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Table S1. *H (600 MHz) and *3C (150 MHz) NMR Data of compounds 2-4 in DMSO-ds

» 2 3 4
position S 5u (3 in Hz) S 5 (3 in Hz) S 5w (3 in Ha)
1 1344,C 1239, C 124.8,C
2 1309,CH 7.29,d(79)  1314,CH 7.11,d(85)  131.9,CH 7.09,d (85)
3 1275CH 7.36,t(7.9) 1146,CH 6.79,d (85) 1145 CH 6.76,d (8.5)
4  1264,CH 7.26,t(7.9) 1563, C 1559, C
5 1275 CH 7.36,t(7.9) 1146,CH 6.79,d (85) 1145 CH 6.76,d (8.5)
6  1309,CH 7.29,d(79)  1314,CH 7.11,d(85)  131.9,CH 7.09,d (85)
1 1168,C 1245, C 117.2,C
2 1481,C 1515, C 1450, C
3 1393,C 1443, C 1362, C
4 1330,C 1339, C 129.6,C
5 102.9,CH 6425 108.0,CH  6.73,s 1033,CH  6.36,s
6  1529,C 152.9,C 1505, C
1" 1286,C 138.0, C 127.9,C
2" 129.8,CH 7.45d(85)  1290,CH 757,d(73) 1302, CH 7.42,d(85)
3" 1152,CH 6.85d(85) 1282, CH 7.46,t(7.3) 1149,CH  6.81,d (8.5)
4" 1568,C 127.3,CH  7.37,(7.3) 156.3,C
5 1152,CH 6.85,d(85) 1282, CH 7.46,t(7.3) 1149,CH  6.81,d (8.5)
6"  1298,CH 7.45d(85)  1290,CH 757,d(73) 1302, CH 7.42,d(85)
3-OMe
2-OMe 605, CHs 3.52,s
3-OMe 60.3,CH; 351,s
6-OMe 558, CHs 3.67,s 55.7,CH; 359, s
Table S2. 'H (600 MHz) and *3C (150 MHz) NMR Data of compounds 5-7 in DMSO-dg
) 5 6 7
position 5 su@inHz)  oc S (Jin Hz) Sc S (Jin Hz)
1 1244,C 125.0,C 125.1,C
2 1319,CH 7.09,d(85  1185CH 6.68,d(L9) 1185,CH  6.68,d (2.0)
3 1144,CH 676,d(85  1439C 144.0, C
4 156.1,C 144.3,C 144.3,C
5  1144,CH 676,d(85) 1148 CH 6.71d (8.0) 1149,CH  6.71,d (8.0)
6  131.9,CH 7.09,d(85  122.0,CH 654 dd(80,19) 1220,CH 6.4, dd (8.0, 2.0)
1 1169,C 1172, C 117.1,C
2 1482,C 148.2,C 148.2,C
3 1393,C 1393, C 139.3,C
& 1324,C 132.3,C 1325, C
5  1029,CH 6.38s 102.9,CH  6.37, s 102.9,CH  6.34, s
6  153.1,C 153.1, C 153.1,C
1" 1285,C 128.8,C 129.4,C
2" 129.7,CH 7.42,d(85)  129.8,CH 7.43,d(85) 116.2,CH  7.04,d (2.0)
3" 1153,CH 6.85d(85)  1152,CH 6.83,d (8.5) 145.0,C
4" 157.1,C 156.8,C 144.8,C
5°  1153,CH 6.85d(85)  1152,CH 6.83,d (8.5) 1156,CH  6.80, d (8.0)
6"  129.7,CH 7.42,d(85) 1298 CH 7.43,d(85) 119.7,CH  6.88, dd (8.0, 2.0)
3-0Me 60.1,CHs 3.29,s 60.1, CH;  3.29,s 60.1, CH;  3.31s
6-OMe 556, CHs 3.63,s 55.6,CH;  3.62,s 55.6,CH;  3.62,s




Table S3. 'H (600 MHz) and *3C (150 MHz) NMR Data of compounds 8-10 in DMSO-ds

N 8 9 10
position 5 su@inHz)  dc su@inHz)  dc 5 (3 in Hz)

