)ecc2l
C=CCN(CCclcc(0OC)cccll)C(=0)C(F)(F)F>>C=C1CN(C(=0)C(F)(F)F)CCc2cc(OC)ccc21
C=CCC(NCclccc(F)cclBr)C(=0)OC>>C=C1CC(C(=0)OC)NCc2ccc(F)cc21
C=C[C@@H](Cnlc(Br)c(-
c2ccc(C(=0)N[C@@H](C)c3cceen3)cc2)c2c(N)nenc21)NC(=0)OC(C)(C)C>>C=C1c2c(-
c3ccc(C(=0)NIC@@H1(C)c4cceend)ce3)e3c(NInenc3n2CIC@HTINC(=0)OC(C)(C)C
C=Cclcc(C(O)(C(F)(F)F)C(F)(F)F)cccIN(C)C(=0)clceeccll>>C=Clc2ccccc2C(=0)N(C)c2cec(C(O)
(C(R)(FFC(F)(F)F)cc21
C=Cclccc(N(C)S(C)(=0)=0)c(Nc2nc(Nc3ce(Br)c(N4CCN(C)CC4)cc30C)ncc2Cl)c1>>C0Oclec(N2C
CN(C)CC2)c2ccINclnee(Clhe(nl)Nelece(ceccIN(C)S(C)(=0)=0)/C=C\2
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C=Cclcc(C(=0)OCC)cccIN(C)C(=0)clecccclI>>C=Clc2ccccc2C(=0)N(C)c2ccc(C(=0)0CC)cc21
0O=C(/C=C/Oclcccccl-cleceeclBr)OCeleccecl>>0=C(/C=C1/Oc2cccec2-c2ccecc21)OCeleccecl
C=CCN(C)CCclccc([N+](=0)[O-])cc1Br>>C=C1CN(C)CCc2ccc([N+](=0O)[O-])cc21
C=CCclccc2ceenc2c10Ccleccec1Br>>C=C1Cc2ccc3cccnc3c20Cc2cccec2l
C=C]JSi](C)(C)clccececl-clecceclBr>>C=Clc2cccec2-c2ccecc2[Si]1(C)C
C=CCN(clccc2e(ceec(=0)n2CC)cl1)S(=0)(=0)clecececclBr>>C=C1CN(c2ccc3c(cee(=0)n3CC)c2)S(=0
)(=0)c2cceec2l
C=C[C@H](OCclccc(OC)ccl)[C@@H](CCCCC)OC(=0)clc(C)ececlOclecc2c(c1Br)COC(C)(C)02
>>CCCCC[C@H]10C(=0)c2c(C)ceccc20c2ccc3c(c2/C=C/[C@@H]10Cclccc(OC)ccl)COC(CY(C)O3
C=C(C)CC(OCC(=C)Br)clcceec(0C)c1>>C=C1C=C(C)CC(c2ccce(0C)c2)0CL
C=CCN(/C=C\clccccclBr)C(C)=0>>C=C1CN(C(C)=0)C=Cc2ccccc2l
C=CCOCC1=C(Br)c2ccccc2CC1>>C=C1COCC2=ClclccccclCC2
C=Cclc2c(cc(0OC)c1C(OCclceccel)cleecc(OC)cll)COC(C)(C)02>>C=C1c2c(0OC)ccec2C(0OCc2ccece
¢2)c2¢(0C)ce3c(c21)0C(C)(C)OC3
C=C[C@H](O[Si](C)(C)C(C)(C)C)[C@H](CCCOISi](clceeceel)(cleeceecl)C(C)(C)C)[C@@H](C/C(I)
=C/CO)O[Si](C)(C)C(C)(C)C>>C=C1/C(=C\CO)C[C@@H](O[Si](C)(C)C(C)(C)O)[C@@H](CCCO[
Sil(c2cceec2)(c2ccecc2)C(CYCICHC@HILOISIl(CYCIC(CY(C)C
C=C[C@@H](O[SIi](C)(C)C(C)(C)C)[C@@H](OCCCO[SI](C)(C)C(C)(C)C)[C@@H](CC(1)=CCO)O
[Si](C)(C)C(C)(C)C>>C=C1C(=CCO)C[C@@H](O[Si](C)(C)C(C)(C)C)[C@H](OoCCCO[Ssil(C)(C)C(
CyCOIC@@HILOISIT(CYCIC(CIC)C
C=CCC(NCclccc(F)cclBr)(C(=0)OC)C(C)C>>C=C1CC(C(=0)OC)(C(C)C)NCc2ccc(F)cc21
CC=C(clcccecl)cle(OCc2ccecc2Br)c(=0)n(C)c(=0)n1C>>C/C1=C(\c2ccecc2)c2e(c(=0)n(C)c(=0)n2
C)OCc2ccccc21

C=Cclcc(OC)ccclOCclecccclBr>>COclccc2e(cl)/C=C\clceceeclCO2
C=C[Si](C)(C)clcce2ecccc2cl-cle(Br)ccc2cccecl2>>C=Clc2ccc3ccccc3c2-
C=C[C@H]10[C@@H]20C(C)(C)O[C@@H]2[C@H]1N(Cclcc(OC)ccclBr)C(=0)OC>>C=Clc2ccc
(OC)cc2CN(C(=0)OC)[C@HI2[C@@H]10[C@@H]10C(C)(C)OIC@HT21
C=CCclc(N(CC)C(=0)Cc2ccccc2l)cecc2clecc(=0)n2C>>C=C1Cc2c(ccc3c2ccc(=0)n3C)N(CC)C(=0)
Cc2ccccc2l

COC(=0)/C=C/Oclcccecl-cleencclBr>>COC(=0)/C=C1/0Oc2ccccc2-c2cencc2l
C=CCN(Cclcceecll)C1CCCCC1>>C=C1CN(C2CCCCC2)Cc2cccec2l
C=CC[C@H](N[S@](=0)C(C)(C)C)clcccccll>>C=C1C[C@H](N[S@](=0)C(C)(C)C)c2cccec21
C=C[C@H](OCclccc(OC)ccl)[C@@H](CCCCC)OC(=0)clc(C)eeeclOclecc2e(cll)COC(C)(C)02>>
CCCCC[C@H110C(=0)c2c(C)ccec20c2ccc3c(c2/C=C/[C@@H]10Cclccc(OC)ccl)COC(C)(C)03
C=C[C@@H](NC(=0)OC(C)(C)C)[C@H](O)[C@H](C)C(=O)NCC(=O)N[C@H](C)C(=0O)Nclcc(OC
)eeell>>COcleecc2c(c1)NC(=0)[C@@H](C)NC(=O)CNC(=0)[C@@H](C)[C@@H](O)[C@H](NC(
=0)OC(C)(C)C)/C=C/2

