Table S6D. Intramolecular Heck reaction dataset divided into test dataset in our research
for transformer-baseline and transformer-transfer learning models (Dataset for testing in
experiment 1)
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Reaction SMILES

C=CC(C)(C)Nc1nc(ChncclBr>>C=C1lc2cnc(Cl)nc2NC1(C)C
C=CCC(CCBr)clccc(0OC)ecc1>>C=C1CCC(c2ccc(0C)cc2)Cl
C=CCnlc(N(c2cce(F)ee2l)S(=0)(=0)c2ccees2)cc2cec(C)eecc21>>Celecc2c(cl)ccln2C/C=Clc2cc(F)ccc
2N1S(=0)(=0)clccesl

C=CCC(0O)cilcc2cc(C)eec2neclCl>>C=C1CC(0)c2cc3cc(C)ecec3nc2l
C=CCclc(0OCc2cccce2Br)c(=0)n(C)c2cececccl2>>C=C1Cc2c(c(=0)n(C)c3cceccc23)O0Cc2ccecc2l
C=CCN(CC1=C(Br)CCc2ccccc21)clece(Cl)cc1>>C=C1CN(c2ccc(Cl)cc2)CC2=C1CCclcccecl2
COC(=0)/C=C/0Oc1cccccl-clec(C)e(C)eclBr>>COC(=0)/C=C1/0Oc2ccceecc2-c2cc(C)e(C)ec2l
C=CCC(0O)cilcc2ceee(C)e2neclCl>>C=C1CC(0)c2cc3ceec(C)e3nc2l
C=CC(=0)OCCCCC(=0)CccC(CCclccencl)OC(=0)[C@@H]1CCCCN1C(=0)C(=0O)clccec(l)cl>>
0=C1CCCCOC(=0)/C=C/c2ccce(c2)C(=0)C(=0)N2CCCC[C@H]2C(=0)OC(CCc2cccnc2)CCCL
Cclccc(/C=C/C(=0)0/C(=C\I)C2CC2)cc1>>Cclcec(/C=C2\C=C(C3CC3)0C2=0)ccl
C=CCN(Cclccc(OC)ccl)Celec2eccee2nclCl>>C=C1CN(Cc2cec(OC)cc2)Ce2cc3ccecece3nc2l
C=CCN(Cclcc2cce(C)ee2nclCl)clecc(OC)ec1>>C=C1CN(c2ccc(OC)cc2)Ce2cc3ccec(C)ec3nc2l
C=CCC(CCBr)clccc(C(F)(F)F)cc1>>C=C1CCC(c2ccc(C(F)(F)F)cc2)Cl
C=Cclccec(C(=0)0[C@H]2|C@H]3[C@](C)(C(=0)|C@H](OC(C)=0)C4=C(C)|C@@H](OC(=0)|C
@H](O[Si](CC)(CC)CC)[C@@H](NC(=0)c5ccece(l)c5)c5eccee5)C[C@]2(0)C4(C)C)[C@@H](O[SI]
(CC)(CC)CC)C[C@H]20C[C@]230C(C)=0)c1>>C=C1lc2ccce(c2)C(=0)N[C@@H](c2cccec2)[C@
@H](O[Si](CC)(CC)CC)C(=0)O[C@H]2C[C@@]3(O)[C@@H](OC(=0O)c4cccclc4)[C@H]L[C@](C)
(C(=OCAHUOCICY=OC(=C2C\CIUCYCNC@@HIOISIHCCYCCICCICIC@HI2OCIC@1210C(IC)
C=Cclcc(C(C)=0)cccIN(C)C(=0)clccceccll>>C=Clc2cccecc2C(=0)N(C)c2cec(C(C)=0)cc2l
C=CC(=O)N(C)[C@@H](CO)Cclccec(OC)cclBr>>C=C1C(=0O)N(C)[C@@H](CO)Cc2ccc(OC)cc21
C=C(C(=0)OC)N(CCCCCclccececcll)C(=0)OC(C)(C)C>>COC(=0)/C1=C/c2ccccc2CCCCCNIC(=0)
Oc(Cc)(ce