1 1244,C 1248,C 1238, C

2 1319,CH 710,d(85)  1184,CH 668 s 1315,CH  7.09,d (8.5)

3 1144,CH 675d(85)  1440,C 1147,CH  6.78,d (8.5)

4 1560,C 1443, C 156.3, C

5 1144, CH 675d(85  1148,CH 671,d(80)  1147,CH 6.78 d(85)

6 1319, CH 7.0,d(85  121.9,CH 654,d(80)  1315CH 7.09,d (85)

1 1178C 118.1, C 1242, C

2 1483.C 1482, C 1516, C

3 1395,C 139.4, C 1443, C

4  1325.C 1323,C 134.0, C

5 1032, CH 6435 1032,CH  6.42, s 107.8,CH  6.67,

6  1532,C 1532, C 152.9, C

1" 1383,C 1382, C 1286, C

2" 1287,CH 7.60,d(75)  1287,CH 7.60,d(75)  130.2,CH 7.39,d (8.5)

3" 1284,CH 7.451t(75)  1283,CH 7.451t(75  1152,CH 6.84,d (8.5)

4" 1273,CH 736,t(75)  1272,CH 7.36,t(75)  156.9,C

5" 1284,CH 7.45t(75)  1283,CH 7451t(75)  1152,CH 6.84,d (85)

6"  1287,CH 7.60,d(75)  1287,CH 7.60,d(7.5)  130.2,CH 7.39,d (8.5)
2-OMe 60.4,CH;  3.50, s
3.0Me 60.4,CHs 3.28 s 603, CHs  3.29,s 60.4,CH;  3.48,s
6-OMe 55.7,CHs 3.64,5 55.6,CHs  3.64,s 55.9,CH;  3.65,s

Table S4. 'H (600 MHz) and *3C (150 MHz) NMR Data of compounds 11-13 in DMSO-ds

N 11 1 13
position 5 S (3in Hz) S S (Jin Hz) S S (Jin Hz)

1 1244,C 125.0,C 126.7,C

2 1311,CH 696 d(20) 1184,CH  6.67,d (2.0) 1150,CH  6.86,d (L.9)

3 1262,C 143.9, C 148.2,C

4 1536,C 1443, C 146.6, C

5  1140,CH 6.77,d (8.0) 114.8,CH  6.70,d (8.0) 1125,CH  6.95,d (8.2)

6  1201,CH 693 dd(80,20) 1219,CH 652 dd(8.0,20) 1232, CH 6.80,dd (8.2, 1.9)

' 1180,C 117.2,C 116.8, C

> 1482,C 1482, C 1482, C

3 1395C 139.2, C 139.3,C

4  1323.C 132.4,C 1327, C

5  1032,CH 6.43,s 102.9,CH 633, 103.0,CH 640, s

6  1532,C 153.1, C 153.1, C

1" 1383,C 12858, C 128.7,C

2" 1287,CH  7.60,d (7.5) 120.7,CH  7.30,d (2.0) 120.8,CH  7.43,d (8.6)

3" 1284,CH  7.46,t(7.5) 127.2,C 1152,CH  6.85,d (8.6)

4" 1272,CH 7.36,t(7.5) 154.3, C 156.8, C

5" 1284,CH 7.46,t(7.5) 114.8,CH  6.84,d (8.2) 1152,CH  6.85,d (8.6)

6  1287,CH 7.60,d (7.5) 126.9,CH 7.23,dd (8.2,20) 129.8,CH 7.43,d (8.6)

1" 282,CH, 3.22,d(6.6) 28.1,CH, 3.25,d (7.3) 64.9,CH, 4.52,d (6.7)

2" 1231,CH 531 t(6.6) 1229,CH 532,1(7.3) 1204,CH 547,t(6.7)

