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Table S2 - Number, polymer name, Smiles notation of end-capped monomer, the experimental refractive

indices before and after log transformation, predicted log transformation from 4 variable model, and

which set each molecule was a part of.

Polymer Name

Eé? Exp. Log RI |_Porge%| Set

# Smiles END-CAPPED
Poly(hexafluoropropylene oxide)

1 131 0.117 0.115 Training
OC(R)(R[C@H](F)C(F)(F)F
Poly(tetrafluoroethylene-co-hexafluoropropylene)

2 1.34 0.126 0.112 Training
CCCCERICEERNERERFF
Poly (pentadecafluorooctyl acrylate)

3 1.34 0.127 0.130 Training
C(CCY(O)OCC(C(C(C(C(C(C(CRHRRRRNRR(FF(FF)(FF)XFF
Poly(tetrafluoro-3-(heptafluoropropoxy)propyl acrylate)

4 1.35 0.129 0.127 Training
C(=0)(CICH2])OC(C(COC(C(C(R)RR(FR(FR(FF)(FF
Poly(tetrafluoro-3-(pentafluoroethoxy)propy! acrylate)

5 1.35 0.130 0.129 Prediction
C(=0)(CCYOC(C(COC(CR(RR(FFR(FF)(FF
Poly(tetrafluoroethylene)

6 1.35 0.130 0.119 Training
C(C(RAR)(FF
Poly(undecafluorohexyl acrylate)

7 1.36 0.132 0.131 Training
C(=0)(CO)OC(C(C(CCCRHERFRRRIR(FIF)(F)F
Poly(nonafluoropentyl acrylate)

8 1.36 0.134 0.134 Training
C(=0)(CO)OC(C(CC(CRH(FR)R(BR(FF)FF
Poly(tetrafluoro-3-(trifluoromethoxy)propyl acrylate)

9 1.36 0.134 0.133 Prediction
CCC(=0)OCC(F)(C(F)(F)OC(F)(F)F)F
Poly(pentafluorovinyl propionate)

10 1.36 0.135 0.145 Training
C(=0)(CC)OC(C(CR)(F)F)(F)F
Poly(heptafluorobutyl acrylate)

11 1.37 0.136 0.139 Training
C(=0)(CC)OC(C(C(CR)(RF)(F)F)(F)F
Poly(trifluorovinyl acetate)

12 1.38 0.138 0.145 Training
C(C(OC(=0)C)F)(F)F
Poly(octafluoropentyl acrylate)

13 1.38 0.140 0.135 Prediction
C(EO)CC)OC(C(CCO)BRERFFFF
Poly(methy! 3,3,3-trifluoropropyl siloxane)

14 1.38 0.141 0.148 Training
[SiH](O)(CCC(F)(F)F)C
Poly(chlorotrifluoroethylene)

15 1.39 0.143 0.155 Training
C(C(F)CH(F)F
Poly(2-(heptafluorobutoxy)ethyl acrylate)

16 1.39 0.143 0.144 Training

C(=0)(CC)OCCOC(C(C(CR)(F)F)(F)F)(F)F




Poly(2,2,3,4,4,4-hexafluorobutyl acrylate)

17 1.39 0.144 0.144 Prediction
C(=0)(CC)OCC(C(C(F)(F)F)F)(F)F
Poly(methy! hydro siloxane)

18 1.40 0.145 0.161 Training
C[SiH2]0
Poly(methacrylic acid), sodium salt

19 1.43 0.155 0.172 Training
C(=0)(C(C)C)O
Poly(dimethyl siloxane)

20 1.40 0.147 0.158 Training
[SiH](O)(C)C
Poly(trifluoroethyl acrylate)

21 141 0.148 0.152 Training
C(=0)(CC)OC(CF)(F)F
Poly(2,2,2-trifluoroethyl acrylate)

22 141 0.149 0.151 Prediction
C(=0)(CC)OCC(F)(F)F
Poly(2-(1,1,2,2-tetrafluoroethoxy)ethyl acrylate

23 141 0.150 0.150 Training
C(=0)(CC)OCCOC(C(F)F)(F)F
Poly(trifluoroisopropyl methacrylate)

24 1.42 0.152 0.153 Training
C(=0)(CC)OC(C(F)F)(C)F
Poly (2,2,2-trifluoro-1 -methylethyl methacrylate)

25 1.42 0.152 0.152 Training
C(=0)(CC)OC(C(F)(F)F)C
Poly(2-trifluoroethoxyethyl acrylate)

26 1.42 0.152 0.156 Prediction
C(=0)(CC)OCCOC(CF)(F)F
Poly(vinylidene fluoride)

27 1.42 0.152 0.136 Training
CO)R)F
Poly(2,2,3,3-tetrafluoropropyl methacrylate)

28 1.42 0.152 0.151 Training
C(=0)(CC)OCC(C(F)F)(F)F
Poly(methyl hexyl siloxane)

29 1.44 0.159 0171 Prediction
[SiH](O)(CCCcCCC)C
Poly(methyl octadecyl siloxane)

