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Table S1. 'H-NMR in ppm (multiplicity, ] in parentheses in Hz) of 1-3 in CDsOD.

1-1 2-1 3-1 1-1I 211 311

3 6.81,s 6.76, s 6.56, s 3 6.81,s 6.67,s 638, s
6.49's 5985 - 6.49's 6155 6.17 (bs)

8 - - 5.83,s 8 - 627 s 6.05 (bs)

2 |752(d,]-8.8) | 7.69(d, ]-8.6) | 7.83(d,]=7.6) | 2’ |7.52(d,]-8.8)| 8.32(d,J=1.8) 8.18 (bs)

3 |6.76(d, ]-8.8) | 6.53(d, ]-8.6) | 6.87(d, ]=7.6) | 3’ |6.76 (d, ]-8.8) - -

5 |6.76(d, ]-8.8) | 6.53(d, ]-8.6) | 6.87(d,]=7.6) | 5" |6.76(d, ]-8.8)| 6.86(d,]=8.6) | 6.79(d,J=8.3)

6 |7.52(d, J-8.8) |7.69(d,J=8.6) | 7.83(d,J=7.6) | 6 |7.52(d, ]-8.8)[7.87 (dd, J=1.8,8.4 7.66 (bd, J-8.3)

Table S2. 3C-NMR data in ppm of 1-3 in CDsOD.

1-1 2-1 3-1 1-1I 2-11 3-11
2 163.0 165.1 163.9 2 163.0 165.1 164.2
3 103.0 102.2 101.6 3 103.0 102.8 101.5
4 182.6 182.5 181.4 4 182.6 182.2 180.6
5 161.5 160.9 159.5 5 161.5 161.4 161.6
6 99.0 102.6 103.2 6 99.0 99.2 97.1
7 161.3 161.4 163.0 7 161.3 160.9 164.7
8 98.9 107.8 101.4 8 98.9 94.4 95.7
9 155.3 155.2 157.3 9 155.3 157.7 158.5
10 104.2 101.9 100.5 10 104.2 103.8 100.7
1 121.6 122.1 124.9 1 121.6 117.9 112.7
2’ 128.4 128.5 128.4 2 128.4 131.8 131.6
3 116.3 115.9 117.0 3 116.3 124.3 118.6
& 164.1 164.5 161.6 & 164.1 160.8 158.5
5’ 116.3 115.9 117.0 5 116.3 120.20 119.9
6’ 128.4 128.5 128.4 6’ 128.4 126.70 125.7
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f1e4]

8ee8's —

£€80'9 —

68919 —

S6.L8'9—

vi9g'9 —

§68L'9 ——
0208’9 —

0198'9 —
19289 —

0089'L ——
§999'L —

SY28'L——
z6e8'L—

£z81'8—

=

7.0

Figure S16: 'HNMR of 3 (Exp.).

[ppm]

6.0

65

75

8.0



12 of 15

SOLLZLL—

89€0°LLL —

2629811 —
0zze'6lL —

1688'v21 —
0989'6Z21L —

09’8zl —

608 1L —

1682181 —
£06¥'861 —
680§'651 —
829191 —
0S€0°€91 ——

S01Zb9L ——
£s99'v9L ~

ieLe'eLl —

§v09°08L —
Liee’i8l —

T

140

Figure 517

[ppm]

100

120

160

180

BCNMR of 3.

Y90L'66 —

1820°L.6 —

8184'001 ——
LLp9'ooL —

Y8801 ~_
6525101 —=
1wvertoL—

90§1°€0L —

S9LLZLL —

89€0°LLL —

2629°8LL —

02Z6'6LL —

1688'vZL —

0989'§ZL —

0sPy'8ZL —

60L8°LEL —

120

[ppm]

100

110

13CNMR of 3 (Exp.).

130

Figure 518



13 of 15

[e4]

o'l g0 90 o zo 00-
Sl Sl RS S SO RS SR RS

[ppm]

1682181 —

£06v'851 —

6805651 —

8rzo'ioL —

0S€0°€91 —

§926'€91 —
S0LZ'P9L —

£699'¥91 —

T
165
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Figure S24: HRESIMS of 3.