CC(=0)/C=C/Oclcccecl-clnceeclBr>>CC(=0)/C=C1/Oc2ccccc2-c2necec2l
C=CCCN(clcce(Cheel)S(=0)(=0)clecececclBr>>C=C1CCN(c2ccc(Cl)cc2)S(=0)(=0)c2ccecc2l
C=CC(CCC1(C)OCCO1)C(CclcceeclBr)(C(=0)0C)C(=0)0OC>>C=Clc2cceccc2CC(C(=0)0C)(C(=0)
OC)C1ccecel(cyoceol
C=C(C)CC(OCC(=C)Br)clcce(-c2ceceec2)cc1>>C=C1C=C(C)CC(c2cce(-c3cceee3)cc2)OCL
C=CCN(Cclcc2cceee2nelCl)cleec(OC)cec1>>C=C1CN(c2cec(OC)cc2)Ce2cc3ccecce3nc2l
C=CC(F)(F)Oclccc2ccecc2c1Br>>C=Clc2c(ccec3cceccc23)OCL(F)F
0O=C(/C=C/clccceccl)O/C(=C\I)C1CC1>>0=C10C(C2CC2)=C/C1=C\clcccecl
C=CCN1c2c(Br)cc([N+](=0)[O-
1)cc2C(=0)N2C1C(C)(C)OC21CCCCC1>>C=C1CN2c3clcc([N+](=0)[O-
Nce3C(=0IN1C2C(C)(CYOC12CCCCC2
C=CCN(clccc2oc(=0)ccc2c1)S(=0)(=0)clccceclBr>>C=C1CN(c2ccc3oc(=0)ccc3c2)S(=0)(=0)c2c
ccee2l

C=CCC(0OCC(=C)Br)clcccc(Cl)c1>>C=C1COC(c2ccec(Clyc2)CC1=C
C=CCnlc(N(c2cce(C)eec2l)S(C)(=0)=0)cc2cc(Cl)cec21>>Celecc2e(cl)/C=C\Cnlc(cc3cc(Cl)cce31)N
2S(C)(=0)=0

O:(C()/(C:():/Oclcccccl-clcc(F)c(F)cclBr)OCc1ccccc1>>O:C(/C:C1/Oc20ccc02-
c2cc(F)c(F)cc21)OCclccceecl
COC(=0)/C=C/Oclcccccl-clecceclBr>>COC(=0)/C=C1/Oc2cccec2-c2ccecc2l
C=CCOCc1nnn(CCCCCC)clI>>C=C1COCc2nnn(CCCCCC)c21
C=CC(=O)NC[C@@H](OC)[C@H](OC)clcccccINC(=0)[C@@H](NC(=0)clccee(Br)cl)[C@@H](
C)CC>>CC[C@HT(C)[C@@HTINC(=0)c2ccec(c2)/C=C/C(=0)NC[C@@H1(OC)[C@H1(OC)c2cccce
C=CCN(clccc2oc(=0)cc(OCC)c2c1)S(=0)(=0)clecceclBr>>C=C1CN(c2ccc3oc(=0)cc(OCC)c3c2)S
(=0)(=0)c2cccec2l



209

210

211
212
213
214

215
216
217
218
219

220
221
222
223

224
225
226

227

228
229
230

231
232

233

234

235

236
237
238
239
240
241

242

243

244
245
246

247

248

C=Cclccc(S(=0)(=0)C(C)C)c(Nc2ne(Nc3cec(Br)c(N4CCN(C)CC4)cc30C)ncc2Cl)c1>>C0Oclec(N2C
CN(C)CC2)c2cc1Nclnee(Che(nl)Nclee(ceelS(=0)(=0)C(C)C)/C=C\2
C=C[C@@H](O[Si](C)(C)C(C)(C)C)[C@@H](CCCOISi](C)(C)C(C)(C)C)[C@@H](C/C(I)=C/CO)O[
Si](C)(C)C(C)(C)C>>C=C1/C(=C\CO)C[C@@H](O]Si](C)(C)C(C)(C)C)[C@H](CCCO[Si](C)(C)C(C
)CYOC@@HI11OISil(CYCIC(CYC)C

C=CCC(0OCC(=C)Br)clccocl1>>C=C1COC(c2ccoc2)CC1=C
C=Cc1c(0S(=0)(=0)c2cccec2Br)ccc2ecccc12>>0=S1(=0)O0c2ccc3ccccc3c2/C=C\c2ceccc2l
C=CCN(clccc2c(c1)OC02)S(=0)(=0)clecececclBr>>C=C1CN(c2ccc3c(c2)OCO03)S(=0)(=0)c2ccecc2
C=CCN(Cclcccecll)C(=0)C(F)(F)F>>C=C1CN(C(=0)C(F)(F)F)Cc2ccccc21
C=Cclcc(OC)c(0OC)cc1CC(Nelceececel)clec2e(cclBr)OCO2>>C=Clc2cc(OC)c(OC)cc2CC(Nc2ccecce
2)c2cc3c(cc21)0COo3
O=C(/C=C/clcccsl)O/C(=C\l)clceeec1>>0=C10C(c2ccecc2)=C/C1=C\clccesl
C=Cclccce(0O)c1C(=0)Oclecec(C(CCCCC)OC)cll>>C=Clc2ccec(0)c2C(=0)0c2ccec(C(CCCCC)O
C)c21

C=CCC1c2ccccc2CCNICC(=C)I>>C=C1CC2c3ccccc3CCN2CC1=C
C=CCCC[C@@]1(C)C(OS(=0)(=0)C(F)(F)F)=CC[C@@H]1C(C)C>>C=ClCCC[C@@]2(C)C1=CC
[C@@H]2C(C)C

C=CCN1CCc2ccccc2C1CclecececclBr>>C=C1CN2CCc3ccccec3C2Cc2ccecc2l
C=CC(C)clc(0OS(=0)(=0)c2cceecc2Br)ccc2ccccc12>>C=Clc2ccccc2S(=0)(=0)Oc2ccc3ccccc3c2ClC
C=CC(OCC(=C)Br)clcccecl>>C=C1COC(c2ccecc2)C1l=C
C=CCN(C(=0)clcceeclBr)C(C)(C)C>>C=C1CN(C(C)(C)C)C(=0)c2cceec2l
COC(=0)/C(=C\CCN(C(=0)OC(C)(C)C)C(=0)clc()c2cceee2n1C(=0)0C(C)(C)C)OCelcececc1>>CO
C(=0)/C(0OCclccceecl)=C1/CCN(C(=0)OC(C)(C)C)C(=0)c2clclcceceln2C(=0)OC(C)(C)C
C=CCCN(clcccecl)S(=0)(=0)clecceclBr>>C=C1CCN(c2ccecc2)S(=0)(=0)c2ccecc2l
C=C[C@@H](O[Si](C)(C)C(C)(C)C)[C@@H](CCCC)[C@@H](CC(1)=CCO)O[Si](C)(C)C(C)(C)C>
>C=C1C(=CCO)CI[C@@HI(O[Ssil(C)(C)C(C)(C)C)C@H](CCCCIC@@HI1O[Si|(C)(C)C(C)(C)C
C=CCnlc(N(c2ccc(C)ec2l)S(=0)(=0)c2cces2)cc2ec(Clycec21>>Celecc2e(cl)/C=C\Cnlc(cc3ce(Cl)ce
€31)N2S(=0)(=0)clccesl

