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Supplementary Material

Table 2 Observed band positions (cm™) in the FT-IR and FT-Raman spectra of 2-thiothymine *

R Raman
3218 (sh) --
3140 (vs) 3139 (w)

- 3098 (sh)
3061 (w) 3056 (m)
2984 (w) 2989 (m)
2953 (m) 2952 (m)
2940 (w) 2917 (s)
2901 (sh) 2881 (w)
2858 (w) 2850 (w)
2811 (w) -

- 2748 (w)
1710 (w) -
1663 (sh) 1672 (w)
1644 (vs) 1641 (vs)
1620 (sh) 1617 (sh)

- 1558 (m)
1552 (vs) 1550 (w)
1492 (w) -
1460 (m) 1455 (s)
1442 (w) 1440 (m)
1428 (w) -
1415 (w) 1411 (w)

a Intensity abbreviations: vs-very strong; s-strong; m-medium; w-weak; sh-shoulder

b Bands that were not observed are marked with dashed lines.

b

IR Raman
1401 (w) 1403 (w)
1384 (m) 1386 (m)

-- 1353 (vs)

- 1317 (w)

- 1247 (m)
1223 (vs) 1236 (m)
1215 (m) 1210 (s)
1171 (sh) -
1159 (s) 1156 (s)
1130 (s) 1128 (m)
1100 (w) -
1041 (w) 1041 (w)
1022 (w) 1012 (w)
962 (w) 954 (m)
930 (w) 931 (w)
835 (s) 842 (w)

- 804 (w)
774 (w) --
746 (m) 753 (s)

-- 740 (sh)
693 (m) 692 (vs)

- 659 (w)

IR Raman
661 (w) -
612 (w) 610 (m)
583 (m) 582 (s)
575 (m) -
527 (m) 526 (m)
490 (w) 508 (w)

- 483 (w)
470 (w) 462 (w)
419 (w) 422 (sh)
408 (m) 410 (vs)
320 (m) 314 (m)
310 (m) 304 (w)
283 (w) 275 (w)
267 (w) 254 (w)
195 (m) 194 (m)
143 (w) 146 (vs)
105 (w) 107 (vs)

85 (w) 78 (vs)
63 (w) 67 (vs)
52 (w)

53 (w)




