Table S6C. Intramolecular Heck reaction dataset divided into validation dataset in our
research for transformer-baseline and transformer-transfer learning models (Dataset for
validation in experiment 1)

Reaction
ID

18

19
20

21
22
23

24
25
26
27

28

29
30
31
32
33

34

35
36

37

38

Reaction SMILES

C=CCN(C)C(=0)C1(CC(=C)Br)CC/C(=C\c2ccccc2)C1=0>>C=C1CN(C)C(=0)C2(CC/C(=C\c3cccce
3)C2=0)CC1=C
C=CCclc(N(C)C(=0)Cc2ccccc2l)cecc2clccc(=0)n2C>>C=C1Cc2c¢(ccc3c2ccc(=0)n3C)N(C)C(=0)Cc
2ccccc2l
C=CCclcccc(F)cIN(Celee(OC)ceclBr)S(=0)(=0)clecc(C)ecl>>C=C1Cc2cccc(F)c2N(S(=0)(=0)c2c
cc(C)ec2)Ce2cc(OC)ecc21

C=CCOCclnnn(Cc2ccc(C)cec2)clI>>C=C1COCc2nnn(Cc3ccc(C)ce3)c21
C=CCN(CC1=C(Br)CCCCC1l)clccc(Cl)cc1>>C=C1CN(c2ccc(Cl)cc2)CC2=C1CCCCC2
C=CCCCOc1lcccnclBr>>C=C1CCCOc2cccnc2l
C=CCCOCC1=C(Br)c2cc(0OC)ccc2CC1>>C=C1CCOCC2=Clclcc(OC)ceclCC2
C=C[C@@H](O[Si](C)(C)C(C)(C)C)[C@@H](clccececcl)[C@@H](C/C(1)=C/CO)O[Si](C)(C)C(C)(C)
C>>C=C1/C(=C\CO)C[C@@HT(Q[SII(C)(C)C(C)C)C)C@HI(c2ccecec2) [C@@HTLOISIT(CYHC)C(CY(
C=CC(F)(F)OclccccclBr>>C=Clc2ccccc20CL(F)F
C=CC1CCCN1Cclcccecll>>C=Clc2ccccc2CN2CCCC12
C=CC(=0)OCCCCC(CCclcccncl)OC(=0)[C@@H]1CCCCN1C(=0)C(=0)clccee(l)c1>>0=C1/C=C/
c2ccce(c2)C(=0)C(=0)N2CCCC[C@H]2C(=0)OC(CCc2cccnc2)CCCCO1
C=CCCC(=O)N(Cc1lcccecl)cleccecll>>C=C1CCC(=0)N(Cc2cccec2)c2ceccc2l
C=CC[C@H](N[S@](=0)C(C)(C)C)clccceclBr>>C=C1C[C@H](N[S@](=0)C(C)(C)C)c2cceec2l
C=CCN(C(=0)clccc2cecec2clBr)C(C(=0)NC(C)(C)C)clece(C)ecl>>C=C1CN(C(C(=0O)NC(C)(C)C)
c2cce(C)ec2)C(=0)c2ccec3ccccc3c2l
C=CCCCC(0O)C=C(Br)clccc(C)ccl>>C=C1CCCC(0)C=C1clccc(C)ccl
C=CCnlc(-c2ccc3cc(OC)cec3c2Br)nc2ccccc21>>C=C1Cn2c(nc3ccccc32)-c2ccc3cc(OC)cec3c2l
C=CCOCclc(Br)c(OC)c2cccec2c10C>>C=C1COCc2clc(OC)clccececclc20C
C=C[C@@H](O[SI](C)(C)C(C)C)C)[C@@H](CCCOI[Si](C)(C)C(C)(C)C)[C@@H](CC(I)=CCO)O[S
i](C)(C)C(C)(C)C>>C=C1C(=CCO)C[C@@H](O[Si](C)(C)C(C)(C)C)[C@H](CCCOISi](C)(C)C(C)(
CCIC@@H110ISil(C(C)C(C(C)C

