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Supplementary Materials 
# 
# side chain set A 
# 
[Xx]c1ccccc1 
[Xx]Cc1ccccc1 
C([Xx])Cc1ccccc1 
[Xx]c1nc2ccccc2n1 
[Xx]c1cccc2ncnc12 
[Xx]c1ccc2ncnc2c1 
c1ccc2c(c1)ncn2[Xx] 
c1cc([Xx])c2ncnc2c1 
c1cc2ncnc2cc1[Xx] 
c12ccccc1nc(n2)CC[Xx] 
c12ccccc1n(cn2)CC[Xx] 
c12ncnc1c(ccc2)CC[Xx] 
c12ncnc1cc(cc2)CC[Xx] 
c12ncnc1ccc(c2)CC[Xx] 
c12ncnc1cccc2CC[Xx] 
[Xx]Cc1nc2ccccc2n1 
[Xx]Cc1cccc2ncnc12 
[Xx]Cc1ccc2ncnc2c1 
c12ncnc1cc(cc2)C[Xx] 
c12ncnc1c(C[Xx])ccc2 
c12ccccc1n(cn2)C[Xx] 
c1([Xx])nc2ccccc2n1C=C 
c1nc2c([Xx])cccc2n1C=C 
c1nc2cc([Xx])ccc2n1C=C 
c1nc2ccc([Xx])cc2n1C=C 
c1nc2cccc([Xx])c2n1C=C 
c1nc2ccccc2n1C([Xx])=C 
c1nc2ccccc2n1C=C[Xx] 
c1nc2ccccc2n1C=C[Xx] 
c1([Xx])nc2cccc(C=C)c2n1 
c1nc2cccc(C=C)c2n1[Xx] 
c1nc2c([Xx])ccc(C=C)c2n1 
c1nc2cc([Xx])cc(C=C)c2n1 
c1nc2ccc([Xx])c(C=C)c2n1 
c1nc2cccc(C(=C)[Xx])c2n1 
c1nc2cccc(C=C[Xx])c2n1 
c1nc2cccc(C=C[Xx])c2n1 
c1([Xx])nc2cccc(C=C)c2n1 
c1nc2cccc(C=C)c2n1[Xx] 
c1nc2c([Xx])ccc(C=C)c2n1 
c1nc2cc([Xx])cc(C=C)c2n1 
c1nc2ccc([Xx])c(C=C)c2n1 
c1nc2cccc(C(=C)[Xx])c2n1 
c1nc2cccc(C=C[Xx])c2n1 
c1nc2cccc(C=C[Xx])c2n1 
c1([Xx])nc2ccc(C=C)cc2n1 
c1nc2ccc(C=C)cc2n1[Xx] 
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c1nc2cc(C=C)cc([Xx])c2n1 
c1nc2cc([Xx])c(C=C)cc2n1 
c1nc2ccc(C=C)c([Xx])c2n1 
c1nc2ccc(cc2n1)C([Xx])=C 
c1nc2ccc(C=C[Xx])cc2n1 
c1nc2ccc(C=C[Xx])cc2n1 
c1([Xx])nc2ccc(C=C)cc2n1 
c1nc2ccc(C=C)cc2n1[Xx] 
c1nc2cc(C=C)cc([Xx])c2n1 
c1nc2cc([Xx])c(C=C)cc2n1 
c1nc2ccc(C=C)c([Xx])c2n1 
c1nc2ccc(cc2n1)C(=C)[Xx] 
c1nc2ccc(C=C[Xx])cc2n1 
c1nc2ccc(C=C[Xx])cc2n1 
C([Xx])=Cc1ccccc1 
C([Xx])=Cc1ccccc1 
C=C([Xx])c1ccccc1 
C=Cc1ccccc1[Xx] 
C=Cc1cccc([Xx])c1 
C=Cc1ccc([Xx])cc1 
C=Cc1cccc([Xx])c1 
C=Cc1ccccc1[Xx] 
[Xx]C 
C(C)[Xx] 
CC([Xx])C 
CCC[Xx] 
C(=C)[Xx] 
C([Xx])=CC 
C([Xx])=CC 
C=C([Xx])C 
C=CC[Xx] 
# 
# side chain set B 
# 
[Xx]c1ccccc1 
[Xx]Cc1ccccc1 
C([Xx])Cc1ccccc1 
[Xx]c1nc2ccccc2n1 
[Xx]c1cccc2ncnc12 
[Xx]c1ccc2ncnc2c1 
c1ccc2c(c1)ncn2[Xx] 
c1cc([Xx])c2ncnc2c1 
c1cc2ncnc2cc1[Xx] 
c12ccccc1nc(n2)CC[Xx] 
c12ccccc1n(cn2)CC[Xx] 
c12ncnc1c(ccc2)CC[Xx] 
c12ncnc1cc(cc2)CC[Xx] 
c12ncnc1ccc(c2)CC[Xx] 
c12ncnc1cccc2CC[Xx] 
[Xx]Cc1nc2ccccc2n1 
[Xx]Cc1cccc2ncnc12 
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[Xx]Cc1ccc2ncnc2c1 
c12ncnc1cc(cc2)C[Xx] 
c12ncnc1c(C[Xx])ccc2 
c12ccccc1n(cn2)C[Xx] 
C([Xx])=Cc1ccccc1 
C([Xx])=Cc1ccccc1 
C=C([Xx])c1ccccc1 
C=Cc1ccccc1[Xx] 
C=Cc1cccc([Xx])c1 
C=Cc1ccc([Xx])cc1 
C=Cc1cccc([Xx])c1 
C=Cc1ccccc1[Xx] 
[Xx]C 
C(C)[Xx] 
CC([Xx])C 
CCC[Xx] 
C(=C)[Xx] 
C([Xx])=CC 
C([Xx])=CC 
C=C([Xx])C 
C=CC[Xx] 
# 
# side chain set C 
# 
[Xx]c1ccccc1 
[Xx]Cc1ccccc1 
C([Xx])Cc1ccccc1 
[Xx]c1nc2ccccc2n1 
[Xx]c1cccc2ncnc12 
[Xx]c1ccc2ncnc2c1 
c1ccc2c(c1)ncn2[Xx] 
c1cc([Xx])c2ncnc2c1 
c1cc2ncnc2cc1[Xx] 
c12ccccc1nc(n2)CC[Xx] 
c12ccccc1n(cn2)CC[Xx] 
c12ncnc1c(ccc2)CC[Xx] 
c12ncnc1cc(cc2)CC[Xx] 
c12ncnc1ccc(c2)CC[Xx] 
c12ncnc1cccc2CC[Xx] 
[Xx]Cc1nc2ccccc2n1 
[Xx]Cc1cccc2ncnc12 
[Xx]Cc1ccc2ncnc2c1 
c12ncnc1cc(cc2)C[Xx] 
c12ncnc1c(C[Xx])ccc2 
c12ccccc1n(cn2)C[Xx] 
[Xx]C 
C(C)[Xx] 
CC([Xx])C 
CCC[Xx] 