30 1.44 0.159 0.171 Training
[SiH](O)(CCCCCCCCCCCCCCCCCC)C
Poly(vinyl isobutyl ether)

31 1.45 0.162 0.167 Training
O(Cc(c)c)cc
Poly[oxy(methyl n-hexadecylsilylene)]

32 1.45 0.162 0.171 Prediction
[SiH](CCCCCCCCCCCCCCCC)(C)O
Poly(ethylene oxide)

33 1.45 0.163 0.164 Training
C(C)o
Poly(vinyl ethyl ester)

34 1.45 0.163 0.164 Training
O(C(=0)Cc)cC
Poly(methy! tetradecy! siloxane)

35 1.46 0.163 0.171 Training

[SiH](0)(CCCCCCCCCCCCCC)C




Poly(ethylene glycol mono-methyl ether)

36 1.46 0.163 0.163 Prediction
C(cCo)oC
Poly(oxyethylene)

37 1.46 0.163 0.176 Training
C(CO)0
Poly(vinyl butyl ether)

38 1.46 0.163 0.170 Training
o(ccce)ce
Poly(propylene oxide)

39 1.46 0.163 0.158 Training
CC(C)O
Poly(3-butoxypropylene oxide)

40 1.46 0.164 0.169 Prediction
Cc(coccee)o
Poly(methyl vinyl ether)

41 1.47 0.167 0.166 Training
o(ce)c
Poly(vinyl pentyl ether)

42 1.46 0.164 0.173 Training
o(cccee)ec
Poly(3-hexoxypropylene oxide)

43 1.46 0.164 0.171 Training
Cc(cocccecece)o
Poly(hexyl vinyl ether)

44 1.46 0.164 0.172 Training
o(cec)ceecece
Poly(4-fluoro-2-trifluoromethylstyrene)

45 1.46 0.164 0.178 Prediction
CCclc(cc(cc)F)C(F)(F)F
Poly(octyl vinyl ether)

46 1.46 0.165 0.173 Training
O(cc)cceeccecce
Poly(vinyl n-octyl acrylate)

47 1.46 0.165 0.174 Training
CCC(=0)Ooc(Cccccee)ce
Poly(vinyl 2-ethylhexyl ether)

48 1.46 0.165 0.173 Training
O(Cc(ccee)ee)ee
Poly(vinyl decyl ether)

49 1.46 0.165 0.173 Prediction
O(Cccececccece)ce
Poly(2-methoxyethyl acrylate)

50 1.46 0.165 0.168 Training
C(=0)(cc)occoc
Poly(3-methoxypropylene oxide)

51 1.46 0.165 0.160 Training
CC(CoC)0
Poly(4-methyl-1-pentene)

52 1.46 0.165 0.168 Training
CCcc(c)c
Poly(acryloxypropyl methyl siloxane)

53 1.46 0.165 0.172 Prediction
[SiH](O)(C)CCCOC(=0)C=C
Poly(ethyl vinyl ether)

54 1.45 0.161 0.165 Training

CcoccC




Poly(t-butyl methacrylate)

55 1.46 0.165 0.161 Training
C(=0)(C(C)C)OC(C)(C)C
Poly(vinyl dodecyl ether)

56 1.46 0.166 0.174 Training
O(ccceeeecececcce)ee
Poly(3-ethoxypropy! acrylate)

57 147 0.166 0.170 Training
C(=0)(Cc)occcoce
Poly(vinyl propionate)

58 147 0.166 0.171 Prediction
C(=0)(Cc)occ
Polyoxyoctamethylene

59 147 0.167 0.177 Training
C(cccceceeo)o
Cellulose acetate propionate

60 1.47 0.167 0.173 Training
Ol[C@@H](C[C@@H]([C@H]([C@@H]10[C@H]l[C@@H]([C@H]([C@@H]
(O[C@@H]1COC(=0)CC)0)OC(=0)CC)OC(=0)CC)OC(=0)CC)OC(=0)CC)COC(=0)CC
Poly(1-octadecene)

61 1.47 0.168 0.176 Prediction
CCcccceeecececceccecececce
Poly(2-ethoxyethyl acrylate)

62 1.47 0.168 0.170 Training
C(=0)(Ccyoccocce
Poly(3-methoxypropyl acrylate)

63 1.47 0.168 0.171 Training
C(=0)(Cc)yocccoc
Poly(isopropyl acrylate)

64 147 0.168 0.167 Training
C(=0)(CC)oCc(C)C
Poly(1-decene)

65 1.47 0.168 0.177 Prediction
CCccccecececece
Poly(propylene)

66 1.47 0.168 0.165 Training
CcC
Poly(dodecyl methacrylate)

67 147 0.168 0.173 Training
C(=0)(C(C)c)occeecececcececce
Poly(vinyl sec-butyl ether) (isotactic)

68 1.47 0.168 0.169 Training
O(c(cc)c)ee
Poly(oxyethyleneoxysuccinoyl) (poly(ethylene succinate))

