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Table S1. '"H NMR data of compounds 3-7*

. OH
Position 3 4 5 6 7
6 6.25, s 6.24, s 6.38, s 6.39, s 6.41, s
7 ___________________________________
8 6.87. brs (79‘723’1df) 744.d(82) 807.d(22)  7.65.d (8.7)
9 673.d(92) 758.d(82) - 7.68.d (8.7)
0 T
11 758.d(82) 742.d(8.8)  7.68.d(8.7)
7.05. dd 7.80, dd
2 ST 4446 NG 765,46
A 530.2H.5 e
0 7.27.t(8.7)
\ 7.73.dd (8.7,
3 721t (8.7) o)
S 747,44 87,
6.0)
I 7.73.dd (8.7,
\ 6.0)
6 7.47.dd (8.7.6.0) 7.27.t(8.7)
T T2 t(8T) e
OCH;  378.3H.S  coe
N(CHi)y  —oomer 300 6H, s e
SC(CHz); oo oo 120,9H. s e

*In DMSO, 400 MHz. Coupling constants (J) are in Hertz.



Table S2. 'H NMR data of compounds 8-11*

Position On

8 9 10 11
6 6.39, s 6.41, s 6.40, s 6.10, s
/5,
8 7.57,d (8.7) 770,d 87) 7.71,d(82) -
9 7.04,d (8.7) 727,d87) 7.67,d82) = -
10 e et e e
11 7.04,d (8.7) 727,d@87) 7.67,d82) = -
12 7.57,d (8.7) 770,d 87 7.71,d82) -
i 515,2H,s  seeeeem e s
2 6.81,m e e
3 eeeeeee el e
4 20T ¢ Y —
5 7.29,dd (9.3,8.7) - e
6 739,dd (8.7,8.2)  ----eem e 6.10, s
/U
-OCH;
(C-9)
-OCH;
(C-10)
N(CH3), === e el

*In DMSO, 400 MHz. Coupling constants (J) are in Hertz.



Table S3. "H NMR data of compounds 12-13°

Position

6
7

8

9

10
11

IO\/U],A/(»,N/

-OCH;
(C-9)
-OCH;
(C-10)
-N(CHy),

7.26, dd
(6.8, 1.8) 6.98,d (12.4)

6.65, dd
(6.8, 1.8)

*In DMSO, 400 MHz. Coupling constants (J) are in Hertz.



Table S4. '°C NMR data of compounds 3-8

.. dc
Position
3 4 5 6 7 8
2 156.7,qC  156.0,qC 156.2,qC 156.3,qC 156.3,qC  156.2, qC
4 166.5,qC  165.7,qC  166.0,qC 165.9,qC 166.2,qC  166.2, qC
5 126.1,qC  128.5,qC 129.2,qC 126.5,qC 128.6,qC  126.6, qC
6 110.6,CH 98.8,CH 107.7,CH 106.3,CH 108.3,CH 109.0, CH
7 121.1,qC  109.8,qC 134.1,qC 128.8,qC 132.7,qC  126.9,qC
8 109.9,CH 1344,CH 130.0,CH 1254,CH 127.3,CH 131.7,CH
9 151.3,qC 1125,CH 137.5,CH 140.6,qC 130.5,CH 115.4,CH
10 150.7,qC  161,qC  132.7,qC 150.5,qC  139.2,qC  160.7, qC
11 153.7,qC  154.7,qC 137.5,CH 1159,CH 130.5,CH 115.4,CH
12 109.7,CH 163.2,qC 130.0,CH 1354,CH 127.3,CH 131.7,CH
70.4,CH, 136.3,qC  70.4, CH,
72— 132.6,qC  129.2,CH 136.0, qC
1 — 1304,CH 116.4,CH 1632, qC
S — 116.1,CH 161.4,qC 126.6, CH
. J U — 163.7,qC  116.4,CH 132.5,CH
X 116.1,CH 129.2,CH 132.4,CH
7/ 1304,CH = - 158.9, C
-OCH;  56.7,CH;  —wco-s ceeeee e e e
-N(CH3); - 42.8,CH;y  =meooe eeeeee e e
o)\ J— 115.1,qC  =oooem e e e
-SC(CH3); 3 ¢ © N —
-SC(CH3); £} U T @) & PR —

*In DMSO, 100 MHz. Carbon multiplicities were determined by pendant experiments.
gqC = quaternary. CH = methine, CH; = methylene, CH3; =methyl carbons.



Table S5. '°C NMR data of compounds 9-13*

.. oc
Position
9 10 11 12 13
2 156.4,qC  156.3,qC  156.4,qC 156.0,qC 156.2,qC
4 166.1,qC  166.0,qC  165.6,qC 165.8,qC  166.2, qC
5 132.4,qC  122.7,qC  135.3,qC 127.8,qC 128.3,qC
6 1079,CH 106.6,CH 912,CH 100.1,CH 111.5,CH
7 129.2,qC  128.5,qC 115.0,qC 111.1,qC 111.9,qC
8 131.8,CH 136.8,CH 142.7,qC 124.3,CH 100.4,CH
9 1223,CH  131.0,CH 142.7,qC 114.3,CH 1458, qC
10 148.1,qC  130.3,qC 115.0,qC 148.7,qC 154.3,qC
11 1223,CH  131.0,CH 142.7,qC 142.1,qC 101.0,CH
12 131.8,CH 136.8,CH 142.7,qC 139.7,qC 150.8,qC
1 117.0,qC  —=--mm=  eeeeeee e e
2 108.7,CH = - 156.4,qC  —mooem e
S
e ——— (< T[N —
5 e 1353,qC  —mmm e
6 e e 91.2,CH = oo e
/8
6 1) 5 56.6, CH3
N(CH3),  —oom e e 56.7, CH3
RNl 2 — 136.7,qC —---om e e

*In DMSO, 100 MHz. Carbon multiplicities were determined by pendant experiments.
gqC = quaternary. CH = methine, CH; = methylene, CH3; =methyl carbons.
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Figure SI1. "H NMR Spectrum of 3.
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Figure SI2. °C NMR (PENDANT) Spectrum of 3.
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'H NMR Spectrum of 13.
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Figure SI22. °C NMR (PENDANT) Spectrum of 13.
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