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S1.'H NMR of metabolitesl (top) and 2 (bottom)
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Metabalite 1

Metabalite 2

Unit 4w (Jin Hz)* b ‘H'HCOSY  TOCSY" - dc

1 - 181.07 - 18188
2 - 76.04 - 76.66
3ab 1.632.06 4619 4 4. 5ab 1.63/1.97 4622
4 4.09 69.20 3ahb. 5b 3ab, 5. 44 411 69.0

5 1.29/1 80 33.92 4, 6ab 3ab, 6ab 1.32/1.80 33.15
] 1.65/1.97 27.81 7, 5ab 5ab, 7 1.67/1.97 27.91
7 337 73.23 ab [ 341 73.00
g - 96.62 - 06.83
9 5.28 12349 43 11ab, 12,43 5.52 122,80
10 . 138.81 - 137.41
11 1.85/197 3308 12 9,12, 13, 14, 15, 16, 197 20.41
12 3.80 71.81 11ab, 13 0. 11a/b, 13, 14,15, 16, 42, 43 381 71.79
13 237 4329 12,14, 42 11ab, 12, 14, 15, 16, 17, 42 236 43.16
14 5.91 137.68 15,13 11ab, 12,13, 15, 16, 18, 42 503 137.32
15 5.50 13212 14,16 11a/b, 12,13, 14, 16, 18, 42 5.51 132.00
16 465 79.58 15, 17ab 11,1213, 14,15, 18 466 20.46
17 159219 3142 16, 1%8ab 13,18 2.19/1.60 31.36
18 186221 37.10 17ab 14,15, 16, 17ah, 220 37.35
19 106.14 - 106.87
20 1.85/2.00 38.01 s 25/2.01 37.08
21 1.78/1 89 27.36 20,22 78/1.90 1747
22 3.64 71.38 2 a’b )3 24 41 364 71.22
23 341 78.11 21 24 24, 41 3.41 77.94
24 407 72.01 23, 41a 22,23 41 407 71.96
25 - 146.28 - 146 .87
26 395 85.40 27 27, 28a/b, 29, 30, 40 395 26.19
27 4.08 66.11 26, 28b 26, 28a/b, 29, 30, 31, 40, 41 410 65.99
28 0.93/136 36.35 27,29 26, 27,29, 30 0.95/1.37 16.56
9 1.86 216 30, 40, 282 26, 27,28, 30, 31,39 188 3215
30 323 TE 86 2931 26, 27,28, 29, 31, 33,39, 40 32 76.65
31 1.82 28.64 39, 32ab 27,2930, 39 1.82 28.60
32 1.42/2.01 27.33 31,33 39 1.39/1.99 27.32
33 139 30.95 32 30, 39 120 10.56
34 - 97.88 - 97.29
35ab 125/197 46.18 36 36, 37a/b, 38 1.43/1.62 36.95
36 4.02 64.91 35ab:37ab  33ab, 37ab, 38 1.55/1.89 19.50
37ab 1.43/1.84 35.00 36, 38 15ah, 36,38 152 26.33
38 3.64 58.70 37ab 153, 36, 37ab 3.5213.71 61.20
39 0.94 10.98 31 29,30, 31, 32, 33 093 10.89
40 0.99 16.45 29 26,2730 1.06 16.47
41 5.06/537 11260 24 22,2324 27. 41 5.06/5.38 11247
42 1.08 16.80 13 12, 13,14, 15 1.10 16.83
43 1.74 23.04 9 9,12 3990 65.65
44 1.32 27.64 4 1.32 27.65

S6. Table of 1H and 13C chemical shifts for metabolites 1 and 2

and COSY and TOCSY correlations for metabolite 1.
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S7. HRESIMS of metabolite 1
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