69 1.47 0.169 0.178 Prediction
C(=0)(Ccc=0)0Ccco
Poly(tetradecyl acrylate)

70 147 0.169 0.175 Training
C(=0)(Ccyoccceeceeccececcececce
Poly(tetradecyl methacrylate)

71 1.47 0.169 0.173 Training
C(=0)(C(C)c)occeececeecceeccecece
Poly(hexadecy! acrylate)

72 1.48 0.169 0.175 Training
C(=0)(CCcyocceeeecceecceeccecece
Poly(hexadecyl methacrylate)

73 1.48 0.169 0.173 Prediction

C(=0)(C(C)C)OCCCCCCCCCCCCCCCe




Poly(vinyl formate)

74 1.48 0.169 0.170 Training
C(0C=0)C
Ethylene/vinyl acetate copolymer-40% vinyl acetate

75 1.48 0.169 0.169 Training
CCCCOC(=0)C
Poly(ethylene)

76 151 0.179 0.172 Training
CcC
Poly(2-fluoroethyl methacrylate)

77 1.48 0.169 0.167 Training
C(=0)(C(C)C)OCCF
Poly(octyl methyl silane)

78 1.48 0.170 0.174 Prediction
[SiH2](C)CCCCCCCC
Poly(methyl acrylate)

79 1.48 0.170 0.173 Training
C(=0)(0C)CcC
Poly(dicyanopropyl siloxane)

80 1.48 0.170 0.174 Training
[SiH](CCCC#N)(CCCC#N)O
Poly(dimethylsiloxane-co-alpha-methyl styrene)

81 1.48 0.170 0.176 Training
clcececclC(CISiH](O[Si](C)(C)C)C)C
Poly(ethylene-co-propylene) (EPR-rubber)

82 1.48 0.170 0.170 Prediction
CC(CC)C
Poly(isobutyl methacrylate)

83 1.48 0.170 0.168 Training
C(=0)(C(C)C)OCcCc(C)C
Poly(oxymethylene)

84 1.48 0.170 0.166 Training
Co
Poly(sec-butyl methacrylate)

85 1.48 0.170 0.169 Training
C(=0)(C(C)C)OC(co)C
Poly(hexyl methacrylate)

86 1.48 0.171 0.172 Training
C(=0)(C(C)C)occeecee
Poly(butyl methacrylate)

87 1.48 0.171 0.174 Training
C(=0)(Cc)yocccece
Poly(ethylidene dimethacrylate)

88 1.48 0.171 0.171 Training
C(C)(OC(=0)C(=C)C)OC(=0)CC
Poly(2-ethoxyethyl methacrylate)

89 1.48 0.171 0.168 Prediction
C(=0)(C(C)C)occocc
Poly(ethylene maleate)

90 1.48 0.171 0.178 Training
C(=0)(C(CC(=0)0)CC)0
Poly(propyl methacrylate)

91 1.48 0.171 0.171 Training
C(=0)(c(c)c)occce
Poly(3,3,5-trimethylcyclohexyl methacrylate)

92 1.49 0.172 0.173 Training

C(=0)(C(C)C)OCICC(CC(CL)C)(C)C




Poly(ethyl methacrylate)

93 1.49 0.172 0.168 Prediction
C(=0)(C(C)C)OCC
Poly(vinyl butyral)

94 1.49 0.172 0.177 Training
C1(OC(OC(CL)CC)CCC)C
Poly(2-nitro-2-methylpropyl methacrylate)

95 1.49 0.172 0.166 Training
C(=0)(C(C)C)OCC(CY(C)[N+](=O)[O-]
Poly(dimethylsiloxane-co-diphenylsiloxane)

96 1.48 0.170 0.190 Prediction
clcecccl[Si](O[Si](O]Si](cleceecl)(0)cleccecl)(C)C)(O)cleccecl
Poly(1,1-diethylpropyl methacrylate)

97 1.49 0.173 0.173 Training
C(=0)(C(C)C)OC(Ccc)(ce)cc
Poly(methyl methacrylate)

98 1.49 0.173 0.169 Prediction
C(=0)(C(C)C)oC
Poly(2-decyl-1,3-butadiene)

99 1.49 0.173 0.179 Training
C=C(cc)cceeecceccec
Poly(2-decyl-1,4-butadiene)

100 1.49 0.173 0.177 Training
C(CC)c(=Cc)ceceeeccce
Poly(mercaptopropyl methyl siloxane)

101 1.49 0.173 0.173 Training
[Si@@H](O[SiH3])(C)CCCS
Poly(ethyl glycolate methacrylate)

102 1.49 0.173 0.168 Prediction
C(=0)(COC(=0)C(C)C)OoCC
Poly(3-methylcyclohexyl methacrylate)

103 1.49 0.175 0.179 Training
C(=0)(C(C)C)OCI1CCc(CCcCI)C
Poly(cyclohexyl alpha-ethoxyacrylate)