C=CCCN1c2c(Br)cc([N+](=0)[O-
Ncc2C(=0)N2C1C(C)(C)SC2(C)C>>C=C1CCN2c3clcc([N+](=0)[O-
C=CCCC[C@@H](C=C)COclccccclBr>>C=CCCC[C@@H]1COc2ccccc2C1=C
C=C[C@H]10[C@@H]20C(C)(C)O[C@@H]2[C@H]1N(Cclcc2c(cc1Br)OCO2)C(=0)0C>>C=Clc
2cc3c(cc2CN(C(=0)0C)[C@HI2[C@@H110[C@@H]110C(C)(C)O[C@H121)0CO3
C=CC[C@@H](CCclcccnclBr)COCclcececl>>C=C1lC[C@H](COCc2ccccc2)CCe2ccenc2l
C=CCOC(C)clc(Br)c(OC)c2cceec2c10C>>C=C1COC(C)c2clc(OC)clcececlc20C
C=CC(=O)NC[C@@H](OC)[C@H](OC)clcccccINC(=0)[C@@H](NC(=O)clccec(Br)cl)C(C)C>>C
O[C@@H]LCNC(=0)/C=C/c2cccc(c2)C(=O)N[C@@H](C(C)C)C(=0)Nc2ccccc2[C@HT10C
C=C[C@H]1CC(C(=0)OC)(C(=0)OC)[C@@H](c2cn(S(=0)(=0)c3ccc(C)ce3)c3ccccc23)N(c2ccccc2
1NO1>>C=Clc2ccccc2N20[C@@H]1CC(C(=0)0C)(C(=0)0C)[C@H]2clcn(S(=0)(=0)c2ccc(C)ec?)
c2cceecl?2
C=CCN(C(=0)clccc2ecccc2c1Br)C(C(=0)NC1CCCCCl)clecc(F)ec1l>>C=C1CN(C(C(=O)NC2CCC
CC2)c2cce(F)cc2)C(=0)c2ccc3ccecc3c2l
C=CCOC(O]Si](C)(C)C(C)(C)C)C(IHcceeeeee>>C=C1coc(o[sil(C)(C)c(cy(c)cycrccececececce
C=CCC(CC(=C)Br)(C(=0)0OCC)C(=0)0CC>>C=C1C=CCC(C(=0)0oCcC)(Cc(=0)oce)ce
C=CC(CC)(CC)C(=0O)Nciccc(C)eciBr>>C=C1lc2cc(C)ccc2NC(=0)C1(CC)CC
C=CJSi](C)(C)clccc(F)ccl/C=C\clccecclBr>>C=Clc2ccccc2/C=C\c2cc(F)ccc2[Si]1(C)C
C=CCclccc2cce(C)nc2c10CcelecccclBr>>C=C1Cc2ccc3ccc(C)nc3c20Cc2ccccec2l
CCCCCCIC(=C/N)OC(=0)/C=Clclccc(OC)cc1>>CCCCCCC1=C/C(=C\c2ccc(0C)cc2)C(=0)01
C=CCOC10[C@H](COC(C)=0)[C@@H](OC(C)=0)C=C1I>>C=C1COC20[C@H](COC(C)=0)[C@
@H1(OC(C)=0)C=C12
C=CCO[C@H]l[C@@H]([C@H](O)CSc2ccccc2Br)O[C@@H]20C(C)(C)O[C@H]12>>C=C1CO[C
@H12[C@H1(CI[C@@HI30C(C)(C)OIC@H123)[C@HI1(O)CSc2cccec2l
C=CC(CN(clccececl)S(C)(=0)=0)NC(=0)OCclcccccl>>C=Clc2ccecc2N(S(C)(=0)=0)CCINC(=0)
OCclcceecl
C=CCC1c2[nH]c3cceee3c2CCN1CcleceeclBr>>C=C1CC2c3[nH]c4ccccc4c3CCN2Cc2cccec2l
C=CCclcc2c(cclC(/C(1)=C/CO)clec(0C)c(0C)c(0C)c1)0OCO2>>C=C1Cc2cc3c(cc2C(c2cc(OC)c(OC
)c(0OC)c2)/C1=C/CO)OCO3
C=CCCCC[C@@H](C=C)CN(clccccclBr)S(=0)(=0)clccc(C)ecl>>C=CCCCCI[C@@H]1CN(S(=0)(
=0)c2cce(C)ec2)c2eececc2C1l=C
C=C[C@@H](O[Si](C)(C)C(C)(C)C)[C@@H](C)[C@@H](CC(1)=CCO)Q[Si](C)(C)C(C)(C)C>>C=
C1C(=CCO)CI[C@@HI(O[SiI(C)(C)C(C)C)C)IC@HI(C)IC@@HI1O]SIl(C)(C)C(C)(C)C
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C=CCnlc(-c2ccc3ccccc3c2Br)nc2cceec21>>C=C1Cn2¢c(nc3cceccc32)-c2ccc3ceccc3c2l
C=CCclc(N(C)C(=0)Cc2ccccc2l)cecc2oc(=0)ccecl2>>C=C1Cc2c(ccc3oc(=0)ccc23)N(C)C(=0)Cc2cc
cce2l
C=Cclcc([N+](=0)[O-])cccIN(C)C(=0)clceecccll>>C=Clc2ccccc2C(=0)N(C)c2cec([N+](=0)[O-
C=CC(CC)(CC)C(=0)Nclccc(OC)cclBr>>C=Clc2cc(OC)ccc2NC(=0)C1l(CC)CC
C=CCclccc2ccccc2cIN(C(=0)clceceecll)S(=0)(=0)clcee(C)ecl>>C=C1Cc2ccc3ccecc3c2N(S(=0) (=
0)c2ccc(C)ec2)C(=0)c2ccecc2l
C=CCCOCclccc2cec(0C)ec2c1Br>>C=C1CCOCc2ccc3ccc(OC)cc3c21
C=CCN(clccc2e(ceec(=0)n2C)cl)S(=0)(=0)cleecccclBr>>C=C1CN(c2ccec3c(cec(=0)n3C)c2)S(=0) (=
O)c2cccec2l

C=CCCN(clccenclBr)S(=0)(=0)clceccc1>>C=C1CCN(S(=0)(=0)c2cceec2)c2ccenc2l
C=CCOCc1nnn(Cc2ccc(OC)cc2)cll>>C=C1COCc2nnn(Cc3ccc(OC)cc3)c21
C=CCCOCclccc2cc(0C)cec2c1Br>>C=C1CCOCc2ccc3cc(0C)cecc3c2l
C=C[C@H](CC)CN(clccceelBr)S(=0)(=0)clcee(C)ecl>>C=Clc2ccecc2N(S(=0)(=0)c2ccc(C)ec2)C
[C@H]1CC

C=C[C@H](CC)COclccccclBr>>C=Clc2ccecc20C[C@H]1CC
C=CCC[C@@H](C=C)CN(clccccclBr)S(=0)(=0)clcec(C)ecl>>C=CCC[C@@H]1CN(S(=0)(=0)c2
cce(C)ec2)c2cecec2Cl=C
C=CCC(Cc1nnn(CCCCCC)cll)(C(=0)OCC)C(=0)OCC>>C=C1CC(C(=0)0OCC)(C(=0)OCC)Cc2nnn(
CCCCCQ)c21