C=COC(=0)clcccecclBr>>C=C10C(=0)c2cccec2l
C=CCclcc(C)cccIN(C(=0)cleccccll)S(=0)(=0)clccc(C)ecl>>C=C1lCc2cc(C)ccc2N(S(=0)(=0)c2cc
¢(C)cc2)C(=0)c2ccecc2l
C=CCnlc(N(c2ccc(F)cc21)S(=0)(=0)c2cce(C)ec2)cc2ec(0OC)cecc21>>COclecc2c(cl)ccln2C/C=C\c2c
c(F)ccc2N1S(=0)(=0)clcece(C)ecl
C=CCCclc(Br)cncclC1l=N[C@H](c2ccecec2)CO1>>C=C1CCc2clcncc2Cl=N[C@H](c2cccec2)COl
C=CCO[C@H](CSclcceeclBr)[C@H]10[C@@H]20C(C)(C)O[C@@H]2[C@H]10Cclccceccl>>C=
ClCOo[C@@H([C@HTI20[C@@H]30C(C)(C)OIC@@HI3[C@H]20Cc2ccccc2)CSc2ccecc2l
C=CCN(Cclcccecll)S(=0)(=0)clecc(C)ecl>>C=C1CN(S(=0)(=0)c2ccc(C)cc2)Ce2ccecc2l
C=CCN(CC1=C(Br)CCCC1l)clccc(C)ecl>>C=C1CN(c2ccc(C)ecc2)CC2=C1CCCC2
C=CCCCC(0)C1=C(Br)CCCCC1>>C=Cl1CCCC(0O)C2=C1Ccccce
C=CCC(clccececl)N(C)eleceeclI>>C=C1CC(c2ccecc2)N(C)e2ceececc2l
C=C[C@H]10[C@@H]20C(C)(C)O[C@@H]2[C@@H]1N(CclccccclBr)S(=0)(=0)clcec(C)ecl>>
C=C1c2ccccc2CN(S(=0)(=0)c2ccc(Clec2)[C@@HI2[C@@HT10[C@@H]10C(C)(C)O[C@@H]112
C=CCC(NCclcce(C)eclBr)(C(=0)OC)C(C)C>>C=C1CC(C(=0)OC)(C(C)C)NCc2ccc(C)cc21
C=CCOclccc(C(NC(=0)c2ccecc2)C(=0)0C)ccll>>C=C1COc2ccc(C(NC(=0)c3ccece3)C(=0)0C)ce
C=CCclcc2c(C)ec(=0)oc2c(C)clOCclcccccli>>C=C1Cc2cc3c(C)cc(=0)oc3c(C)c20Cc2cceec2l
C=CC(COclcceeccll)NC(=0)0OCcleccecl>>C=Clc2ccccc20CCLINC(=0)OCclececcl
C=Cclcc(0OC)ccclOS(=0)(=0)clecccclBr>>C0Oclecc2e(cl)/C=C\clcceeclS(=0)(=0)02
C=CCclcccc(C)cIN(C(=0)ciceeccll)S(=0)(=0)clecc(C)ecl>>C=C1lCc2cccc(C)c2N(S(=0)(=0)c2cc
¢(C)cc2)C(=0)c2ccecc2l
C=CCc1c(0Cc2cc(OC)ccc2Br)cc(C)n(C)ec1l=0>>C=C1Cc2c(cc(C)n(C)c2=0)OCc2cc(0OC)ccc21
C=CCC(0O)clcc2cec(0C)cec2ncl1Cl>>C=C1CC(0)c2cc3ccc(0OC)ce3nc2l
C=CCCN([C@@H](CC(C)C)C(=0)0OC)S(=0)(=0)clccccclBr>>C=C1CCN([C@@H](CC(C)C)C(=0
)OC)S(=0)(=0)c2cccec2l
C=CCO[C@H]1[C@H](Sc2cceec2Br)O[C@H](COCc2ccccc2)[C@@H](OCc2ccccc2)[C@@H]10Cc
lceceecl>>C=C1CO[C@H]2[C@@H](O[C@H](COCc3cccec3)[C@@H](OCc3ccecc3)[C@@H]20Cc
2ccecc2)Sc2ccecec2l
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C=CCclcccccIN(Cclee(OC)cceclBr)S(=0)(=0)clcec(C)eecl>>C=C1lCc2ccccc2N(S(=0)(=0)c2cec(C)
cc2)Cc2cc(0C)cec21
C=CCN1c2c(Br)cc([N+](=0)[0O-])cc2C(=0)N2C1C(C)(C)SC2(C)C>>C=C1CN2c3clcc([N+](=0)[O-
Nce3C(=0)N1C2C(C)(C)SCL(C)C
C=CCclcccccIN(C(=0)clceeccll)S(=0)(=0)cleec(C)ecl>>C=C1lCc2ccccc2N(S(=0)(=0)c2ccc(C)ee
2)C(=0)c2cccec2l

C=CC(OCC(=C)Br)clccee(0OC)c1>>C=C1COC(c2ccec(0OC)c2)Cl=C
C=CC(F)(F)Oclccc(C#N)cclBr>>C=Clc2cc(C#N)ccc20CL(F)F
C=CC[C@@H](N[S@@](=0)C(C)(C)C)clcc(F)ccclBr>>C=C1C[C@@H](N[S@@](=0)C(C)(C)C)c
2cc(F)eec21

C=CCC(CCBr)clcceccl>>C=C1CCC(c2ccecc2)Cl

C=C[C@@H](Cnlc(Br)c(-
c2ccc(C(=0)NCc3cceecd)cc2)c2¢(NI)nenc21)NC(=0)OC(C)(C)C>>C=Clc2c(-
C=CCC(Ccclcceecccee>>c=c1cee(cececcecce)ct
C=CCclc(N(C)C(=0)c2cccec2l)cec2elece(=0)n2C>>C=C1Cc2c(ccc3c2ecc(=0)n3C)N(C)C(=0)c2cc
ccc2l
C=CCclc(N(CC)C(=0)c2ccceec2l)cec2oc(=0)ceccl12>>C=C1Cc2c(ccc3oc(=0)ccc23)N(CC)C(=0)c2cc
cce2l

C=CCC(OCC(=C)Br)clcccecl>>C=C1COC(c2ccecc2)CC1=C
C=Cclcc(C(C)(C)C)ccclN(C)C(=0)clcecccli>>C=Clc2ccccc2C(=0)N(C)c2ccc(C(C)(C)C)ec2l
C=C(C(=0)OCC)clccccclCN(C(=0)C(F)(F)F)cleccecll>>CCOC(=0)/C1=Cl/c2ccccc2N(C(=0)C(F)(
F)F)Cc2ccecec21

C=CCN(CCI)S(=0)(=0)clccececclBr>>C=C1CCN(S(=0)(=0)c2ccccc2Br)Cl
C=Cclcc(O)cccIN(C)C(=0)cleccccll>>C=Clc2ccccc2C(=0)N(C)c2cec(O)cc2l
C=CclcceccclOCclcecceelBr>>C1=C\c2ccecc20Cc2cccec2/1