104 1.50 0.175 0.179 Training
CC(C(=0)0OC1CCCCCl)OCC
Poly(1-butene)

105 1.51 0.179 0.176 Training
CccC
Poly(4-methylcyclohexyl methacrylate)

106 1.50 0.175 0.181 Training
C(=0)(C(C)C)OCc1CcCcC(CCL)C
Poly(decamethylene glycol dimethacrylate)

107 1.50 0.176 0.159 Prediction
C(OCOCOCOCOCOCOCOCOCOC(=0)C(C)C)OC(=0)C(=C)C
Poly (1,2-butadiene)

108 1.50 0.176 0.187 Training
ccc=C
Poly(2-bromo-4-trifluoromethyl styrene)

109 1.50 0.176 0.192 Training
CCclc(cc(cc)C(F)(F)F)Br
Poly(2-heptyl-1,3-butadiene)

110 1.50 0.176 0.179 Training
C=C(cc)cceeecce
Poly(2-heptyl-1,4-butadiene)

111 1.50 0.176 0.179 Prediction

CCCC(=C)cccecce




Poly(sec-butyl alpha-chloroacrylate)

112 1.50 0.176 0.179 Training
C(=0)(C(C)CHOC(CC)C
Poly(vinyl formal)

113 1.50 0.176 0.182 Training
C1COCOoC1C
Poly(vinyl methyl ketone)

114 1.50 0.176 0.175 Training
C(=0)(c)CcC
Poly(2-isopropyl-1,4-butadiene)

115 1.50 0.177 0.178 Prediction
C/C(=C/C)/c(C)C
Poly(ethyl alpha-chloroacrylate)

116 1.50 0.177 0.181 Training
C(=0)(c(c)cnhocc
Poly(2-isopropyl-1,3-butadiene)

117 1.50 0.177 0.178 Training
C=C(CC)c(C)C
Poly(2-methylcyclohexyl methacrylate)

118 1.50 0.177 0.181 Training
C(=0)(C([CH])C)Oc1Cc(CCccel)C
Poly(1,1-dimethylethylene)

119 1.51 0.178 0.158 Prediction
C(C)(C)C
Poly(2-tert-butyl-1,3-butadiene)

120 1.51 0.178 0.172 Training
C=C(CC)C(C)(C)C
Poly(bornyl methacrylate)

121 1.51 0.178 0.183 Training
C(=0)(C(C)C)OC1CC2CCCL(C2(C)C)C
Poly(2-t-butyl-1,4-butadiene)

122 1.51 0.178 0.172 Training
C/C(=CIC)/C(C)(C)C
Poly(ethylene glycol dimethacrylate)

123 1.51 0.178 0.176 Prediction
C(=0)(0OCCOC(=0)C(=C)C)C(=C)C
Poly(cyclohexyl methacrylate)

124 1.51 0.178 0.182 Training
C(=0)(C(C)C)ocicececect
Poly(cyclohexanediol-1,4-dimethacrylate)

125 1.51 0.178 0.181 Training
C1(CCC(CC1)(/C=C(/C(=0)0)\C)0)(O)CC(C(=0)O)C
Poly(acrylic acid)

126 1.53 0.185 0.177 Training
C(=0)(CC)O
Gutta percha b

127 151 0.179 0.179 Training
C/C(=CICCIC(=C/C)/C)I/C
Poly(tetrahydrofurfuryl methacrylate)

128 151 0.179 0.179 Prediction
C(=0)(C(C)Cc)occicccol
Natural rubber

129 1.52 0.182 0.178 Training
C/C(=CIC)/C
Polyacetal

130 151 0.179 0.161 Training

cc(oce)oce




Shellac

131 151 0.179 0.183 Prediction
C1(CCC2C31CC(C2(C)C)C(=CC3CC(=0)CCCCCCCCC(O)CCCCCCo)C(=0)0)C
Poly(1-methylcyclohexyl methacrylate)

132 151 0.179 0.178 Training
C(=0)(C(C)c)oc(ceceeel)c
Poly(2-hydroxyethyl methacrylate)

133 151 0.180 0.171 Training
C(=0)(C(C)c)occo
Poly(vinyl methacrylate)

134 151 0.180 0.174 Training
CC(C)C(=0)oCc=C
Poly(vinyl chloroacetate)

135 151 0.180 0.186 Prediction
C(=0)(cclocc
Poly(N-butyl methacrylamide)

136 151 0.180 0.171 Training
C(=0)(C(C)C)NCCee
Terpene resin

137 151 0.180 0.187 Training
ClCCc(CCc=C1C)C(C)C
Poly(2-chloroethyl methacrylate)

138 1.52 0.181 0.182 Training
C(=0)(c(c)c)occcl
Poly(methyl alpha-chloroacrylate)

139 1.52 0.181 0.184 Prediction
C(=0)(c(c)choc
Poly(2-diethylaminoethyl methacrylate)

140 1.52 0.181 0.168 Training
C(=0)(C(C)C)OCCN(ce)CC
Poly(2-chlorocyclohexyl methacrylate)