C=CCN(C(=0)clccceclBr)C(C)C>>C=C1CN(C(C)C)C(=0)c2cceec21
C=CCN(Cclccc(F)ccl)Celec2eec(C)ec2nelCl>>C=C1CN(Cc2ccc(F)cc2)Ce2cc3ccc(C)eec3nc2l
C=CCC(clcceecll)N(CC(=0)OC)Cclcecccl>>C=C1CC(N(CC(=0)OC)Cc2cccec2)c2eccec2l
C=CCCN(Cclcc2c¢(cclBr)OC0O2)C(=0)OC>>C=C1CCN(C(=0)0OC)Cc2cc3c(cc21)0OCO3
C=CCN(CCclc(Br)n(C(=0)OC(C)(C)C)c2cceecl2)C(=0)C(F)(F)F>>C=C1CN(C(=0)C(F)(F)F)CCc2
c1n(C(=0)OC(C)(C)C)clcceec2l
C=CCCCC(0O)C=C(Br)clccc2ceecc2¢1>>C=C1CCCC(O)C=Clclccc2eccec2el
C=CCclc(OC(=0)c2ccece2l)c(=0)n(C)ec(=0)n1C>>Cnlc2c(c(=0)n(C)c1=0)OC(=0)clcceccl/C=C\C
C=CCC(CCBI)(C(=0)OCC)C(=0)OCC>>C=C1CCC(C(=0)0CC)(C(=0)ocC)C1
C=CC[C@H]1CCCCN1Cclcccecll>>C=C1C[C@H]2CCCCN2Cc2ccccc2l
C=CCclc(OCc2ccccc2Br)cc(C)n(C)c1=0>>C=C1Cc2c(cc(C)n(C)c2=0)0Cc2ccccc2l
C=CCCCC(0O)C=C(Br)clcccc(C)c1>>C=C1CCCC(0)C=C1clccce(C)cl
C=C[C@@H]1C[C@@H](OCc2ccccc2)[C@@H](O[Si](C)(C)C(C)(C)C)C[C@@H]1NCclcc2c(cclB
r)OC02>>C=C1c2cc3c(cc2CN[C@H]2C[C@H](O[Si](C)(C)C(C)(C)C)[C@H](OCc4ccceccd)C[C@ @
H112)0CO3

C=C(C)CC(OCC(=C)Br)clcccecl>>C=C1C=C(C)CC(c2cccec2)O0Cl
C=CCCCC1=C()C(=0O)[C@H](C(C)C)CC1>>C=ClCCCC2=C1C(=0)[C@H](C(C)C)CC2
C=C[C@@H](O)CC[C@]1(C)OC(I)=C(C(=0)OC)[C@H]2[C@H]3[C@@H](C[C@H]21)C(C)=C[C
@H]J1[C@@H](O[Si](C(C)C)(C(C)C)C(C)O)[C@H](C)[C@@H](O[Si](C)(C)C(C)(C)C)[C@@H]13>
>C=C1C2=C(C(=0)0C)[C@H]3[C@H]4[C@@H](C[C@H]3[C@](C)(CC[C@@H]10)02)C(C)=C[C
@HILIC@@HI(OISITIC(CYCHC(CICICICICIC@HT(CIC@@HI(OISITICHCIC(CHCYOC@@HT14
C=C[C@@H](O[Si](C)(C)C(C)(C)C)[C@@H](Cclcccecl)[C@@H](C/C(1)=C/CO)OI[Si](C)(C)C(C)(
C)C>>C=Cl/C(=C\CO)C[C@@HI(OI[SiI(C)(C)C(C)(C)O)[C@HI1(Cc2ccccc2)[C@@HT1O[Sil(C)(C)C
COclcc(Br)c(-c2ccecc20/C=C/C(=0)OCc2ccccc?)cclOC>>C0Oclec2c(cc1OC)-
clceceeclO/C2=C/C(=0)OCclcccecl
C=C[C@@H]1CC(C(=0)OC)(C(=0)OC)[C@H](c2ccccc2)N(c2ccecc2l)01>>C=Clc2ccccc2N20[C
@H]1CC(C(=0)OC)(C(=0)OC)[C@@H]2c1cceecl
C=CCN(CC1=C(Br)CCCCC1)clcccc2cccecl12>>C=C1CN(c2cceec3ccccc23)CC2=C1CCCCC2
C=Cc1c(0OCc2cc(OC)ccc2Br)ccc2ccecc12>>C0Oclecc2e(c1)COclecc3ccecec3cl/C=C\2
C=CCclc(0OCc2cccce2Br)c2ccenc2n(-c2ccecc2)c1=0>>C=C1Cc2c(c3ccene3n(-
c3cceeec3)c2=0)0Cc2cccec2l
C=CCnlc(N(c2ccc(F)cc21)S(=0)(=0)c2cces2)cc2ec(Br)ccc21>>0=S(=0)(clccesl)N1c2ceec(F)cc2/C=
C\Cn2clcclee(Br)cecl2
C=Cclcccc(Ne2nee(Cl)e(Nc3ceee(Br)c3)n2)c1>>Clclenc2ncINcelecee(cl)/C=C\clccec(cl)N2
C=CCclc(N(C)C(=0)c2ccccc2l)cecc2clcec(=0)n2CC>>C=C1Cc2c(ccc3c2ccc(=0)n3CC)N(C)C(=0)c
2cceec21
C=Cclccc(OC)c(Nec2nc(Nc3ccc(NACCN(C)CC4)ce(Br)ce3)ncc2Cl)c1>>COclecc2ccINelnc(ncclCl)Ne
1ccc(N3CCN(C)CC3)c(c1)/C=C\2
C=CCclcc(Cl)c2ccenc2c10CclecceclBr>>C=C1Cc2cc(Cl)c3ccenc3c20Cc2cccecc2l
C=CC(=0O)N(C)clcccecll>>C=C1C(=0)N(C)c2cccec2l
C=CC(C)clc(0OCc2cccec2Br)c(=0)oc2ccececcl2>>CC1/C=C\c2ccecc2COc2clcleccecloc2=0
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C=Cclcc(C)cceclOS(=0)(=0)clecccclBr>>Cclecc2c(cl)/C=C\clcececclS(=0)(=0)02
C=Cclcc(C(C)C)ccclN(C)C(=0)clccecclI>>C=C1lc2ccccc2C(=0)N(C)c2ccc(C(C)C)ec2l
C=CCCl1(c2cccecec2Br)SCCCS1>>C=C1CC2(SCCCS2)c2ccecc2l
COclcee(/C=C/C(=0)0/C(=C\l)c2cce3cccec3c2)ccl>>CO0clecc(/C=C2\C=C(c3ccecdeccccdc3)0C2=0
C=CCN(CC=C)Cclcccccll>>C=CCN1CC(=C)c2cccecc2Cl
COC(=0)/C=C/0Oc1c(C)ccecl-clec(C)e(C)eclBr>>COC(=0)/C=C1/0c2c(C)ccec2-c2cc(C)c(C)ec2l
C=CCC[C@H]1C(0S(=0)(=0)C(F)(F)F)=C[C@@]2(C(C)C)C=C[C@]1(C)02>>C=C1CC[C@H]2C1
=C[C@@]1(C(C)C)C=C[C@12(C)O1
C=CCN1[C@H](c2cccecc2l)O[C@@H]2C[C@H](C)CC[C@H]2C1(C)C>>C=C1CN2[C@@H](O[C@
@HI13C[C@H](C)CC[C@H]3C2(C)C)c2cceec21
C=C[C@@H]l[C@@H]2[C@H](CN1clcc(C(=0)OC)cc(OCc3ccece3)cll)N2C(=0)OC(C)(C)C>>C=
Cl1c2c¢(0Cc3cccee3)ec(C(=0)0C)cc2N2C[C@HI3[C@@HT(IC@@H]12)N3C(=0)OC(C)(C)C
C=CCN(Cclccc(F)ccl)Celec2ccec(C)e2nelCl>>C=C1CN(Cc2ccc(F)cc2)Ce2cc3ceec(C)e3nc2l
C=CCCCN(C(=0)clcccecl)clecccc1Br>>C=C1CCCN(C(=0)c2cceec2)c2cceccc2l
C=CCC(C(=0)0OC)(C(=0)0OC)C(c1cc(OC)c(OC)c(OC)cl)clec2e(cclBr)OCO2>>C=C1CC(C(=0)OC)
(C(=0)0C)C(c2cc(OC)c(OC)c(OC)c2)c2cc3c(cc21)OCO3
C=CCCN(clcceccIN1ICCOCCL)S(=0)(=0)clccccclBr>>C=C1CCN(c2ccccc2N2CCOCC2)S(=0)(=0
)c2ccecc2l