C=CCCCC(=0O)N(Cclccceel)clceccecll>>C=C1CCCC(=0)N(Cc2cccec2)c2cccec2l
C=CCN(CCclccc(C(F)(F)F)ccll)C(=0)C(F)(F)F>>C=C1CN(C(=0)C(F)(F)F)CCc2ccc(C(F)(F)F)cc21
C=C[C@@H](O[Si](C)(C)C(C)(C)C)[C@@H](CCCC)[C@@H](C/C(I)=C/CO)O[Si](C)(C)C(C)(C)C
>>C=C1/C(=C\CO)C[C@@HT(O[Sil(C)(C)C(C)(C)C)[C@H](CCCO)C@@HTLOI[Sil(C)(C)C(C)(C)C
C=CCnlc(N(c2cce(C)eec2l)S(=0)(=0)c2cces2)cc2eccec21>>Celeecc2c(cl)/C=C\Cnlc(cc3ccccc31)N2
S(=0)(=0)clccesl
C=CC(=O)NC(CC(=O)N[C@@H](Cclcccccl)C(=0)N[C@@H](CC(C)C)C(=0O)NCclccce(Br)cl)clc
cceel>>CC(C)CI[C@@H]IINC(=0)[C@H](Cc2cceccc2)NC(=0)CC(c2cceecc2)NC(=0)/C=Cl/c2ccec(c2)
C=CCC(O)clccnecclBr>>C=C1CC(O)c2cencc2l

C=CCCCNclcceeclBr>>C=C1CCCNc2cccec2l
C=C[Si](C)(C)clcc(OC)c(OC)cel-clec(OC)c(OC)cclBr>>C=Clc2cc(OC)c(OC)cc2-
c2cc(0C)c(OC)ec2[Sil1(C)C
C=C[C@@H](O]Si](C)(C)C(C)(C)C)[C@H](OCCCOJSi](clcceeel)(cleceecl)C(C)(C)C)[C@@H](C/
C(1)=CICO)QJSi](C)(C)C(C)(C)C>>C=C1l/C(=C\CO)C[C@@H](O[Si](C)(C)C(C)(C)O)[C@@H](OC
CCOISil(c2cccec2)(c2ceceecc2)C(CHCICHC@@H11OISil(CYCIC(CYC)C
C=CC(C)clccc2cccecc2c10S(=0)(=0)clcccec1Br>>C=Clc2cccec2S(=0)(=0)0c2c(ccec3ccccc23)C1C
C=C[C@@H](O]Si](C)(C)C(C)(C)C)[C@@H](Cclccececcl)[C@@H](CC()=CCO)OISi](C)(C)C(C)(C
)C>>C=C1C(=CCO)C[C@@H]I(O[Sil(C)(C)C(C)(C)O)[C@HT(Cc2cccec2)[C@@H]1O[Sil(C)(C)C(C)
C=CCCN(clcccccl[N+](=0)[O-])S(=0)(=0)clcceeclBr>>C=C1CCN(c2cccecc2[N+](=0O)[O-
NS(=0)(=0)c2cceec2l
C=CCclc(0OCc2ccccec2Br)c(=0)n(C)c(=0)n1C>>Cnlc2c(c(=0)n(C)c1=0)O0Cclcccecl/C=C\C2
C=CC[C@@H](N[S@@](=0)C(C)(C)C)clc(F)cceclBr>>C=C1C[C@@H](N[S@@](=0)C(C)(C)C)c
2¢(F)ceec21

