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a) Raw acrylates dataset

The dataset used in this work is shown in Table S1.

Table S1

Name SMILES Tg [K]

Poly[methyl 4-(methacryloyloxy)benzoate] C=C(C)C(=0)0Oclccc(C(=0)0C)ccl 379
Poly[methyl 4-(methacrylamido)benzoate] C=C(C)C(=0O)Nclccc(C(=0)OC)ccl 453
Poly[methyl 4-(acryloyloxy)benzoate] C=CC(=0)Oclccc(C(=0)0OC)ccl 340
Poly[methyl 3-(acryloyloxy)benzoate] C=CC(=0)Oclcccc(C(=0)0C)cl 311
Poly[methyl 2-(acryloyloxy)benzoate] C=CC(=0)OclccccclC(=0)0C 319
Poly[ethyl 4-(methacrylamido)benzoate] C=C(C)C(=0O)Nclccc(C(=0)OCC)ccl 441
Poly[ethyl 4-(acryloyloxy)benzoate] C=CC(=0)0Oclccc(C(=0)0OCC)ccl 310
Poly[ethyl 2-(acryloyloxy)benzoate] C=CC(=0)0OclcccecclC(=0)0CC 303
Poly[butyl 4-(methacrylamido)benzoate] C=C(C)C(=0)Nclccc(C(=0)0CCCC)ccl 401
Poly[butyl 4-(acryloyloxy)benzoate] C=CC(=0)Oclccc(C(=0)OCCCC)ccl 286
Poly[4-(cyanomethyl)phenyl methacrylate] C=C(C)C(=0)Oclccc(CC#N)ccl 401
Poly(terbutyl methacrylate) C=C(C)C(=0)0C(C)(C)C 391
Poly(terbutyl acrylate) C=CC(=0)0C(C)(C)C 316
Poly(secbutyl methacrylate) C=C(C)C(=0)0c(C)cC 333
Poly(sechutyl chloroacrylate) C=C(ClC(=0)0oc(C)CcC 347
Poly(propy! chloroacrylate) C=C(Cl)C(=0)occcC 344
Poly(phenyl methacrylate) C=C(C)C(=0)Oclcccecl 383
Poly(phenyl acrylate) C=CC(=0)Oclcccecl 323
Poly(pentyl methacrylate) C=C(C)C(=0)0cccecece 268
Poly(N-terbutylacrylamide) C=CC(=0O)NC(C)(C)C 401
Poly(n-penthyl acrylate) C=CC(=0)occccece 216
Poly(N-octylacrylamide) C=CC(=0O)NCCcCcCcCccCC 220
Poly(N-methyl-N-phenylacrylamide) C=CC(=0O)N(C)clcccecl 453
Poly(N-isopropylacrylamide) C=CC(=O)NC(C)C 358
Poly(neopentyl methacrylate) C=C(C)C(=0)Cc(C)(C)C 312
Poly(neopenthyl acrylate) C=CC(=0)OCC(C)(C)C 295
Poly(N-butylacrylamide) C=CC(=0O)NccccC 319
Poly(N,N-dimethylacrylamide) C=CC(=O)N(C)C 362
Poly(N,N-diisopropylacrylamide) C=CC(=0O)N(C(C)C)C(C)C 393
Poly(N,N-dibutylacrylamide) C=CC(=0)N(ccce)cceece 333
Poly(N-(1-methylbutyl)acrylamide) C=CC(=0O)NCcc(c)ccC 380
Poly(methyl fluoromethacrylate) C=C(CF)C(=0)0C 357
Poly(methyl fluoroacrylate) C=C(F)C(=0)0C 404
Poly(methyl chloroacrylate) C=C(Cl)C(=0)0C 419
Poly(methy! atropate) C=C(C(=0)OC)clcccecl 391
Poly(methyl acrylate) C=CC(=0)0C 281
Poly(isopropyl methacrylate) C=C(C)C(=0)0OC(C)C 359
Poly(isobutyl methacrylate) C=C(C)C(=0)0cCcC(C)C 326
Poly(isobutyl acrylate) C=CC(=0)0OCcC(C)C 249
Poly(hexyl methacrylate) C=C(C)C(=0)0cccececece 268
Poly(hexyl acrylate) C=CC(=0)occcececce 216
Poly(heptyl acrylate) C=CC(=0)0ccccececce 213