COC(=0)/C=C/Oclccc(F)ccl-clecceclBr>>COC(=0)/C=C1/Oc2ccc(F)cc2-c2cececc2l
C=C(C(=0)0OCC)C(0O)clcc2cccec2nliCelcecceclI>>CCOC(=0)/C1=C/c2ccececc2Cn2c¢(cc3ccccc32)C10
C=C[C@@H](NC(=0)OC(C)(C)C)[C@H](O)[C@H](C)C(=O)NCC(=0O)N[C@H](C)C(=0O)Nclcc(OC
c2ccecc2)cecl>>C[C@@H]1C(=0)NCC(=O)N[C@H](C)C(=0O)Nc2cc(OCc3ccecc3)cec2/C=C/[C@
@HI(NC(=0)OC(CYCYO)IC@@HI10
C=CCC(OCC(=C)Br)clccc(0OC)ccl>>C=C1COC(c2ceec(0C)cc2)CC1=C
C=CC[C@H]1CC[C@@H]2CC(=0)0O[C@]12CI>>C=ClC[C@H]2CC[C@@H]3CC(=0)0[C@]23C1
C=CCO[C@H]1[C@H](Sc2cccee2Br)O[C@H](COCc2ccecc2)[C@@H]10Ccleccecl>>C=C1CO[C
@HI12[C@@H1(O[C@HI1(COCc3cccec3)[C@@H]120Cc2ccecc2)Sc2ccececc2l
C=CC(C)CCclcccc(CC(C)(NC(=0)OC(C)(C)C)C(=0)OCc2cc(Cl)nc(N(C)S(C)(=0)=0)c2)c1>>CC1/
C=C/c2cc(cc(N(C)S(C)(=0)=0)n2)COC(=0)C(C)(NC(=0)OC(C)(C)C)Cc2cccc(c2)CCl
C=CCCOCclccc2cceec2c1Br>>C=C1CCOCc2ccc3ceccec3c21
C=CCCN(clcceeclC(C)C)S(=0)(=0)clecccclBr>>C=C1CCN(c2ccccc2C(C)C)S(=0)(=0)c2cceec2l
C=CCC(Nclcccecell)cleeceel>>C=C1CC(c2ccecc2)Ne2cccec2l
C=CCCOCC1=C(Br)c2cccc(0OC)c2CC1>>C=C1CCOCC2=Clclccec(OC)clCC2
0=C(/C=C/clccceecl)O/C(=Cl)cleecc2ceccec2c1>>0=C10C(c2ccc3ccccc3c2)=C/C1=C\clcceecl
C=C[C@H]10C(C)(C)O[C@@H]1[C@@H](C/C(1)=C/CO)OISi](C)(C)C(C)(C)C>>C=C1/C(=C\CO)
CIC@@HI(O[Si1(C)(C)C(C)(C)C)IC@H]20C(C)(C)OIC@H]12
C=CC[C@H](CC/C(I)=C/CO)O[Si](C)(C)C(C)(C)C>>C=C1C[C@@H](O[Si](C)(C)C(C)(C)C)CC/c1
=C/CO

COC(=0)/C=C/Oclcccecl-clec(F)c(F)eclBr>>COC(=0)/C=C1/Oc2cccec2-c2cc(F)c(F)cc2l
C=CC(F)(F)Oclccc(Cl)cclBr>>C=Clc2cc(Clccc20CL(F)F
C=C(C(=0)0OCC)clccececlCOcleceecclBr>>CCOC(=0)/C1=C/c2cceecc20Cc2ccecc2l
C=C(C(=0)0OCC)clcceeclCS(=0)(=0)clecccclI>>CCOC(=0)/C1=C/c2cceecc2S(=0)(=0)Cc2cccec2l
C=CCC(O)clcc2cee(C)ee2nclCl>>C=C1CC(0O)c2cc3cec(C)ee3nc2l
C=Cclcc(C)ccclOCclcecccc1Br>>Celceec2c(cl)/C=C\clccecc1CO2
C=CCn1c(N(c2ccc(Cl)cec2l)S(=0)(=0)c2ccc(C)ce2)cc2ccecc21>>Celeec(S(=0)(=0)N2c3cec(Clyce3/
C=C\Cn3c2cc2cccec23)ccl
C=CCnlc(N(c2cceeec2l)S(=0)(=0)c2ccees2)cc2cec(C)eecc21>>Celecc2c(cl)ccln2C/C=Clc2cceccc2N1S(
=0)(=0)clcccesl

