Supplementary Material for N-Methyl-(R)-3-(tert-Butyl)-Sulfinyl-1,4-Dihydropyridine: A Novel NADH Model Compound, by Kun Xie,
You-Cheng Liu *, Yi Cui, Jian-Ge Wang, Yao Fu and Thomas C.W. Mak, Molecules, 2007, 12, 415-422
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Figure 1: 'H-NMR of (Rs)-2



al — £ = o L.
aa r e - £ = h
&l 0 "~ F =
R oo - o - 2eam e} f
a = ] i i 1 ol i
| LN #
b i
1 J J._ l.
| = b Bl ] H

Figure 2: *C-NMR of (Rs)-2
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Figure 3: IR of (Rs)-2
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Figure 4: 'H-NMR of (Rs)-3



Figure 5: *C-NMR of (Rs)-3
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Figure 6: *C-NMR-DEPT of (Rs)-3
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Figure7: HRMS of (Rs)-3



Elemental Compaosition Report - Page 3

Multiple Mass Analysis: 51 mass(es) processed - displaying only valid results
Tolerance = 5.0mDa / DBE: min=-10.0, max = 50.0

Monoisolopic Mass, Odd and Even Electron lons
1988 formula(s) evaluated with 158 results within limits (up to 50 closest results for aach mass)

Minimum: 0.50 -10.0
Magimam: 100,00 3.0 5.0 k0.0
Masa RA Calc. Mass mba PEM DEE Formila
128.0318 1.4 0.6 -&.0 Hl5 ¥ 323 3is
345
128.0288 3.8 28.2 3.0 €6 HE O 328
128.0385 -3.7 -29.0 -1.5 C3 H1Z N 328 34g
128.0285 4.7 6.9 i €2 HIl N 335 345
141.0251 3.64 141.0248 2.3 1.9 4.0 cé H?7 W 0o 325
141.0215 3.6 25.8 9.0 cC% H3 N O
14l.0290Q ~-3.9 =275 .0 ¢7 H8 0 333
141.020% 4.2 29.6 =-0.5 C4 HI1 0o 323 249
142.0324 100.60 142.03z27 -0.3 ~-1.8 3.5 CE& H8 N O 315
142.0283 3.1 21.9 8.5 c2 H4 N 0
142.c0288 3.6 25.7 -1.0 C4 Hlz © 325 343
14Z.0368 -q9_4 -31.0 3.5 €7 HY © 335
142.c27¢ 1.8 3.8 -1.0 €3 Hil N o 325
335
143.0400 4B.23 143.0405 -0.5 ~3.4 3.0 €6 HS N O 33
1432.0371 2.8 20,2 8.0 €3 HS N O
143.03€6 3.1 23.9 -1.5% C4 H13 Q@ 325 34s
143.0354 4.6 32.0 =1.5 €3 HIZ N O 328
338
143.0446 1.5 -32.2 3.9 <7 H10 © 335
144.035¢ 7.98 144.0360 ~0.4 =-2.5 =1.5 C4 H1Z O 338 34:
144.0393 =3.7 -26.0 =6_5 C HLY © 325 33s
245
144.0318 3.8 25.2 -1.5 C3 H1Z N C© 328
345
144, 0339 -4.3 -29.7 3.0 C6 H3 N © 338
145. 0370 L 145. 03863 0.7 5.0 3.0 Cé HF N O 345
145, 0348 Z.4 16.8 -6.5 H1€ N O 325 338
345
145,0397 T3, ~18.3 =2.0 C3 HIZ N O 325
345
182.1009 5_01 182,1003 0.6 3.0 3.5 €10 Hle N 325
182,1045 =3.6 =-13.7 3.5 €11 HIT 335
182 ,05964 1.5 24.5 =1.8 <8 H2ZO0 325 345
183,1053 l.4¢€ 183,1031 z.2 12,0 =1.5 7 H20 W 325 3ag
i83.1082 -2.9 -15.7 3.0 10 H17 N 3as
163.1009 4.4 24} J.5b Cil H17 348
1B84.09%1 0.51 184.0935 =0.4 ~&.3 -1.5 ©7 HZO M 325 348
194.0261 3.0 1e.1 3.5 Cl} Hie W 348
1B6.0262 0.84 186.0254 0.8 4.3 1.5 C8 H11 335 34s
186.0208 -2.6 -13.8 -0.5 C6 H15 3is 338
343
186.0293 -3.1 -16.7 9.0 €1t H7 N 335
186.0305 -4.3 -22.,9 %.0 Clz HR 34s
186.0213 4.9 26.5 1.5 cB HIO N 3235 343
199,1031 0.85 139, 0.0 0.1 3.0 Hl1 o 325
e e 199.10%72 -4.1 -20.7 3.0 Cll HIB «
102.0217 5.2 sl.0 2,0 C4 HE 03
103.6487 5.18 103.0429 5.8 56.4 3.5 < HI11 03 s
103.0548 -6.1 =-59.0 5.5 CA  HY
103.035% 9.2 B3.1 1.5 4 HYP 03

Figure 8: HRMS of (Rs)-3 - Elemental Composition Report