Poly(heptafluoro-2-propyl acrylate) C=CC(=0)OC(F)(C(R)(FF)C(F)(FF 278
Poly(fluoromethyl acrylate) C=CC(=0)OCF 288
Poly(ethyl methacrylate) C=C(C)C(=0)0cCC 359
Poly(ethyl fluoromethacrylate) C=C(CF)C(=0)0cCC 316
Poly(ethyl ethacrylate) C=C(CC)C(=0)0ocCcC 300
Poly(ethyl acrylate) C=CC(=0)0cCcC 249
Poly(dodecyl methacrylate) C=C(C)C(=0O)Occceeecececcececece 208
Poly(dimethylaminoethyl methacrylate) C=C(C)C(=0)OCCN(C)C 292
Poly(cyanomethyl acrylate) C=CC(=0)OCC#N 433
Poly(butyl methacrylate) C=C(C)C(=0)0cCccce 293
Poly(butyl cyanoacrylate) C=C(C#N)C(=0)OcCccce 358
Poly(butyl chloroacrylate) C=C(Chc(=0)occcece 330
Poly(butyl acrylate) C=CC(=0)0cCccce 219
Poly(biphenyl-4-yl methylacrylate) C=C(C)C(=0)Oc2ccc(clcceccl)cc2 413
Poly(biphenyl-4-yl acrylate) C=CC(=0)Oc2ccc(clcceecl)cc2 383
Poly(biphenyl-4-yl 2-methylacrylate) C=C(C)C(=0)Oc2cccc(cleececel)c2 413
Poly(biphenyl-2-yl acrylate) C=CC(=0)Oclccceclc2ceccec? 378
Poly(benzyl methacrylate) C=C(C)C(=0)OCclcccecl 327
Poly(benzyl acrylate) C=CC(=0)OCclccceccl 279
Poly(acrylamide) C=CC(N)=0 438
Poly(8-cyano-7-thiaoctyl acrylate) C=CC(=0)OCCCCCCSCC#N 223
Poly(6-cyano-4-thiahexyl acrylate) C=CC(=0)OCCCSCCC#N 215
Poly(5-thiahexyl acrylate) C=CC(=0)0Cccccesc 203
Poly(5-cyano-3-thiapentyl acrylate) C=CC(=0)OCCSCCC#N 214
Poly(5-cyano-3-oxapentyl acrylate) C=CC(=0)OCCC(=0)CCC#N 250
Poly(5,5,6,6,7,7,7-heptafluoro-3-oxaheptyl acrylate) C=CC(=0)OCCC(=0)CC(F)(F)C(F)(F)C(F)(F)F 228
Poly(5,5,5-trifluoro-3-oxapentyl acrylate) C=CC(=0)OCCC(=0O)CC(F)(F)F 235
Poly(4-thiahexyl acrylate) C=CC(=0)0cccscce 197
Poly(4-terbutylphenyl methacrylate) C=C(C)C(=0)Oclccc(C(C)(C)C)ecl 371
Poly(4-terbutylphenyl acrylate) C=CC(=0)0Oclccc(C(C)(C)C)ccl 344
Poly(4-methylphenyl methacrylate) C=C(C)C(=0)Oclccc(C)ecl 403
Poly(4-methylphenyl acrylate) C=CC(=0)0Oclccc(C)ecl 316
Poly(4-methoxyphenyl methacrylate) C=C(C)C(=0)Oclccc(OC)ccl 379
Poly(4-methoxyphenyl acrylate) C=CC(=0)Oclccc(OC)ccl 324
Poly(4-cyanophenyl methacrylate) C=C(C)C(=0)Oclccc(C#N)ccl 428
Poly(4-cyanopheny! acrylate) C=CC(=0)Oclccc(C#N)ccl 363
Poly(4-cyanobutyl acrylate) C=CC(=0)OCCCCC#N 233
Poly(4-cyanobenzyl acrylate) C=CC(=0)OCclccc(C#N)ccl 317
Poly(4-cyano-3-thiabutyl acrylate) C=CC(=0)OCCSCC#N 249
Poly(4-chlorophenyl methacrylate) C=C(C)C(=0)Oclccc(Cl)cecl 404
Poly(4-chlorophenyl acrylate) C=CC(=0)Oclccc(Cl)ccl 330
Poly(4-benzoylphenyl methacrylate) C=C(C)C(=0)Oc2ccc(clceeecl)cc2 391
Poly(4,4,5,5-tetrafluoro-3-oxapentyl acrylate) C=CC(=0)OCCC(=0)C(F)(F)C(F)F 251
Poly(3-thiapentyl acrylate) C=CC(=0)0ccscce 202
Poly(3-thiabutyl acrylate) C=CC(=0)0cCcCsC 213
Poly(3-oxa-butyl methacrylate) C=C(C)C(=0)CCccC(C)=0 289
Poly(3-oxa-5-hydroxypentyl methacrylate) C=C(C)C(=0)CCC(=0)CcCcOo 278
Poly(3-methylphenyl methacrylate) C=C(C)C(=0)Oclccce(C)cl 380