C=CCclcccecl1CCIl>>C=C1Cc2ccccc2Cl
0O=C(/C=C/clcccsl)O/C(=C\l)clcee(Br)ec1>>0=C10C(c2ccc(Br)cc2)=C/C1=C\clccesl
C=CCCnlnnc(CCCC)clI>>C=C1CCn2nnc(CCCC)c21
C=C(C(=0)0C)C(0)clcc2cccec2nlCelceccecl>>COC(=0)/C1=C/c2cceecc2Cn2c(cc3ceccc32)C10
C=CC(=O)NC[C@@H](OC)[C@H](OC)clcccccINC(=0)[C@H](Cclcececl)NC(=0)clecee(Br)cl>>
CO[C@@HI1CNC(=0)/C=C/c2ccce(c2)C(=0)N[C@@HT](Cc2cccecc2)C(=0)Nc2ccecc2[ C@HT10C
C=C[C@@H](Cnlc(Br)c(-
c2ccc(Oc3cec(C(C)(C)C)ee3)cc2)c2e(N)nenc21)NC(=0)OC(C)(C)C>>C=C1lc2c(-
c3ccc(Ocdeec(C(C)(C)Ceed)ee3)e3c(NInenc3n2CIC@HIINC(=0)OC(C)(C)C
C=C(C(=0)0CC)clccccclCS(=0)(=0)clececclBr>>CCOC(=0)/C1=C/c2ccecc2S(=0)(=0)Cc2ccecc
C=CCOCC1=C(Br)c2ccc(0C)cc2CC1>>C=C1COCC2=Clclccc(OC)cclCC2
C=C[C@@H](Cnlc(Br)c(-c2ccc(Oc3cec(F)ee3)ce2)c2e(N)nenc21)NC(=0)OC(C)(C)C>>C=Clc2c(-
c3ccc(Oc4cec(F)eed)ee3)e3c(N)nenc3n2C[C@HTINC(=0)OC(C)(C)C
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C=Cclcccc(Ne2nc(Ne3ccc(N4CCOCC4)c(Br)e3)ncc2Cl)c1>>Clclenc2nclNcelceccee(cl)/C=C\clcc(cce
1IN1CCOCC1)N2
C=CCnlc(N(c2ccc(F)cc2l)S(=0)(=0)c2ccc(C)ec2)cc2ec(Br)ccc21>>Celeec(S(=0)(=0)N2c3cce(F)ce
3/C=C\Cn3c2cc2cc(Br)ccc23)ccl
C=CclccccclOCclec(OC)ceclBr>>C0Oclecc2c(cl)COcleeccccl/C=C\2
CCOC(=0)[C@@H](C/C=C1\CCN(c2cccecc2)C1=0)Nclce(Cl)cecll>>CCOC(=0)[C@H]1C/C(=C2/
CCN(c3cceee3)C2=0)c2ccc(Cl)cc2N1
C=CCclc(N(CC)C(=0)Cc2cccec2l)ccc2oc(=0)cccl2>>C=C1Cc2c(ccc3oc(=0)ccc23)N(CC)C(=0)Cc
2ccecc2l
C=CCnlc(N(c2cce(Br)cc2l)S(=0)(=0)c2cces2)cc2ec(C)ecc21>>Celecc2e(cl)ccln2C/C=C\c2cc(Br)c
cc2N1S(=0)(=0)clccesl
C=CCclc(N(C)C(=0)c2cccec2l)cec2oc(=0)ccc12>>C=C1Cc2c(ccc3oc(=0)ccc23)N(C)C(=0)c2cccce
C=CCnlc(N(c2ccc(Cl)cc2l)S(=0)(=0)c2ccc(C)ec2)cc2ec(C)ecc21>>Celeee(S(=0)(=0)N2c3cec(Cl)e
€3/C=C\Cn3c2cc2cc(C)ecc23)ccl
C=CCC(COCclcccccl)N(C)eleececlI>>C=C1CC(COCc2ccccc2)N(C)c2ccecc2l
C=CCC(0OCC(=C)Br)clcces1>>C=C1C0OC(c2cces2)CC1=C
C=CCN(clcccc2eccecl2)S(=0)(=0)clecceclBr>>C=C1CN(c2cccc3ccccc23)S(=0)(=0)c2ccccc2l
0=C(/C=C/Oclcccccl-clecccclBr)cleceecl>>0=C(/C=C1/Oc2ccccc2-c2cccec2l)cleccecl
CC=C(clccceel)cle(OCc2cc(OC)cec2Br)c(=0)n(C)e(=0)n1C>>C0Oclccc2e(cl)COcle(n(C)e(=0)n(C
)c1=0)/C(clcccecl)=C\2C
C=C[C@@H](C[C@H](C/C(=C/CO)OS(=0)(=0)C(F)(F)F)OI[SI](C)(C)C(C)(C)C)O[SI](C)(C)C(C)(C
)C>>C=C1/C(=C\CO)C[C@H](O[Si1(C)(C)C(C)(C)C)CIC@HI10JSil(C)(C)C(C)(C)C
C=CCN(CCI)S(=0)(=0)clcces1>>C=C1CCN(S(=0)(=0)c2cces2)Cl
C=CCclccc2ccccc2c10Cclec(0C)cecc1Br>>C=C1Cc2ccc3ccecc3c20Cc2cc(OC)ecc21
C=CCN(C(=0)clccc2cecec2clBr)C(C(=0)NC1CCCCCl)clecc(Clecl>>C=C1CN(C(C(=O)NC2CCC
CC2)c2cce(Chec2)C(=0)c2ccc3ccecec3c2l
C=C[C@@H](OCclcccccll)Oclecccel>>C=Clc2cceccc2CO[C@H]10clceccecl
C=CCOCC1=C(Br)CCCCC1>>C=C1C0CcC2=C1Ccccce2
C=C[C@H]10[C@@H]20C(C)(C)O[C@@H]2[C@H]1N(CclcccececlBr)C(=0)OC>>C=Clc2cccecc2C
N(C(=0)OC)[C@HI2[C@@HT10[C@@HT10C(C)(C)O[C@H]21
C=Cclcc(CC)ccclN(C)C(=0)clececcll>>C=Clc2ccccc2C(=0)N(C)c2cee(CC)ec2l
C=CCC[C@@H](O[Si](C)(C)C(C)(C)C)clnnn(Cc2ccc(OC)cc2)cll>>C=ClCC[C@@H](O[Si](C)(C)
C(C)(C)YC)e2nnn(Cc3ccc(0C)ce3)c21
C=CCN(Cclccc(F)ccl)Celec2eccee2nelCl>>C=C1CN(Cc2ccc(F)cc2)Ce2cc3cecec3nc2l
CC(=0)/C=C/Oclcccccl-cleccecclBr>>CC(=0)/C=C1/Oc2ccccc2-c2cccecc2l
C=CC[C@H](N=C(clcccccl)cleccecl)clecceclBr>>C=C1C[C@H](N=C(c2cccec2)c2cccecc2)c2ccece
C=CCN(clccc2oc(=0)cc(0C)c2cl)S(=0)(=0)clecceclBr>>C=C1CN(c2ccc3oc(=0)cc(OC)c3c2)S(=
0)(=0)c2cceec2l

C=CCCCNclcceecll>>C=C1CCCNc2cccec2l
C=CCOCC1=C(Br)CCc2ccccc21>>C=C1C0OCC2=C1CCclcccccl2
C=CCCl1c2ccccc2CCN1CclecececclBr>>C=C1CC2c3ccccc3CCN2Cc2cceec21
C=CCclc(OCc2ccccc2l)cecc2clecc(=0)n2C>>C=C1Cc2c(ccc3c2eec(=0)n3C)OCc2ccecc2l
C=CCC(O)clcc2cccce2nclCl>>C=C1CC(0)c2cc3ccecec3nc2l
C=C[C@@H]1CC(C(=0)OC)(C(=0)OC)[C@H](c2ccc3c(c2)OCO3)N(c2ccecc2l)01>>C=Clc2ccece
2N20[C@H]1CC(C(=0)OC)(C(=0)OC)[C@@H12clccc2c(cl)OCO2
C=CCOCclnnn(Cc2ccccc2)cll>>C=C1COCc2nnn(Cc3cccec3)c2l
C=CCCCC(Q[Si](C(C)C)(C(C)C)Cc(C)C)elnc(-
c2¢cn(S(=0)(=0)c3cce(C)ee3)c3ccccc23)c(0OC)nc1Br>>C=C1CCCC(O][Si](C(C)C)(C(C)C)C(C)C)c2nc
(-c3cn(S(=0)(=0)c4ccee(Clecd)cdeccec34)c(OCInc21
C=CCC(C(=0)OCC)N(C)clcceeclBr>>C=C1CC(C(=0)OCC)N(C)c2cccec2l
C=CCC(OCC(=C)Br)clccc(OC)c(0C)c1>>C=C1COC(c2ccc(0OC)c(0C)c2)CC1=C
C=CCN(Cclccceel)Celec2ecee(C)e2nclCl>>C=C1CN(Cc2ccecc2)Ce2cc3cccc(C)e3nc2l
C=CCCcC(Cclceececccee>>c=c1cee(ceecceccee)ct
C=CCnlc(N(c2ccc(C)ec2l)S(=0)(=0)c2cces2)cec2ec(Br)cecec21>>Ccelecc2c(cl)/C=C\Cnlc(cc3cc(Br)cc
€31)N2S(=0)(=0)clccesl
C=CCN(CC1=C(Br)c2ccccc2CCl)clecc(Cl)ecc1>>C=C1CN(c2ccc(Clycc2)CC2=ClclccceclCC2
O=C(/C=C/Oclcccccl-clncecclBr)OCcleccccl>>0=C(/C=C1/0Oc2cccec2-c2nececc21)OCeleccecl
COC(=0)/C=C/Oclcccccl-clec(0OC)c(OC)cclBr>>COC(=0)/C=C1/0Oc2cccec2-c2¢cc(OC)c(0C)cc21
C=CCCN1c2c(Br)cc([N+](=0)[O-
Ncc2C(=0)N2C1C(C)(C)OC2(C)C>>C=C1CCN2c3clcc(IN+]1(=0)[O-
C=CC[C@H](N[S@](=0)C(C)(C)C)clc(F)ccccll>>C=C1C[C@H](N[S@](=0)C(C)(C)C)c2¢(F)cccc2
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C=CCnlc(N(c2cceeec2l)S(=0)(=0)c2ccees2)cc2ececc21>>0=S(=0)(clcccsl)N1c2ececc2/C=C\Cn2clc
clcceecl?