141 1.52 0.181 0.188 Training
C(=0)(C(C)c)ocic(ceceei)cl
Poly(acrylonitrile)

142 1.52 0.181 0.190 Training
C#N)CC
Poly(allyl methacrylate)

143 1.52 0.182 0.177 Prediction
C(=0)(C(=C)Cc)occC
Poly(butadiene-co-acrylonitrile)

144 1.52 0.182 0.188 Training
C#N)C(C)c/C=CIC
Poly(methacrylonitrile)

145 1.52 0.182 0.181 Training
C#N)C(C)C
Poly(methy! isopropenyl ketone)

146 1.52 0.182 0.170 Prediction
C(=0)(C(C)C)C
Poly((N-2-methoxyethyl)methacrylamide)

147 1.52 0.183 0.166 Training
C(=0)(C(C)C)NCCOoC
Poly(2,3-dimethylbutadiene) [methyl rubber]

148 153 0.183 0.177 Training
C/C(=C(/CCIC(=C(/C)\C)/C)\C)/C
Poly(w-dodecanamide), Nylon 12

149 153 0.183 0.178 Training

C(=0)CCCCCCCCCCCN




Poly(1,3-dichloropropyl methacrylate)

150 1.53 0.184 0.184 Prediction
C(=0)(c(C)c)oc(cceicl
Poly(2-chloro-1-(chloromethyl)ethyl methacrylate)

151 153 0.184 0.188 Training
C(=0)(c(C)c)oc(cehccel
Poly(acrolein)

152 153 0.184 0.198 Training
c(=0)c=C
Poly(N-methyl-methacrylamide)

153 1.54 0.188 0.170 Training
C(=0)(C(C)C)NC
Nylon 6 [Poly(caprolactam)]

154 153 0.185 0.181 Prediction
NCCCCCC=0
Poly(1-vinyl-2-pyrrolidone)

155 1.53 0.185 0.186 Training
N1(C(=0)CCC1)CC
Poly(hexamethylene sebacamide)

156 | NCCCCCCNC(=0)CCCCCCCCC(=0O)NCCCCCCNC(=0) 1.53 0.185 0.174 Training
CCCCCCCCC(=0)NCCCCCCNC(=0)cceeecceee=0
Poly(iminoadipoyliminohexamethylene) (nylon 6,6)

157 153 0.185 0.177 Training
C(=0)CCCCC(=0)NCCCCCCN
Poly(N-methylmaleimide-alt-isobutene)

158 1.53 0.185 0.177 Prediction
CC(CLC(=0)N(C(=0)C1)C)(C)C
Poly(cyclohexyl alpha-chloroacrylate)

159 1.53 0.185 0.190 Training
C(=0)(C(C)chociceceeel
Poly(2-chloroethyl alpha-chloroacrylate)

160 1.53 0.186 0.191 Training
C(=0)(c(c)chocccl
Poly(methyl phenyl siloxane)

161 1.54 0.188 0.191 Training
[SiH](O)(clcccecl)C
Poly(butadiene-co-styrene)

162 1.54 0.186 0.202 Training
C/C=C/CCCclccececl
Poly(2-aminoethyl methacrylate)

163 1.54 0.187 0.170 Prediction
C(=0)(C(C)C)OCCN
Poly(furfuryl methacrylate)

164 1.54 0.187 0.188 Training
C(=0)(C(C)C)OCclcccol
Poly(butylmercaptyl methacrylate)

165 1.54 0.187 0.182 Training
CC(C(=0)OCcCccs)C
Poly(vinyl chloride)

166 1.54 0.187 0.190 Training
Cc(C)cl
Poly(1-phenyl-n-amyl methacrylate)

167 1.54 0.187 0.190 Prediction
C(=0)(C(C)C)OC(CCCC)clececcl
Poly(cyclohexyl alpha-bromoacrylate)

168 1.54 0.188 0.197 Training




C(=0)(C(C)Br)OC1CCCCClL

Poly(sec-butyl alpha-bromoacrylate)

169 1.54 0.188 0.188 Prediction
C(=0)(C(C)BrOC(CcC)C
Poly(2-bromoethyl methacrylate)

170 1.54 0.188 0.192 Training
C(=0)(C(C)C)OCCBr
Poly(dihydroabietic acid)

171 1.54 0.189 0.189 Training
C(=0)([C@@]1(C)[C@H]2[C@@]([C@H]3CCC(C(C)C)CC3=CC2)(CCCL)C)O
Poly(abietic acid)

172 1.55 0.189 0.191 Training
CE=EO)([Ce@]1(O)[C@HI2[C@@]([C@H]3CCC(=CC3=CC2)C(C)C)(CCC1)C)O
Poly(ethylmercaptyl methacrylate)

173 1.55 0.189 0.184 Prediction
CC(C(=0)0CCs)C
Poly(N-allyl methacrylamide)

174 1.55 0.190 0.172 Training
C(=0)(CC)NCC
Poly(1-phenylethyl methacrylate)