Poly(3-methylphenyl acrylate) C=CC(=0)0Oclccce(C)cl 298
Poly(3-methylbutyl acrylate) C=CC(=0)0CcCc(C)C 228
Poly(3-methoxypropyl acrylate) C=CC(=0)occcoc 198
Poly(3-methoxyphenyl methacrylate) C=C(C)C(=0)Oclcccc(0C)cl 343
Poly(3-methoxybutyl acrylate) C=CC(=0)0cCcc(Cc)oC 217
Poly(3-ethoxypropyl acrylate) C=CC(=0)0cccocce 218
Poly(3-dimethylaminophenyl acrylate) C=CC(=0)Oclcccc(N(C)C)cl 320
Poly(3-chlorophenyl acrylate) C=CC(=0)Oclccce(Cl)cl 312
Poly(3,5,5-trimethylhexyl methacrylate) C=C(C)C(=0)Ccc(c)cc(eyc)e 274
Poly(3,4-dimethylphenyl methylacrylate) C=C(C)C(=0)0Oclccc(C)c(C)el 384
Poly(3,4-dimethylphenyl 2-methylacrylate) C=C(C)C(=0)0Oclccc(C)c(C)el 384
Poly(3,3-dimethylbutyl methacrylate) C=C(C)C(=0)0CcCc(Cc)(Cc)C 318
Poly(3,3-dimethyl-2-butylbutyl methacrylate) C=C(C)C(=0)Ccc(cceo)c(c)(e)e 381
Poly(2-terbutylphenyl acrylate) C=CC(=0)0OclccccclC(C)(C)C 345
Poly(2-terbutylaminoethyl methacrylate) C=C(C)C(=0)OCCNC(C)(C)C 306
Poly(2-phenylethyl methacrylate) C=C(C)C(=0)OCCclcccecl 299
Poly(2-phenylethyl acrylate) C=CC(=0)0OCCclcccecl 270
Poly(2-octyl acrylate) C=CC(=0)0c(Cc)cceecece 228
Poly(2-methylphenyl methacrylate) C=C(C)C(=0)Oc1cceeclC 382
Poly(2-methylphenyl acrylate) C=CC(=0)OclccccclC 325
Poly(2-methylpentyl acrylate) C=CC(=0)0cCc(Cc)ccce 235
Poly(2-methylbutyl acrylate) C=CC(=0)0cc(C)cC 241
Poly(2-methoxyethyl acrylate) C=CC(=0)0ccocC 223
Poly(2-hydroxyethyl methacrylate) C=C(C)C(=0)Ccco 359
Poly(2-heptyl acrylate) C=CC(=0)0c(C)ccecee 235
Poly(2-ethylhexyl methacrylate) C=C(C)C(=0)Ccc(ce)ceece 263
Poly(2-ethylbutyl methacrylate) C=C(C)C(=0)Ccc(cc)cc 284
Poly(2-ethylbutyl acrylate) C=CC(=0)0OCc(cc)cc 223
Poly(2-ethoxyethyl acrylate) C=CC(=0)0ccocc 223
Poly(2-cyanoisopropyl acrylate) C=CC(=0)0C(C)(C)C#N 339
Poly(2-cyanoisobutyl acrylate) C=CC(=0)OCC(C)(C)C#N 324
Poly(2-cyanohexyl acrylate) C=CC(=0)OCC(C#N)CccC 358
Poly(2-cyanoheptyl acrylate) C=CC(=0)OCC(C#N)CccccC 389
Poly(2-cyanoethyl methacrylate) C=C(C)C(=0O)CCC#N 364
Poly(2-cyanoethyl acrylate) C=CC(=0)OCCC#N 277
Poly(2-cyanobutyl acrylate) C=CC(=0)OCC(C#N)CC 384
Poly(2-chloroethyl methacrylate) C=C(C)C(=0)CccCcClI 365
Poly(2,4-dimethylphenyl methylacrylate) C=C(C)C(=0)Oclccc(C)cclC 384
Poly(2,4-dichlorophenyl methacrylate) C=C(C)C(=0)Oclccc(ClycciCl 391
Poly(2,4-dichlorophenyl acrylate) C=CC(=0)Oclccc(ClycclCl 333
Poly(2,3-dimethylphenyl methylacrylate) C=C(C)C(=0)0Oclccecc(C)clC 398
Poly(2,3-dimethylphenyl 2-methylacrylate) C=C(C)C(=0)0Oclccece(C)clC 398
Poly(2,2,3,3,5,5,5-heptafluoro-4-oxapentyl acrylate) C=CC(=0)OCC(F)(F)C(F)(F)C(=0)C(F)(F)F 218
Poly(2,2,2-trifluoroethyl acrylate) C=CC(=0)OCC(F)(F)F 263
Poly(1H,1H-undecafluorohexyl acrylate) C=CC(=0)OCC(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)F 234
Poly(1H,1H-undecafluoro-4-oxahepty! acrylate) C=CC(=0)OCC(F)(F)C(F)(F)C(F)(F)C(=O)C(F)(F)C(F)(F)F 205
Poly(1H,1H-nonafluoropentyl acrylate) C=CC(=0)OCC(F)(F)C(F)(F)C(F)(F)C(F)(F)F 236
Poly(1H,1H-heptafluorobutyl acrylate) C=CC(=0)OCC(F)(F)C(F)(F)C(F)(F)F 243