C=CCCN(C)clcceeclI>>C=C1CCN(C)c2cccec2l
C=CCC(0OC)C1=C(Br)c2cccc3ccecclc23>>C=C1CC(OC)C2=Clclccce3ccecc2cl3
C=CCclcc(C)ccclN(CelceeeecclBr)S(=0)(=0)cleec(C)ec1>>C=C1Cc2cc(C)ccc2N(S(=0)(=0)c2ccec(C
)ec2)Cce2cccec2l
C=CC(=O)N[C@@H](Cclcccccl)C(=0O)N[C@@H](C)C(=O)N[C@@H](CC(C)C)C(=0O)NCclcccc(B
Ncl1>>CC(C)CIC@@HILNC(=0)[C@HT(C)NC(=O)[C@HI](Cc2ccccc2)NC(=0)/C=C/c2ccec(c2)CNC
C=CCN(CCI)S(=0)(=0)clccc(CO)cc1>>C=C1CCN(S(=0)(=0)c2ccc(CO)cc2)Cl
C=CCOCc1nnn(Cc2ccc([N+](=0)[0-])cc2)c1I>>C=C1COCc2nnn(Cc3ccc([N+](=0)[O-])cc3)c21
C=CCC(CCBr)CCccccecee>>Cc=c1ccee(ceececceceoe)ct
C=CCC(Cclcccecl)(NCclceeeclBr)C(=0)OC>>C=C1CC(Cc2ccccc2)(C(=0)OC)NCc2cccec21
Cclcec(/C=C/C(=0)O/C(=C\l)c2cceec2)ccl>>Celeec(/C=C2\C=C(c3ccceec3)0C2=0)ccl
C=CCN(Cclcc2cccee2nclCl)cleec(C)ecl>>C=C1CN(c2cce(C)ec2)Ce2cc3ccecce3nc2l
C=C[C@@H](Cnlc(Br)c(-
c2ccc(Oc3cecc(C(F)(F)F)ce3)ec2)c2¢(N)nenc21)NC(=0)OC(C)(C)C>>C=Clc2c(-
c3ccc(Oc4cecc(C(F)(FIF)ccd)ec3)e3c(NIncne3n2CIC@HTINC(=0)OC(C)(C)C
C=CCCN(clccceclOC)S(=0)(=0)clececclBr>>C=C1CCN(c2ccecec20C)S(=0)(=0)c2ccecc2l
C=C[C@@H](Cnlc(Br)c(-
c2ccc(C(=0)Nc3cccen3)ec2)c2c(N)nenc21)NC(=0)OC(C)(C)C>>C=Clc2c(-
O=C(/C=C/clcccccl)O/C(=C\)CLCCCCC1>>0=C10C(C2CCCCC2)=C/C1=C\clcccecl
C=C(C)CC(OCC(=C)Br)clccc(Clyccl>>C=C1C=C(C)CC(c2ccc(Cl)cc2)OCL
CCOC(=0)/C=C/Oclcccecl-clecceclBr>>CCOC(=0)/C=C1/Oc2cccec2-c2ceceec2l
C=CCN(CCclcccccll)C(=0)C(F)(F)F>>C=C1CN(C(=0)C(F)(F)F)CCc2ccccc21
C[C@@H](OC(=0)[C@@H](C/C=C1\CCN(c2ccccc2)C1=0)Nclce(Cl)ceecll)C(=0)OC(C)(C)C>>C[
C@@HI(OC(=0)[C@HT1C/C(=C2/CCN(c3cceec3)C2=0)c2ccc(Cl)cc2N1)C(=0)OC(C)(C)C
C=CCN(C)C(=0)clccceclBr>>C=C1CN(C)C(=0)c2cccec2l
C=C(C(=0)OCC)clccececclCOcleccecl>>CCOC(=0)/C1=C/c2cccecc20Cc2ccccc2l
COclccc(/C=C/C(=0)0/C(=C\l)c2cceec2)ccl>>COclecc(/C=C2\C=C(c3cceee3)0C2=0)ccl
C=CCclcc(OC)cccIN(C(=0)clcececl)S(=0)(=0)clcec(C)eel>>C=C1Cc2cc(OC)ccc2N(S(=0)(=0)c
2cce(C)ec2)C(=0)c2ccecc2l
C=CCN(CCclc(Br)n(C(=0)OCc2ccccc2)c2eccccl2)C(=0)C(F)(F)F>>C=C1CN(C(=0)C(F)(F)F)CCc2
¢1n(C(=0)OCclcccccl)cleccec2l

C=C[C@@H](Cnlc(Br)c(-
c2ccc(Oc3cec(OC(F)(F)F)ee3)cc2)c2c(N)nenc21)NC(=0)OC(C)(C)C>>C=C1lc2c(-
c3ccc(Ocdecc(OC(R(FF)ccd)ee3)e3c(NInenc3n2CIC@HITLNC(=0)OC(C)Y(C)C
C=Cclcc(Cl)c(C)cclOCcelecccclBr>>Ccelec2c(cclCl)/C=C\clcececc1CO2
C=CCC(C=C(C)C)clcc(C)c(0C)cc1OS(=0)(=0)C(F)(F)F>>C=C1CC(C=C(C)C)c2cc(C)c(OC)cc21
C=CCN(Cclcccecl)Celec2ec(OC)eece2nclCl>>C=C1CN(Cc2ccecc2)Ce2cec3cc(OC)cee3nc2l
C=CCN(Cclcccecl)Celec2ecc(C)ee2nclCI>>C=C1CN(Cc2cceec2)Ce2cc3cec(C)ee3nc2l
C=C[C@@H]1CC(C(=0)OC)(C(=0)OC)[C@H](c2ccco2)N(c2cceec2l)O1>>C=Clc2ccccc2N20[C@
H11CC(C(=0)OC)(C(=0)OC)[C@@HT2clcccol
C=C(C)CC(OCC(=C)Br)clccc(OC)ccl>>C=C1C=C(C)CC(c2ccc(OC)cc2)OCl
C=CCN(C(=0)clccc2cececc2¢1Br)C(C(=0)NC(C)(C)C)cleec(OC)ec1>>C=C1CN(C(C(=O)NC(C)(C)
C)c2ccc(0C)cc2)C(=0)c2ccc3ccccc3c2l
C=CCC(NclccceclBr)cleecenlC>>C=C1CC(c2ccecn2C)Ne2cceec21
C=CCclccc2ceccc2c10S(=0)(=0)cleecccclBr>>C=C1Cc2ccc3ccecc3c20S(=0)(=0)c2ccecc2l
C=C[C@@H](Cnlc(Br)c(-
c2ccc(C(=O)N[C@@H](COC)c3cccecee3)cc2)c2¢c(N)nenc21)NC(=0)OC(C)(C)C>>C=C1c2c(-
c3ccc(C(=0INIC@@HT(COC)c4cccecd)ce3)ec3c(NInenc3n2CIC@HTLNC(=0)OC(C)(C)C
C=CCN(C(=0)clccc2cececc2c1Br)C(C(=0)NC1CCCCC1)clecc2ececc2c1>>C=C1CN(C(C(=0O)NC2C
CCCC2)c2ccc3ccccc3c2)C(=0)c2ccc3ceccc3c2l
C=CCN(CCI)S(=0)(=0)clccc(C#N)ccl>>C=C1CCN(S(=0)(=0)c2ccc(C#N)cc2)Cl
C=CCN(Cclcc2cce(C)ee2nclCl)clece(C)ecl>>C=C1CN(c2cce(C)ec2)Ce2cc3ccc(C)eec3nc2l
C=CCclc(N(CC)C(=0)c2ccecc2l)cecc2clcec(=0)n2C>>C=C1Cc2c(ccc3c2ccc(=0)n3C)N(CC)C(=0)c
2cceec2l
C=C[C@@H]1CC(S(=0)(=0)c2cccec2)(S(=0)(=0)c2ccccc2)C[C@H]L[C@@H](clcceecl)clec(OC)
¢(0OC)cclBr>>C=C1c2cc(OC)c(OC)cc2[C@H](c2cceecc2)[C@@H]2CC(S(=0)(=0)c3cccece3)(S(=0) (=
O)c3ccccc3)CIC@@H112