C=CCC(0C)clcc2ceeecec2nclCl>>C=C1CC(0OC)c2cc3ccece3nc2l
C=C[C@H](O[Si](C)(C)C(C)(C)C)[C@H](OCCCO[Si](clcceecl)(clccececl)C(C)(C)O)[C@@H](C/C(
1)=C/CO)Q[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](OCCC
OISil(c2cceec2)(c2ccecc2)C(CYCICHC@HILOISIT(C)(CIC(CYCIC
C=CC(=O)NC[C@@H](OC)[C@H](OC)clcccccINC(=0)[C@H](CC(C)C)NC(=0)clccee(Br)cl>>C
O[C@@H]1CNC(=0)/C=C/c2cccc(c2)C(=0IN[C@@HI1(CC(C)C)C(=0)Nc2cccec2[C@HT10C
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C=C[C@H]1[C@@H]2[C@H](CN1clcc(C(=0)OC)cc(OCc3cceec3)cl)N2C(=0)0OC(C)(C)C>>C=C1
c2¢c(OCc3ccece3)ec(C(=0)OC)cc2N2C[C@HI3[C@@HI([C@HT12)N3C(=0)OC(C)(C)C
C=CCCOCC1=C(Br)CCc2ccccc21>>C=C1CCOCC2=C1CCclcccccl?
C=CCCOCC1=C(Br)c2ccccc2C(C)C1>>C=C1CCOCC2=ClclcccecclC(C)C2
C=Cclccc(OC)c(Nec2nc(Nec3ccc(N4CCOCC4)c(Br)e3)ncc2Cl)c1>>COclecc2ccINelnc(ncclCl)Nelee
c(N3CCOCC3)c(cl)/C=C\2

C=CC(F)(F)Oclccc(0C)cclBr>>C=Clc2cc(OC)ccc20CL(F)F
C=CCCl1c2[nH]c3cceecc3c2CCNICC(=C)I>>C=C1CC2c3[nH]c4ccecec4c3CCN2CC1=C
C=CS(=0)(=0)N(CC(=C)Br)Cclccccecl>>C=C1C=CS(=0)(=0)N(Cc2ccccc2)Cl
C=CCnlc(N(c2ccc(F)ce2l)S(=0)(=0)c2ccees2)cc2cccecc21>>0=S(=0)(clccesl)N1c2ceec(F)ec2/C=C\C
n2clcclcccccl2
C=CCN(CC1=C(Br)c2ccccc2CCl)clcec(C)ecl>>C=C1CN(c2cce(C)ecc2)CC2=ClclccecclCC2
C=CCOCclccc2ccccc2c1Br>>C=C1COCc2ccc3cccec3c2l
C=C(C(=0)OCC)clcccccICN(C(=0)C(F)(F)F)cleecececlBr>>CCOC(=0)/C1=C/c2ccccc2N(C(=0)C(F
)(F)F)Cc2cceec21

C=CC(0CC(=C)Br)clccce(Cl)c1>>C=C1COC(c2ccec(Clyc2)C1=C
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=
Cl/C(=C\CO)C[C@@HI(O[Sil(C)(C)C(C)}(C)O)C@H(C)IC@@HI]1O[Sil(C)(C)C(C)(C)C
C=CC(CC)(CC)C(=0)Nclccc(C(F)(F)F)cclBr>>C=Clc2cc(C(F)(F)F)ccc2NC(=0)C1(CC)CC
C=CclcccccIN(C)C(=0)clcccccll>>C=Clc2ccecc2C(=0)N(C)c2cecec2l
C=Cclcc(Nc2ncc(Cl)c(Ne3cee(Br)ece3C(=0)0C)n2)cccINICCN(C)CC1>>COC(=0)clecc2ccINelne(
ncclCl)Nclecc(N3CCN(C)CC3)c(cl)/C=C\2
C=CC(Cnlc(Br)c(-c2ccc(Oc3cececeld)cc2)c2e(N)nenc21)NC(=0)OC(C)(C)C>>C=Clc2c(-
c3cce(Oc4ccccced)ce3)e3c(N)nenc3n2CCLINC(=0)OC(C)(C)C
C=CclccccclCOJSi](Cl)(C(C)C)C(C)C>>CC(C)[Si]L(C(C)C)C/C=C\c2cceecc2COl
C=Cclcc(CCCCCC)ccclN(C)C(=0)clccecclI>>C=Clc2cccec2C(=0)N(C)c2ccc(CCCCCC)ec2l
C=CCC[C@@H](C=C)COclccccclBr>>C=CCC[C@@H]1COc2ccccc2C1=C
C=Cclcccc(Nc2nc(Ne3cecc(NACCN(C)CC4)ce(Br)e3)ncc2Cl)ec1>>CN1CCN(c2ccc3cc2/C=C\c2ccece(c2
INc2nc(ncc2CI)N3)CC1