175 155 0.190 0.191 Training
C(=0)(C(C)C)OC(C)clcececl
Poly(2-vinyltetrahydrofuran)

176 1.55 0.190 0.189 Training
0i1c(cccicee
Poly(methyl m-chlorophenylethyl siloxane)

177 1.55 0.190 0.186 Prediction
[SiH](O)(CCclcc(cecl)ChC
Poly(vinylfuran)

178 1.55 0.190 0.203 Training
olc(cccl)CC
Poly[oxy(methyl m-chlorophenylethylsilylene)]

179 1.55 0.190 0.186 Training
[SiH](C(C)clce(ccc)C(C)O
Urea-formaldehyde resin

180 155 0.190 Not Not Included

Predicted

N(C(=0)N)CO
Poly(isopropyl methacrylate)

181 1.55 0.191 Not Not Included

Predicted

C(=0)(C(C)C)OC(C)C
Poly(p-methoxybenzyl methacrylate)

182 1.55 0.191 0.189 Training
C(=0)(C(C)C)OCclcec(ccl)OC
Poly(p-isopropy! styrene)

183 1.55 0.191 0.196 Prediction
CCclccc(ccl)C(C)C
Poly(p,p-xylylenyl dimethacrylate)

184 1.56 0.192 0.184 Training
c1(cce(cc1)COC(=0)C(C)C)COC(=0)C(C)C
Poly(cyclohexyl methyl silane)

185 1.56 0.192 0.188 Training
[SiH2](C)C1CCCCCl
Poly(1-phenylallyl methacrylate)

186 1.56 0.192 0.195 Training
C(=0)(CC)OC(C)clceeecl
Poly(p-cyclohexylphenyl methacrylate)

187 1.56 0.192 0.194 Prediction

C(=0)(C(C)C)Ocleecc(ccl)CICCCCCl




Poly(chloroprene)

188 1.56 0.193 0.193 Training
C(=C\C)(\Ch/C
Poly(2-phenylethyl methacrylate)

189 1.56 0.193 0.192 Training
C(=0)(C(C)C)OCCclcceecl
Poly(methyl m-chloropheny! siloxane)

190 1.56 0.193 0.182 Training
[SiH](O[SiH3])(clccee(cl)CHC
Poly [4,4-heptane bis(4-phenyl)carbonate]

191 1.56 0.193 0.185 Prediction
OC(=0)OCCCCCCCOcleec(cel)cleec(ccl)OCCCCCCCOC(=0)0
Poly(oxycarbonyloxy-1,4-phenylene-1-propylbutylidene-1,4-phenylene)

192 1.56 0.193 0.196 Training
¢1(c(ccecl)C(CCC)CCC)eleec(ccl)OC(=0)0
Poly(1-(o-chlorophenyl)ethyl methacrylate)

193 1.56 0.194 0.193 Training
C(=0)(C(C)C)OC(C)clc(ceeccl)CI
Poly(styrene-co-maleic anhydride)

194 1.56 0.194 0.203 Training
CC(C1C(=0)OC(=0)C1)clececcl
Styrene/maleic anhydride copolymer

195 1.56 0.194 0.203 Prediction
C1(=0)OC(=0)CC1CCclccceccl
Poly(1-phenylcyclohexyl methacrylate)

196 1.56 0.194 0.195 Training
C(=0)(C(C)C)OC1(CCCCCl)cleecccl
Poly(2,2,2'-trimethylhexamethylene terephthalamide)

197 1.57 0.195 0.185 Training
C(=0)clcee(ccl)C(=0)NCC(CC(CCN)C)(C)C
Poly(methyl a-bromoacrylate)

198 1.57 0.195 0.195 Training
C(=0)(C(C)BrnoOC
Poly(oxycarbonyloxy-1,4-phenylene-1,3-dimethylbutylidene-1,4-phenylene)

199 1.57 0.195 0.195 Prediction
c1(c(cceccl)C(CC(C)C)C)cleec(ccl)OC(=0)0
Poly(benzyl methacrylate)

200 1.57 0.195 0.195 Training
C(=0)(C(C)C)OCclcceccl
Poly(2-(phenylsulfonyl)ethyl methacrylate)

201 1.57 0.195 0.185 Training
C(=0)(C(C)C)OCCS(=0)(=0)clcceeccl
Poly(m-cresyl methacrylate)

202 1.57 0.195 0.190 Training
c1(cc(ceccl)C)OC(=0)C(C)C
Poly(oxycarbonyloxy-1,4-phenyleneisobutylidene-1,4-phenylene)

203 1.57 0.196 0.201 Prediction
c1(c(ccecl)CC(C)C)clece(cc))OC=0
Poly[1,1-(2-methyl propane) bis(4-phenyl)carbonate]

204 1.57 0.196 0.200 Training
O(C(=0)0Oclcececl)cleec(cel)C(C(C)C)clecec(OC(=0)0c2ccecc2)cl
Poly(o-methoxyphenol methacrylate)