C=C[Si](C)(C)OCclccceclBr>>C=Clc2ccccc2CO[Si]1(C)C
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C=C[C@H]10[C@@H]20C(C)(C)O[C@@H]2[C@H]1N(Cclcc(OC)ccclBr)S(=0)(=0)clcec(C)ecl
>>C=C1c2ccc(OC)cc2CN(S(=0)(=0)c2cec(C)ec2)[C@HI12[C@@H110[C@@H]10C(C)C)OIC@H]
C=CCN(CCclcc(OC)c(OC)cclBr)C(=0)cleeec(OC)c10C>>C=C1CN(C(=0)c2cccc(0OC)c20C)CCc2c
¢(0C)c(0C)cc21
C=CC(C)(C)[C@@H](N[S@@](=0)C(C)(C)C)clccccclBr>>C=Clc2ccccc2[C@H](N[S@@](=0)C(
c)cyecieye
CC(C)COC(=0O)[C@@H](C)OC(=0O)[C@@H](C/C=CI\CCN([13c]2[13cH][13cH][13cH][13cH][13c
H]2)C1=0)Nclcc(Cl)ccecll>>CC(C)COC(=0)[C@@H](C)OC(=0)[C@H]1C/C(=C2/CCN([13c]3[13c
H1I13cH1M13cH1I13¢cHTI13¢cH13)C2=0)c2ccec(Chec2N1
C=CCCCC(0)C1=C(Br)CCC(C)C1>>C=C1CCCC(0O)C2=C1CcCcc(C)C2
C=CCO[C@@H]1[C@@H](OCc2ccccc2)[C@H](OCc2ccccc2)[C@@H](COCc2cceccc2)O[C@@H]1
SclccecclBr>>C=C1CO[C@@H]2[C@@H](OCc3cccec3)[C@H](OCc3ccccc3)[C@@H](COCc3ccce
cOIC@@H12Sc2ccecc2l
C=CCN(C)C(=0)C1(CC(=C)Br)CS/C(=C\c2ccccec2)C1=0>>C=C1CN(C)C(=0)C2(CS/C(=C\c3cccee3
)C2=0)CC1=C

C=CC(CC)(CC)C(=0O)Nciccc(F)cciBr>>C=Cic2cc(F)ccc2NC(=0)C1(CC)CC
C=CC[C@@H]1CCCCN1Cclcccccll>>C=C1C[C@@H]2CCCCN2Cc2ccccc2l
C=CCCN(clcccc2ceccccl2)S(=0)(=0)clccccclBr>>C=C1CCN(c2ccec3ceccc23)S(=0)(=0)c2cccecc2l
C=CC[C@H](N[S@](=0)C(C)(C)C)clcc(C(F)(F)F)cccll>>C=C1C[C@H](N[S@](=0)C(C)(C)C)c2cc
(C(R)(F)F)cee21

C=CC(C)OCclc(Br)c(OC)c2cccec2c10OC>>C=Clc2c¢(c(OC)c3ccecc3c20C)COCIC
C=CC(CC)(CC)C(=0)NclccceclBr>>C=Clc2ccccc2NC(=0)C1l(CC)CC
C=CCCCNclcceeclCl>>C=C1CCCNc2cceec2l
C=CCN(Cclcc2cc(C)cecec2nclCl)cleccecl>>C=C1CN(c2cceec2)Ce2cc3cc(C)eece3nc2l
COC(=0)/C=C/Oclc(C)cceccl-clecccc1Br>>COC(=0)/C=C1/0Oc2c(C)ceec2-c2cceecc2l
C=CCCC(CBr)Cccccccecee>>Cc=c1ccee(ceececcceoe)ct
COC(=0)/C=C/Oclccceecl-clescclBr>>COC(=0)/C=C1/Oc2ccccc2-c2cscec2l
C=CI[C@H](O[Si](C)(C)C(C)(C)O)[C@H](C)[C@@H](C/C(I)=C/CO)O[Si](C)(C)C(C)(C)C>>C=C1/
C(=C\CO)C[C@@HI(OIsil(C)(C)C(C)C)ONC@@HI(C)[C@HT1O[SIl(C)(C)C(C)(C)C
COclcc(/C=C/C(=0)Oc2cccec2l)cc(0C)c10C>>CO0clec(/C=C2/C(=0)0c3ccccc32)cc(0C)c10C
C=CC(=0O)N(Cclcccecl)C(C(=0O)NCclceeccl)cleceeclBr>>C=C1C(=0)N(Cc2ccccc2)C(C(=0O)NCc2
cceee2)c2ceecec2l
C=CC[C@@H]1C(C)(C)CCC[C@@]1(O)Cclcc(OC)ccclBr>>C=CiC[C@@H]2C(C)(C)CCC[C@@]
2(0)Cc2cc(0C)ccc21

C=CCN(Cclcceecll)C1CCCC1>>C=C1CN(C2CCCC2)Cc2cccec2l
C=CCCN(CclccenclBr)S(=0)(=0)clceeecl>>C=C1CCN(S(=0)(=0)c2ccecc2)Ce2ccenc2l
C=Cclcccc(C(=O)N|C@@H](c2cccec2)|C@Q@H](O]SI|(CC)(CC)CC)C(=0)0O|C@H]2CIC@@]3(0)]
C@@H](OC(=0)c4ccec(l)ed)[C@H]A[C@](C)(C(=0)[C@H](OC(C)=0)C(=C2C)C3(C)C)[C@@H](
O[Si](CC)(CC)CC)C[C@H]20C[C@]240C(C)=0)c1>>CC[Si](CC)(CC)O[C@H]1C[C@H]20C[C@
@]2(0OC(C)=0)[C@H]2[C@@H]30C(=0)c4ccce(cd)/C=C\cdceec(cd)C(=O)N[C@@H](c4cceecd)[C
@@HI(OISITICCUCCICCIC(=NOIC@HIACIC@TII(OCICUCIC(=CACTC@@HIHOCICY=0)C(=0T