Poly(1H,1H,9H-hexadecafluorononyl methacrylate) C:C(C)C(:O)CC(F)(F)C(F)(F))%((FF))(E )CRFCEFECRFCHF 258
Poly(1H,1H,5H-octafluoropentyl methacrylate) C=C(C)C(=0)CC(F)(F)C(F)(F)C(F)(F)C(F)F 309
Poly(1H,1H,5H-octafluoropentyl acrylate) C=CC(=0)OCC(F)(F)C(F)(F)C(F)(F)C(F)F 238
Poly(1H,1H,3H-hexafluorobutyl acrylate) C=CC(=0)OCC(F)(F)C(F)C(F)(F)F 251
Poly(1,3-dimethylbutyl acrylate) C=CC(=0)0OCC(C)C(C)C 258
Poly [methyl 3-(methacryloyloxy)benzoate] C=C(C)C(=0)Oclcccc(C(=0)0C)cl 345
Poly [methyl 2-(methacryloyloxy)benzoate] C=C(C)C(=0)OclccceclC(=0)0C 337
Poly [8'(4'(4'Cya”°phe”y'difze?y')phe”"xy)my' meth- | c_cC(=0)0CCCCCCCCoe2eeeN=Niclcee(CN)eel)ec2 | 308
acrylate
Poly [6'(4'(4'”it“’phe”y'fiaz]e”y')phenoxy)hexy' aty= 1 c=ce(=0)0ccccccoc2ece(/N=N/cleec(N(=0)=0)ccl)cc2 | 309
ate
Poly [6'(4'(4'methor’;ﬁ’ﬁ:gg’;ggﬁe”y')phenoxy)hexy' C=C(C)C(=0)0CCCCCCOc2cec(N=N/cleec(OC)cel)ee 341
Poly [6-(4-(4-methoxyphenyldiazenyl)phenoxy)hexyl C=CC(=0)0CCCCCCOc2cce(/N=N/cleec(OC)cel)ee? 319
acrylate]
Poly [6-(4-(4-dimethylaminophenyldiazenyl)phe- _ _ _
noxy)hexyl methacrylate] C=C(C)C(=0)0ccccccoc2cecc(/N=N/clcec(N(C)C)ecl)ee2 359
Poly [6-(4-(4-dimethylaminophenyl)diazenyl)phe- o _
noxy)hexyl acrylate] C=CC(=0)0ccccccoOc2cec(/N=N/clccc(N(C)C)ecl)ec2 327
Poly [6-(4-(4-cyanophenyldiazenyl)phenoxy)hexyl meth-| - ~_c o -0)0ccCCCCOc2eee(IN=Nicleee(CEN)eel)ee2 | 333
acrylate]
Poly [6'(4'(4'Cya”°phe”y'ldia]ze”y')phenoxy)hexy' acry- C=CC(=0)0CCCCCCOc2cee(/N=N/cece(CEN)cel)ce2 300
ate
Poly [6'(4'(4'b”tox%2[‘ﬁ:g’r';’lft§]3“y')phe”OXV)h"’Xy' C=C(C)C(=0)0CCCCCCOc2eee(N=N/clece(OCCCC)cel)ee2 | 352
Poly [6-((biphenyl-4-yl)oxy)hexyl acrylate] C=CC(=0)OCCCCCCOc2ccc(cleccecl)cc? 321
Poly [6-((4-methoxybiphenyl-4-yl)oxy)hexyl acrylate] C=CC(=0)0CcCCcCCCOc2cce(cleecc(OC)ccl)ec2 338
Poly [6-((4'-cyanobiphenyl-4-yl)oxy)hexyl acrylate] C=CC(=0)OCCCCCCOc2ccc(cleecc(C#N)ccl)cec2 315
Poly [5-((4'-cyanobiphenyl-4-yl)oxy)pentyl methacrylate] C=C(C)C(=0)OCcccCCOc2cce(cleecc(C#N)ccl)cc2 333
