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Table S1. Descriptors and Reactivities of 90 Thiophene Derivatives Calculated Based on Equations (1) and
(3)-

ID dz + qs xm S sy +55 F Log (k/kn)ideal Log (k/ku)ts
1 -0.1180 3.8527 0.0913 0.0253 0.6865 0.0605 0.0000
2 -0.0736 3.4369 0.0986 0.0235 0.6483 3.3446 2.4047
3 -0.0733 3.4292 0.0996 0.0232 0.6469 3.4530 24115
4 -0.0718 3.3986 0.1009 0.0233 0.6454 3.5814 2.7184
5 -0.0944 4.3614 0.0974 0.0231 0.7138 -1.8153 -2.1096
6 0.0177 3.6603 0.0954 0.0249 0.6708 2.4228 2.6027
7 -0.0467 3.7969 0.1003 0.0237 0.6778 1.3319 0.5181
8 -0.0644 3.8106 0.1018 0.0233 0.6773 1.2166 0.1051
9 -0.0810 4.2695 0.1044 0.0193 0.6954 -0.3018 0.2398

10 -0.0809 4.3626 0.1060 0.0188 0.7005 -0.6832 -2.1275

11 -0.0762 4.6871 0.1082 0.0167 0.7162 -1.8387 -2.4550

12 0.0324 4.9836 0.1099 0.0232 0.7594 -4.1858 -3.5214

13 -0.0370 2.8801 0.1030 0.0241 0.6039 7.0344 7.0951

14 -0.0432 2.5027 0.1093 0.0247 0.5708 9.4962 8.0032

15 -0.0044 3.0707 0.1005 0.0244 0.6212 6.0012 4.7984

16 -0.0050 3.1537 0.0984 0.0247 0.6287 5.4230 4.4939

17 -0.0445 4.6589 0.1042 0.0218 0.7292 -2.5500 -2.9630

18 -0.0746 3.7015 0.1155 0.0150 0.6707 1.6304 1.1771

19 -0.0230 5.2380 0.1098 0.0135 0.7468 -3.7036 -2.9462

20 -0.0763 3.7495 0.1136 0.0176 0.6652 2.0344 0.5770

21 -0.1279 3.4775 0.0966 0.0256 0.6597 2.0126 1.3799
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Table S2. Descriptors and Reactivities of 90 Thiophene Derivatives Calculated Based on Equation (2).

Log (k/kzr)Methanol
ID qz + qs M S s+ st F Log (k/kt)ideal
Calculated

2 -0.0814 3.4761 0.1736 0.0447 0.9029 -16.0709 0.0792

3 -0.0798 3.4741 0.1727 0.0430 0.8983 -15.7118 0.0000

8 -0.0700 3.7903 0.1785 0.0441 0.9276 -17.8495 -0.6990
21 -0.1372 3.5208 0.1690 0.0485 0.9166 -17.5942 -0.3010
40 -0.0347 3.2912 0.1785 0.0395 0.8776 -13.7497 1.8062
42 -0.0309 3.2857 0.1764 0.0360 0.8729 -13.3597 1.6721
54 -0.0437 3.7432 0.2285 0.0319 0.9133 -16.5384 -0.0458
59 -0.0890 3.3121 0.1710 0.0404 0.8793 -14.3460 0.9031




