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Figure S1: HRESIMS spectrum of 1la
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Figure S2: HRESIMS spectrum of 1b
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Figure S3: HRESIMS spectrum of 1c
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Figure S4: *H NMR (500 MHz, DMSO-ds) spectrum of 1
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Figure S5: Enlarged *H NMR (500 MHz, DMSO-dg) spectrum of 1
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Figure S6: **C NMR and DEPT (125 MHz, DMSO-ds) spectra of 1
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Figure S7: Enlarged *C NMR and DEPT (125 MHz, DMSO-dg) spectra of 1
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Figure S9: Enlarged HSQC spectrum
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Figure S10: *H-'H COSY spectrum of 1
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Figure S12: Enlarged HMBC spectrum of 1

© 2021 ACG Publications. All rights reserved.

f1{ppm)

fL{ppm}



[y

3

r4

5

Figure S13: NOESY spectrum of 1
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Table S1: Comparison of the NMR data with ustusolate A [1]

1 ustusolate A

Compound 1 (DMSO-ds) Ustusolate A (DMSO-d)
No. dn (mult., J in Hz) dc, type No. dn (mult., J in Hz) dc, type
1 1.84,t(15.1);1.41,m [32.2,CH; |1 1.86, dt (13.3,3.7); 1.43, m |31.8, CH;
2 1.58,dd (13.3); 1.41, m {18.6,CH, {2 1.60, m; 1.44, m 18.2, CH,
3 1.27,d(12.3); 1.1, m {445 CH, {3 128, m; 1.17, m 44.1, CH;
4 33.7,C 4 33.3,C
5 1.95, d (3.9) 454 CH i5 1.97, d (4.6) 44.7, CH
6 5.52, brs 66.7,CH |6 5.54, d (4.4) 66.2, CH
7 5.75, d (4.8) 120.3,CH 7 5.77, d (5.0) 120.0, CH
8 145.1,C 8 1445, C
9 74.5,C 9 74.1,C
10 40.6, C 10 40.1,C
11 3.49, m; 3.43, m 62.1, CH, {11 3.52, m; 3.45, m 61.7, CH;
12 4.12,d (4.1) 61.0,CH, 12 4.14, d (5.0) 60.6, CH,
13 0.89,s 33.1,CH; 113 0.91,s 32.6, CH;
14 1.03,s 25.0,CH; (14 1.06, s 24.5, CH;
15 1.15,s 19.2, CH; |15 1.17,s 18.3, CHs
1 166.1, C 1 165.7,C
2' 5.89, d (15.3) 121.1,CH 2’ 5.89, br d (15.1) 120.4, CH
3 7.16,dd (15.3,11.2) 145.0,CH {3 7.19,dd (15.1, 11.5) 144.8, CH
4 6.40, m 127.7,CH {4 6.34, dd (14.7, 11.5) 127.6, CH
5' 6.29, m 146.0,CH |5 6.68, dd (14.7, 11.0) 1414, CH
6' 3.82,dd (12.0, 5.4) 75.4,CH |6 6.20, dd (15.1, 11.0) 131.3,CH
7 3.47, m 700,CH |7’ 6.01, dq (15.1, 6.9) 135.3, CH
8 1.01, d (6.3) 19.7,CH; |8 1.79, d (6.9) 18.7, CHs
9-OH 4,38, s 9-OH 14.40,s
11-OH {4.61,brs 11-OH 14.63,1(5.0)
12-OH | 4.82,t(5.0) 12-OH {4.85,t(5.0)
6'-OH 14.97,d (5.0 -
7-OH 457, brs -
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