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FIGURES S1 - S6: The structures of different rotamers of investigated DHBAS
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TABLES S1 - S6 : Relative energies kJ/mol (E = total energy, H = enthalpy, and G =

free energy) for the examined DHBAs rotamers in different solvents. Calculations were
performed at the M05-2X/6-311++G(d,p) level of theory. The abbreviations in tables

PE, W and B represents following solvents: penthylethanoate, water and benzene,

respectively.

Table S1
AESMD AHSMD AGSMD
Rot
PE w B PE W B PE w B
2.3-DHBA
1 00 00 00 [0O 00 00 (00 0.0 o00
2 132 32 166|133 32 16.7|131 18 164
3 339 17.8 385|349 179 396|314 178 359
4 113 6.7 120|119 73 127[99 48 95
5 25.1 11.0 28.6 256 112 294|244 95 265
6 333 184 369|342 188 380|321 178 353
Table S2
AESMD AHSMD AGSMD
Rot
PE w B PE W B PE w B
2.4-DHBA

1 00 03 00 [0O0 02 00 (00 04 00
2 07 00 11 |07 00 11 (07 00 11
3 35.4 184 38.8|36.4 19.1 401|329 16.3 34.3
4 36.5 18.2 40.8|37.6 19.2 420|322 138 37.2
5 121 81 127|126 86 132|113 7.0 117
6 127 81 135|131 85 139|120 71 126
7 344 20.2 374|354 20.7 385|329 187 356
8 35,5 204 39.2|36.6 20.9 40.6 338 19.1 37.2




Table S3

AESMD AHSMD AGSMD
Rot PE w B PE W B PE w B
2.5-DHBA
1 09 03 47 |09 03 39 |10 04 6.2
2 00 00 25 |00 00 18 |00 0.0 37
3 326 172 00 [314 179 0.0 |348 16.1 0.0
4 45 174 419|53 182 419 |35 16.3 409
5 129 86 165|134 9.0 16.2|11.8 80 16.6
6 119 87 147|121 88 141|115 87 154
7 329 189 374|337 196 376|310 171 37.2
8 347 19.1 409|355 199 411|320 17.3 398
Table S4:
AESMD AH’SMD AGSMD
Rot
PE w B PE W B PE W B
2.6-DHBA
1 0.0 00 00 (0.0 00 00 (0.0 0.0 0.0
2 169 97 187|170 96 189|167 99 184
3 39.2 233 457 (421 244 489|341 225 394
4 321 192 355|328 193 36.1|30.0 193 341
Table S5:
AESMD AHSMD AGSMD
Rot
PE W B PE W B PE W B
3.4-DHBA
1 00 00 00 |00 00 00 (07 11 00
2 1.1 08 18 |15 08 24 |11 20 1.0
3 10 02 13 (11 03 13 |07 0.2 06
4 1.1 03 17 |17 06 24 |00 00 0.2
5 11.3 33 138|115 31 141|118 4.7 135
6 114 27 140|119 29 146|106 26 127




Table S6

AESD AH® AGSD
Rot PE W B| PE W B| PE W B
2.5-DHBA
1 0.0 0.1 0.0]0.0 0.0 0.0 0.0 04 0.0
2 0.8 15 11106 1.0 08|10 22 14
3 1.4 00 20|12 01 18|17 00 23
4 3.4 1.7 50131 1.4 47| 3.6 21 53
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FIGURE S7 SOMOs of the most stable radicals formed from the investigated

DHBASs in water.