Poly [5-((4'-cyanobiphenyl-4-yl)oxy)pentyl acrylate] C=CC(=0)OCCCCCOc2ccc(clecc(C#N)ccl)cc2 313
Poly [4-(phenyldiazenyl)phenyl methacrylate] C=C(C)C(=0)Oc2ccc(/N=N\clccceel)ce2 374
Poly [4-(4-dimethylaminophenyldiazenyl)phenyl methac- C=C(C)C(=0)0c2ccc(N=N\cleee(N(C)C)eel)ee2 457
rylate]
Poly [4-(4-dimethylamin(I)phti:nyldiazenyl)phenyl acry- C=CC(=0)0c2cce(/N=N/clcec(N(C)C)cel)ee2 392
ate
Poly [4-(4-cyanophenyldiazenyl)phenyl methacrylate] C=C(C)C(=0)Oc2ccc(/N=N\clccc(C#N)ccl)ec2 363
Poly [4'(4'(4'”i”c’phe”y'Idiaz]e”y')phenoxy)b“ty' acry- C=CC(=0)0CCCCOc2cce(/N=N/clcec(N(=0)=0)ccl)cc2 310
ate
Poly [4-(4-(4-cyanophenyldiazenyfphenoxy)butyl meth- C=CC(=0)0CCCCOc2cee(/N=N/clece(CHN)cel)ee? 353
acrylate]
Poly [4-(3-methoxy-3-oxopropyl)phenyl methacrylate] C=C(C)C(=0)Oclccc(CCC(=0)0C)ccl 341
Poly [4-(2-methoxy-2-oxoethyl)phenyl methacrylate] C=C(C)C(=0)Oclccc(CC(=0)0C)ccl 354
Poly [3-(4-(4-nitropheny|d|iaz;: nyl)phenoxy)propyl acry- C=CC(=0)OCCCOc2ccc(/N=N/clccc(N(=0)=0)ccl)cc2 319
ate
Poly [2-(4-terbutylphenoxy)-2-oxoethyl methacrylate] C=C(C)C(=0)OCC(=0)Oclccc(C(C)(C)C)ecl 368
Poly [2-(4-(phenyldiazenyl)phenoxy)ethyl methacrylate] C=C(C)C(=0)0CCOc2ccc(/N=N/clcceecl)cc2 378
Poly [2-(4-(4-pentiloxyphenyldiazenyl)-2-methylphe- | o0 c0ecce(IN=NIcIcee(OCCCCCCOC(C)=0)c(C)el)ce2 | 294
noxy)hexyl acrylate]
Poly [2-(2-(2-(2-((4-cyanophenyldiazenyl)phenoxy)eth- | ._ _ _
oxy)ethoxy)-ethoxy)ethyl methacrylate] C=C(C)C(=0)OCCOCCOCCOCCOc2cec(/N=N/clcec(C#N)cecl)ec2| 293
Poly [2-(2-(2-((4-methoxybiphenyl-4-yl)oxy)ethoxy)eth- C=CC(=0)0CCOCCOCCO2¢ec(clecc(OC)cel)ce? 344
oxy)ethyl acrylate]
Poly [2-(2-(2-((4-cyanophenyldiazenyl)phenoxy)eth- | _c oy (=0)0cCOCCOCCOC2cee(IN=N/cLece(CEN)cel)ee2 | 310
oxy)ethoxy)ethyl methacrylate]
Poly [2-(2-((4-cyanophenyldiazenyl)phenoxy)eth- C=C(C)C(=0)0CCOCCOc2cec(N=N/clcce(N(C)C)eel)ee2 | 314
oxy)ethyl methacrylate]
Poly [2-((4'-methoxybiphenyl-4-yl)oxy)ethyl acrylate] C=CC(=0)0C0Oc2ccc(cleecc(OC)ecl)ec2 353
Poly [2-((4'-cyanaobiphenyl-4-yl)oxy)ethyl methacrylate] C=C(C)C(=0)0CCOc2ccc(cleecc(C#N)ccl)ee2 368