205 1.57 0.196 0.189 Training
c1(c(ccccl)OC)OC(=0)C(C)C
Poly(phenyl methacrylate)

206 1.57 0.196 0.195 Training

C(=0)(C(C)C)Oclcceccl




Poly(o-cresyl methacrylate)

207 1.57 0.196 0.192 Prediction
c1(c(cceccl)C)OC(=0)C(C)C
Poly(diallyl phthalate)

208 1.57 0.196 0.190 Training
C(=0)(clc(C(=0)OCCC)ccccl)OCCC
Poly(2,3-dibromopropyl methacrylate)

209 1.57 0.197 0.198 Training
C(=0)(C(C)C)OCC(CBr)Br
Poly(oxycarbonyloxy-1,4-phenylene-1-methyl-butylidene-1,4-phylene)

210 1.57 0.197 0.198 Training
c1(c(ccecl)C(CCC)C)cleec(ccl)OC(=0)0
Poly(2,6-dimethyl-p-phenylene oxide)

211 1.58 0.197 0.203 Prediction
clc(c(c(ccl)C)0)C
Poly(ethylene terephthalate)

212 1.58 0.197 0.197 Training
C(=0)(clcec(C(=0)0)ccl)0CC
Poly(vinyl benzoate)

213 1.58 0.198 0.200 Training
C(=0)(clcceecl)OCC
Poly(4-methylstyrene)

214 1.58 0.198 0.202 Training
CCclcee(ccl)C
Poly(oxycarbonyloxy-1,4-phenylenebutylidene-1,4-phenylene)

215 1.58 0.198 0.204 Prediction
c1(c(ccecl)CCCC)celecc(ccl)OC=0
Poly(1,2-diphenylethyl methacrylate)

216 1.58 0.199 0.200 Training
C(=0)(C(C)C)OC(Cclcceecl)clceeccl
Poly(o-chlorobenzyl methacrylate)

217 1.58 0.199 0.197 Training
C(=0)(C(C)C)OCclc(cceccl)Cl
Poly(Bisphenol B carbonate)

218 1.58 0.199 0.201 Training
clcc(ccclO)C(C)(CC)cleec(cecl)OC=0
Poly(oxypentaerythritoloxyphthaloyl)

219 1.58 0.200 0.193 Prediction
C(=0)clc(C=0)c(c(cc1)0)OCC(CO)(CO)CO
Poly(m-nitrobenzyl methacrylate)

220 1.58 0.200 0.190 Training
C(=0)(C(C)C)OCclcc(cccl)[N+](=O)0-]
Poly(2-methoxystyrene)

221 1.59 0.200 0.200 Training
CCclc(cceccl)OC
Poly(oxycarbonyloxy-1,4-phenyleneisopropylidene-1,4-phenylene)

222 1.59 0.200 0.201 Training
c1(cceecl)C(C)(C)elece(ccl)OC(=0)0
Poly(N-(2-phenylethyl)methacrylamide)

223 1.59 0.200 0.192 Prediction
C(=0)(C(C)C)NCCclcceecl
Bisphenol-A polycarbonate

224 1.59 0.200 0.201 Training
clce(ccclO)C(C)(C)eleec(ccl)OC=0
Poly(Bisphenol A carbonate), PC

225 1.59 0.200 0.199 Training

Oclcee(cel)C(C)(C)elece(ccl)OC(=0)0




Poly(4-methoxy-2-methylstyrene)

226 1.59 0.201 0.195 Training
CCclc(cc(ccl)OC)C
Poly(2-methylstyrene)

227 1.59 0.201 0.203 Prediction
CCclc(ccecl)C
Polystyrene

228 1.59 0.201 0.211 Training
CCclcceccl
Poly(oxycarbonyloxy-1,4-phenylenecyclohexylidene-1,4-phenylene)

229 1.59 0.201 0.205 Training
¢1(cceecl)C1(CCCCCl)clece(ccl)OC(=0)0
Poly(diphenylmethyl methacrylate)

230 1.59 0.202 0.203 Training
C(=0)(C(C)C)OC(clcceecl)cleceecl
Poly(oxycarbonyloxy-1,4-phenyleneethylidene-1,4-phenylene)

231 1.59 0.202 0.205 Prediction
c1(cceecl)C(C)eleec(ccl)OC(=0)0
Poly(2,5-dimethyl-1,4-phenylene ethylene)

232 1.60 0.203 0.199 Training
C(C)clce(ccclC)C
Poly(4-bromophenyl methacrylate)

233 1.60 0.203 0.205 Training
C(=0)(C(C)C)Oclcec(ccl)Br
Poly(propylene sulfide)

234 1.60 0.203 0.195 Training
CCCs
Poly(N-benzyl methacrylamide)

235 1.60 0.203 0.195 Prediction
C(=0)(C(C)C)NCclccecel
Poly(4-methoxystyrene)

236 1.60 0.203 0.200 Training
CCclcce(cc1)OC
Poly(2,6,3',5'-tetrachloro bisphenol A carbonate)

