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Fig.S1: '"H NMR (CDCls) spectrum of 3.
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Fig.S2: 3C NMR (CDCl;) spectrum of 3.
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Fig.S3: EI Mass Spectrum of 3.
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Fig.S4: FTIR spectrum of 3.

Wavenumber (cm-1)

Table S1: Cartesian coordinates of 3 (THF).

Center

Atomic Atomic Coordinates (Angstroms)

Number Number Type X Y Z
1 C 0  -7.599359 1.914751 1.126541
2 C 0 -6.701392 1.271827 0.268719
3 C 0  -6.298340 1.873275 -0.905155
4 C 0 -6.787316 3.128774 -1.269173
5 C 0  -7.701237 3.785404 -0.422687
6 C 0 -8.105841 3.177631 0.775183
7 H 0  -7.892015 1.428451 2.046738
8 H 0  -5.584591 1.321864 -1.503234
9 H 0 -6.465173 3.591555 -2.192665
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56 N 0 7.276207 -0.788788 0.454524
57 S 0  7.153324 1.658032 -0.800677
58 O 0 5.135558 -2.512650 -0.287314
59 H 0 6.052563 -2.367919 0.016780

Table S2: Cartesian coordinates of 3 (H,O).

Center Atomic Atomic Coordinates (Angstroms)

Number Number Type X Y Z
1 C 0 7.865866 -1.372412 0.754628
2 C 0 6.789995 -1.179858 -0.128684
3 C 0 6.562752 -2.109140 -1.159051
4 C 0 7.396492 -3.223947 -1.291645
5 C 0 8.471624 -3.414117 -0.413151
6 C 0 8.704248 -2.481727 0.606390
7 H 0 8.039859 -0.656396 1.550160
8 H 0 5.741303 -1.954388 -1.849773
9 H 0 7.213576 -3.935562 -2.090190
10 H 0 9.120519 -4.276474 -0.523253
11 H 0 9.532258 -2.621553 1.293681
12 N 0 5.948641 -0.021568 0.009842
13 C 0 4.546720 -0.138562 0.030114
14 C 0 3.725590 0.946015 -0.371961
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