3" 1317,C 131.4,C 136.9, C

4" 177,CHs 1675 17.7,CHs 168, s 181,CHs 1715

5" 257,CHs; 168 s 256,CH;  1.69, s 255, CH; 1765
3-OMe 555, CHs  3.72,s
3.0Me 60.4,CH; 3.28 s 60.0,CH:  3.28, 60.1, CHs  3.30,s
6-OMe 55.6,CH; 3.64,s 55.6,CH;  3.61,s 55.6,CH;  3.65,
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Table S5. *H (600 MHz) and *3C (150 MHz) NMR Data of compounds 14-16 in DMSO-ds

N 14 15 16
position 5 su@inHz)  dc Su@inHz)  dc 5 (3 in Hz)

1 1148,C 114.0,C 1139, C

2 1494,C 1493, C 149.4, C

3 985CH  7.08,s 985, CH  7.07s 985,CH  7.07s

4 1461,C 1458, C 1459, C

5  1427,C 1425, C 1426, C

6  1071,CH  7.38,s 107.0,CH 7375 107.1,CH  7.37,s

I 1135,C 1136, C 1137, C

2 1482C 1484, C 1485, C

3 136.1,C 135.9, C 136.0, C

& 1304,C 1305, C 1309, C

5 1058,CH 6.75,s 1055,CH 6715 1056,CH  6.68, s

6  1495,C 149.4, C 149.4, C

1" 1381,C 1286, C 129.2, C

2" 1293,CH 758,d(75)  1304,CH  7.42,d(82)  1168,CH 7.03,s

3" 1283,CH 7451t(75  1151,CH  6.85d(82)  1449,C

4 1271,CH 7.36,t(75)  156.7,C 144.8,C

5" 1283,CH 7451t(75)  1151,CH  6.85d(82)  1155CH 681 d(7.8)

6" 1203, CH 758d(7.5  1304,CH  7.42,d(82)  1204,CH 687,d(7.8)
3.0Me 60.8,CHs 3.78 s 60.6,CHs 3755 60.7,CHs  3.74,s
6-OMe 559,CH: 3.98,s 558, CH;  3.97,s 559,CH;  3.97,s

Table S6. 'H (600 MHz) and *3C (150 MHz) NMR Data of compounds 17, 20, 23 and 24 in DMSO-dg

position 17 20 23° 24°
c on (J in Hz) oc on (J in Hz) Jc On (J in Hz) oc On (J in Hz)
1 125.3,C 121.3,C 130.0, C 130.9, C
2 131.9,CH 7.15,d (8.5) 132.1,CH  7.20,d (8.0) 131.0,CH  7.26,d (8.5) 124.9, CH 7.11,s
3 114.3,CH  6.75,d (8.5) 1145, CH  6.79,d (8.0) 121.4,CH  7.18,d (8.5) 141.5,C
4  1557,C 157.0, CH 149.8, C 141.3,C o
5 114.3,CH 6.75,d (8.5) 1145,CH  6.79,d (8.0) 121.4,CH  7.18,d (8.5) 123.2, CH 7.31,d(85)  HO O O O OH
6 131.9,CH 7.15,d (8.5) 132.1,CH  7.20,d (8.0) 131.0,CH  7.26,d (8.5) 128.5, CH 7.18,d (8.5) HoO  OH
1 115.7,C 118.9, C 123.4,C 122.4,C 7 o
2 1451, C 152.3,C 142.4,C 142.4,C Ho Q O O OH
3 134.4,C 183.4,C 143.0,C 143.0, C I on
4 129.6, C 1417, C 133.6,C 133.9,C 20
5' 106.6, CH 6.28,s 131.2,CH 6.73,s 1105,CH  7.00, s 110.6, CH 7.02,s
6  1482,C 187.0,C 152.7,C 15255, C ACO Ohe
1" 128.4,C 123.1,C 134.7,C 134.6, C 5 ° OO_AC .
2" 129.9,CH  7.35,d (8.5) 130.8,CH  7.46,d (8.0) 129.9,CH  7.67,d (8.5) 130.0, CH 7.67,d (8.5)
3" 114.9,CH 6.80, d (8.5) 115.4,CH  6.85,d (8.0) 121.9,CH  7.25,d (8.5) 121.9, CH 7.25,d (8.5) AcOOAC
4" 156.2, C 159.2, C 150.1, C 150.1, C —d Toac
5" 1149, CH 6.80, d (8.5) 115.4,CH  6.85,d (8.0) 121.9,CH  7.25,d (8.5) 121.9, CH 7.25,d (8.5) 2
6" 129.9,CH  7.35,d (8.5) 130.8,CH  7.46,d (8.0) 129.9,CH  7.67,d (8.5) 130.0, CH 7.67,d (8.5)
3-OMe 60.7,CHs  3.39,s 60.7, CH3 3.39,s
6'-OMe 56.1, CHs  3.76,s 56.1, CH3 3.79,s