237 1.60 0.204 0.204 Training
Oclce(c(c(c1)CNHC(C)(C)elec(c(c(c)CHOC(=0)O)ChCI
Hard Rubber (32% S)

238 1.60 0.204 0.185 Training
C=C(C)C(CC)SC(C(=C)C)CC
Poly(vinylidene chloride)

239 1.60 0.204 0.202 Prediction
C(=C)(cnci
Poly(o-chlorodiphenylmethyl methacrylate)

240 1.60 0.205 0.207 Training
C(=0)(C(=C)C)OC(clc(ccecl)Clycleececl
Poly(oxycarbonyloxy-1,4-(2,6-dichloro )phenylene-isopropylidene-1,4-(2,6-dichloro)phenylene)

241 1.61 0.206 0.206 Training
c1(cc(ce(c1)CHCHC(C)(C)clee(c(c(c)CHOC(=0)O)CI
Poly(oxycarbonyloxybis(1,4-(3,5-dichlorophenylene)))

242 1.61 0.206 0.212 Training
c1(c2c(cc(cc2COC(=0)0)Chce(ce(c)CHCI
Poly(2-chlorostyrene)

243 1.61 0.207 0.218 Prediction
C=Cclc(cceccl)Cl
Poly(alpha-methylstyrene)

244 1.61 0.207 0.202 Training

CC(clcccecl)C




Poly(phenyl alpha-bromoacrylate)

245 161 0.207 0.208 Training
C(=0)(C(C)Br)Oclcceecl
Poly(p-divinylbenzene)

246 1.62 0.208 0.202 Training
cl(cce(ccl)CC)CC
Poly(N-vinyl phthalimide)

247 1.62 0.210 0.206 Prediction
C1(=0)c2c(C(=0)N1CC)cccc2
Poly(2,6-dichlorostyrene)

248 1.62 0.211 0.212 Training
CCclc(cceclChCI
Poly(chloro-p-xylylene)

249 1.63 0.212 0.208 Training
clce(c(cclC)CC
Poly(beta-naphthyl methacrylate)

250 1.63 0.212 0.203 Training
C(=0)(C(C)C)Oclcc2c(cecl)eeec2
Poly(alpha-naphthyl carbinyl methacrylate)

251 1.63 0.212 0.207 Prediction
C(=0)(C(Cclccec2eecccl?2)C)0
Poly(phenyl methyl silane)

252 1.63 0.212 0.196 Training
[SiH2](C)clcceecl
Poly(sulfone)

253 1.63 0.213 0.203 Training
Oclcee(ccl)C(C)(C)eleec(cel)Oclecce(ccl)S(=0)(=0)clcccccl
Poly(2-vinylthiophene)

254 1.64 0.214 0.219 Training
cl(cccsl)CC
Poly (2,6-diphenyl-1,4-phenylene oxide)

255 1.64 0.215 0.216 Prediction
c1(c(cc(cclcleececl)O)cleccecl)C
Poly[oxy(2,6-diphenyl-1,4-phenylene)]

256 1.64 0.215 0.219 Training
clc(c(c(cel)cleeccecl)O)cleccecl
Poly(alpha-naphthyl methacrylate)

257 1.64 0.215 0.204 Training
C(=0)(C(C)C)Oclcccc2cececl?2
Poly(p-phenylene ether-sulphone)

258 1.65 0.217 0.201 Training
clcc(cecl)Oclecc(ccl)S(=0)=0
Poly(oxycarbonyloxy-1,4-phenylenediphenyl-methylene-1,4-phenylene)

259 1.65 0.219 0.213 Prediction
cl(c(ccecl)C(cleccecl)cleccecl)cleec(ccl)OC(=0)0
Poly(styrene sulfide)

260 1.66 0.219 0.211 Training
C(clccececl)CS
Poly(vinyl phenyl sulfide)

261 1.66 0.219 0.214 Training
S(clcceecl)CC
Poly(p-xylene)

262 1.67 0.222 0.206 Training
Cclcce(ccl)C
Poly(p-xylylene)

263 1.67 0.222 0.214 Prediction

c1(ccec(cl)Cceleccecl)Celececcl




Poly(2-vinylnaphthalene)

264 1.68 0.226 0.217 Training
clc(cec2cceccl12)CC
Poly(vinylnaphthalene)

265 1.68 0.226 0.217 Training
cl(ccec2ececcl12)CC
Poly(N-vinyl carbazole)

266 1.68 0.226 0.215 Training
nl(c2ccccc2c2cecccl2)CC
Naphthalene-formaldehyde rubber

267 1.70 0.229 0.220 Prediction
clc(c2c(ccl)ccec2)CO
Poly(sulfides) (Thiokol)

268 1.65 0.217 0.225 Training
CCS(=S)S=S
Poly(pentabromophenyl methacrylate)

269 171 0.233 Not Not Included

Predicted

C(=0)(C(C)C)Oclc(c(c(c(ciBr)Br)Br)Br)Br




