Table S8D.Heck reaction database of trisubstituted alkene alkene as reactant
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Reaction SMILES

Brcleec(l)ccl.CCOC(=0)/C(F)=C\CCclccceel>>CCOC(=0)/C(F)=C(\CCclccccel)clcee(Br)ccl
CC(=0)clcce(l)ecl.CCOC(=0)/C(F)=C\CCclcceec1>>CCOC(=0)/C(F)=C(\CCclcccecl)cleec(C(C)=
O)ccl

CEZOC(:O)/C(F):C\CCC1cccccl.COC(:O)clcccccl I>>CCOC(=0)/C(F)=C(\CCclcccccl)clecececlC(
=0)oC
COclcec(l)cel.Celeee(S(=0)(=0)/C=C2/C(F)(F)C2(C)C(C)(C)C)ccl>>COclcec(/C(=C2\C(F)(F)C2(
C)C(C)(C)C)S(=0)(=0)c2cce(C)ec2)ecl
Cclcec(l)eel.Celeee(S(=0)(=0)/C=C2\C(C)(C)C2(F)F)cc1>>Cclcec(/C(=C2/C(C)(C)C2(F)F)S(=0)(
=0)c2ccc(C)ec2)ecl
CCC1(C)/C(=C\S(=0)(=0)c2cce(C)ec2)CL(F)F.COclece(l)cc1>>CCCL(C)/C(=C(/c2cec(OC)cec2)S(=
0)(=0)c2ccc(CYec2)CL(FF
Cclcee(S(=0)(=0)/C=C2\C(C)(C)C2(F)F)ccl.Iclcecececl>>Cceleee(S(=0)(=0)/C(=C2\C(C)(C)C2(F)F)
c2cceec2)ecl
Ccleec(S(=0)(=0)/C=C2\C(C)(C)C2(F)F)ccl.Cleclecee(l)cc1>>Ccleec(S(=0)(=0)/C(=C2\C(C)(C)C2(
F)F)c2cce(Clec2)cecl
Brclccc(OCCCCc2ccecc2)ecl.C/C=C(\CCO)C(=0)OCC>>CCOC(=0)/C(CCO)=C(\C)clccc(OCCCCc

2cceec2)ccl
CC/C(=C\clcceccl)cleececcl.CN(C)CCOcleece(Br)ccl>>CC/C(=C(\clceccecl)clecc(OCCN(C)C)ecl)e
lcceccl
COclccc(l)ecl.Celeee(S(=0)(=0)/C=C2\C(C)(C)C2(F)F)cc1>>COclcec(/C(=C2/C(C)(C)C2(F)F)S(=
0)(=0)c2cce(C)ec2)ecl
CCOC(=0)/C(F)=C\CCclcccecl.lcdicecec1>>CCOC(=0)/C(F)=C(\CCclcccecl)cleececl
COclccee(l)eel.Celeee(S(=0)(=0)/C=C2/C(F)(F)C23CCCCC3)cc1>>COclcec(/C(=C2\C(F)(F)C23CC
CCC3)S(=0)(=0)c2cce(C)ec2)ecl
CCOC(=0)/C(F)=C\CCclccceccl.COclceec(l)ec1>>CCOC(=0)/C(F)=C(\CCclcccecl)cleec(OC)ccl
CIC=C(/NC(=0)OC(C)(C)C)C(=0)OC.CN(C)clcce(l)ccl>>COC(=0)/C(NC(=0)OC(C)(C)C)=C(\C)c
lcee(N(C)C)ecl
CC=C(clcccecl)cle(OCc2cc(0C)cec2Br)c(=0)n(C)e(=0)n1C>>COclcec2c(cl)COcle(n(C)e(=0)n(C
)c1=0)/C(clccececl)=C\2C
C[C@@H](OC(=0)[C@@H](C/C=C1\CCN(c2ccccec2)C1=0)Nclcc(Clycecll)C(=0)OC(C)(C)C>>C[
C@@HI(OC(=0)[C@H]1C/C(=C2/CCN(c3cccecc3)C2=0)c2cce(Cl)cc2N1)C(=0)OC(C)(C)C
CC(C)COC(=0)[C@@H](C)OC(=0)[C@@H](C/C=CI\CCN([13c]2[13cH][13cH][13cH][13cH][13c
H]2)C1=0)Nclcc(Cl)cccll>>CC(C)COC(=0)[C@@H](C)OC(=0)[C@H]1C/C(=C2/CCN([13c]3[13c
H1I13cH113cH1T13cHTI13cH13)C2=0)c2ccc(Chec2N1
COC(=0)/C(=C\CCN(C(=0)OC(C)(C)C)C(=0O)clc(he2eeceece2n1C(=0)0C(C)(C)C)OCclceccec1>>C0
C(=0)/C(0OCclcceeecl)=C1/CCN(C(=0)OC(C)(C)C)C(=0)c2clcleceecln2C(=0)OC(C)(C)C
CCOC(=0)[C@@H](C/C=C1\CCN(c2ccccec2)C1=0)Nclcc(Clycccll>>CCOC(=0)[C@H]1C/C(=C2/

CCN(c3cceee3)C2=0)c2ccc(Clcc2N1
CC(C)COC(=0)[C@@H](C)OC(=0O)[C@@H](C/C=CI\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
H1M14cHTI14cHT14cHTT14¢H13)C2=0)c2cce(Chec2N1
CC=C(clcceecl)cle(OCc2ccccc2Br)c(=0)n(C)c(=0)n1C>>C/C1=C(\c2cccec2)c2e(c(=0)n(C)c(=0)n2
C)OCc2ccccc2l