Poly [2-((4'-cyanobiphenyl-4-yl)oxy)ethyl acrylate] C=CC(=0)OCCOc2ccc(clcec(C#N)ccl)ee2 323

Poly [11-(4'-cyanobiphenyl-4-yl)undecyl methacrylate] C=C(C)C(=0O)O0cccceeececececce(clecc(C#N)eel)ee2 303

Poly [11-(4-(4-dimethylaminophenyldiazenyl)phe- C=C(C)C(=0)Occcceeeceecececcoce2cecce(/N=N/clece(N(C)C)ecl)e 344
noxy)undecyl methacrylate] c2

Poly [11-(4-(4-dimethylaminophenyldiazenyl)phe- | ~_~c-0)0cccececccccoeeeeiN=Nfeleee(N(C)C)ecl)ee2 | 321

noxy)undecy| acrylate]

Poly [11'((4"°ya”°biphe”}’;t'j]'y')oxy)“”decy' Methacry- | =_((c)C(=0)0CCCCCCCCCCCOceee(clecc(CHN)cel)ee2 | 313

Poly [11-((4'-cyanobiphenyl-4-yl)oxy)undecyl acrylate] C=CC(=0)0Occccececececececcoc2cecec(clecc(C#N)eel)ec2 303

Poly [11'((4"Cya”°bﬁ;ﬁgﬁ;};’goxy)'11'°X°””de°y' C=C(C)C(=0)OCCCCCCCCCCC(=0)0c2cce(clece(C#N)ccl)ce2 | 318

Poly[ethyl 3-(acryloyloxy)benzoate] C=CC(=0)Oclcccc(C(=0)0OCC)cl 297

Poly(propyl methacrylate) C=C(C)C(=0)occc 308

Poly(propyl acrylate) C=CC(=0)0cccC 236

Poly(octyl methacrylate) C=C(C)C(=0)0cceecececce 253

Poly(octyl acrylate) C=CC(=0)0cccececcce 208

Poly(2-chlorophenyl methacrylate) C=C(C)C(=0)OclccececlCl 384

Poly(2-chlorophenyl acrylate) C=CC(=0)OclccceclCl 318

Poly(1H,1H-pentafluoropropy! acrylate) C=CC(=0)OCC(F)(F)C(F)(F)F 247




b) Grid training DIRECT

Figure S1 shows grid training results (on external test) for the direct models. Mean average error (MAE) and R? as a function of
learning rate and batch size are presented as colormaps for the 30 and 50% conditions.
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¢) Predicted vs experimental results DIRECT

Figure S2 shows all corresponding “predicted vs experimental” results for 50% condition in direct models as hexbin plots. Each

hexbin is coloured according to the mean relative deviation of the points within, and is numbered as in Figure S1.
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d) Grid training TL-based

Figure S3 shows grid training results (on external test) for the TL-based models. Mean average error (MAE) and R? as a function
of learning rate and batch size are presented as colormaps for the 30 and 50% conditions.
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e) Predicted vs experimental results TL-based

Figure S4 shows all corresponding “predicted vs experimental” results for 50% condition in TL-based models as hexbin plots. Each

hexbin is coloured according to the mean relative deviation of the points within, and is numbered as in Figure S3.
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