2The 'H and ¥*C NMR Data for three acetoxy were 8n 2.02 (s, 3H), 2.29 (s, 3H), 2.30 (s, 3H), and 3¢ 168.7 (C), 169.3 > (C), 20.1 (CHs), 20.9>2 (CH3), respectively.
bThe 1H and 13C NMR Data for four acetoxy were 3u 2.05 (s, 3H), 2.30 (s, 3H), 2.31 (s, 6H), and ¢ 168.452 (C), 168.7 (C), 169.3 (C), 20.0 (CHs), 20.452 (CHs), 20.9
(CHs5), respectively.
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Figure S1. Phylogenetic tree of ITS sequence for Aspergillus sp. GZWMJZ-055
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Figure S2. HRESIMS spectrum of compound 1
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Figure S3. *H-NMR spectrum of compound 1 in DMSO-ds
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Figure S4. *C-NMR spectrum of compound 1 in DMSO-ds
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Figure S5. HMQC spectrum of compound 1 in DMSO-ds
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Figure S6. *H-tH COSY spectrum of compound 1 in DMSO-ds
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Figure S7. HMBC spectrum of compound 1 in DMSO-de
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Figure S8. 'H-NMR spectrum of synthesized 15 in DMSO-ds
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Figure S9. 33C-NMR spectrum of synthesized 15 in DMSO-ds
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Figure S10. *H-NMR spectrum of synthesized 16 in DMSO-ds
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Figure S11. 3C-NMR spectrum of synthesized 16 in DMSO-ds
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Figure S12. *H-NMR spectrum of compound 17 in DMSO-ds
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Figure S13. 3C-NMR spectrum of compound 17 in DMSO-ds
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Figure S14. HRESIMS spectrum of compound 18
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Figure S15. *H-NMR spectrum of compound 18 in DMSO-ds
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Figure S16. 3C-NMR spectrum of compound 18 in DMSO-ds
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Figure S17. HRESIMS spectrum of compound 19
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Figure S18. *H-NMR spectrum of compound 19 in DMSO-ds
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Figure S19. 3C-NMR spectrum of compound 19 in DMSO-ds
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Figure S20. *H-NMR spectrum of compound 20 in DMSO-ds
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Figure S21. 3C-NMR spectrum of compound 20 in DMSO-ds
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Figure S22. HRESIMS spectrum of compound 21
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Figure S23. *H-NMR spectrum of compound 21 in DMSO-ds
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Figure S24. 3C-NMR spectrum of compound 21 in DMSO-ds
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Figure S25. HRESIMS spectrum of compound 22
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Figure S26. *H-NMR spectrum of compound 22 in DMSO-ds
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Figure S27. 3C-NMR spectrum of compound 22 in DMSO-ds
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Figure S28. HRESIMS spectrum of compound 23
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Figure S29. *H-NMR spectrum of compound 23 in DMSO-ds
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Figure S30. “°C-NMR spectrum of compound 23 in DMSO-ds
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Figure S31. *H-NMR spectrum of compound 24 in CDCl3
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Figure S32. “°C-NMR spectrum of compound 24 in CDCl3
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Figure S33. HRESIMS spectrum of compound 25
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Figure S34. *H-NMR spectrum of compound 25 in CDCl3
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Figure S35. 3C-NMR spectrum of compound 25 in CDCls
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Figure S36. ORAC curves of compounds 1-25 and trolox
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Figure S37. HPLC detection for transformation of compound 6 to compound 15 in different conditions and reaction time

a. 6h reaction
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