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Figure S2. 3C NMR (125 MHz, Methanol-ds) spectrum of 1
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Figure S3. HSQC spectrum of 1 in Methanol-d4
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Figure S4. HMBC spectrum of 1 in Methanol-ds
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Figure S5. '"H-'H COSY spectrum of 1 in Methanol-ds
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Figure S6. Roesy spectrum of 1 in Methanol-d4
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Elmt | Val. Min_Max Eimt | Val. _ Min_Max Use Adduct

H 1 1 100 o] 2 1 100 H
[ 4 1 100 s 2 0 0
N 3 0 0
Error Margin (ppm): 50 DEBE Range: 1.0-50.0 Electron lons: both
HC Ratio: 0.1-4.0 Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso Rl (%): 75.00 MSn Logic Mode: AND Max Results: 500

Event#f: 4 MS(E-) Ret Time: 22277 Scandf: 2552

1.100et
1.000e6
9.000e54
8.000e5
7.000e54 1006.1119
6.000e54
5.000e54 1007.1216
4.000e51 1005.1240
3.000e54
087,
2 0005 1004.7200 10081072, 1009.0873
1.000e54
o . . . . , Mook .
996.0 998.0 1000.0 1002.0 1004.0 1006.0 1008.0 1010.0 1012.0
Rank _ Score Formula (M) lon Meas. m/z__ Pred. m/z_ DBE__ Df. (ppm) Iso_ Meas. (M)
2 18.75 C45H34 027 [M-H]- 1005.12400 1005.1215 29.0 249 1948 1006.1313
Figure S7. HRESIMS spectrum of 1
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Figure S8. 'TH NMR (500 MHz, Methanol-ds) spectrum of 2
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Figure S9. DEPTQ (125 MHz, Methanol-ds) spectrum of 2
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Figure S10. HSQC spectrum of 2 in Methanol-d4
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Figure S11. HMBC spectrum of 2 in Methanol-ds
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Figure S12. 'H-'"H COSY spectrum of 2 in Methanol-ds
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Elmt | Val. Min_Max Eimt | Val. Min_Max Use Adduct
H 1 1 100 [} 2 1| 100 H
c 4 1 100 s 2 0 0
N 3 0 0
Error Margin (ppm): 50 DBE Range: 1.0-50.0 Electron lons: both
HC Ratio: 0.1-4.0 Apply N Rule: no Use MSn Info: no
Max Isotopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso RI (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 4 MS(E-) Ret. Time : 12.547 Scan# : 1457
800.1038
4.000e67
3.500e67 801.1086
3.00096% 799.0983
2.500e67
2.000e6
1.500 6— 802.1065
500e
] 7985718 801.8431  g55 0820
1.000e64
] 799.3338 I 23,0839
5.000e57 798.4603
] 797.7981 822.5952
o n . : . . ¢ sy » Ly . :
750.0 760.0 770.0 780.0 790.0 800.0 810.0 820.0 830.0 840.0 850.0 860.0
Rank__ Score_Formula (M) lon Meas. m/z Pred. m/z DBE__ Df. (ppm) Iso__ Meas. (M)
1 4875 C35H28 022 [M-H]- 795.0983 795.0999 22.0 -2.00 50.00 800.1056
Figure S13. HRESIMS spectrum of 2
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Figure S14.

'H NMR (500 MHz, Methanol-d4) spectrum of 3
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Figure 515. DEPTQ (125 MHz, Methanol-ds) spectrum of 3

LR

mJ'»'Lu e meb

fz =2 55 dd]

447, m 53t )
68 1

fLez st ool
fhogms x\ &
= 5

2 I N
| Eoinsz :s{\!
fls_ 45 207 28}

e

\ || |
Mﬁ\“* ~-‘J"‘| l\““-“dx_,_.l. M

50

HEQ

i

T T T T T T
55

Figure S16. HSQC spectrum of 3 in Methanol-d4

I- T
5.0 4.5

£2 (pgm)

40

£ (o)



D ————— ] 5o
=i
He0
— {55, 62 43
i_ \ {557, % 971 [
= {5 sxvans : E\
[ | % o
[s.usu_ss\.& lso
[?.mmss% FL100
{7, 30010 45y O 3 ok
- B e 4,114 58] 545 234 78} F11o
d
r...mss\ "\r G eI s oo
v 12,16
+130
{5 45, e =7
i 12, 1o, 4 g k‘.
2z, s g a4, 17 140
[?....us.as“ [5. 23, =, g2
.25, 145 88} \ts_.'a.xtas} Lizn
+180
{72z asn 712,188 30} {5 13, 2&. 7g]
(LI 5. 75, 1 54} 595,,;053\ .(1&:5.:59.53} )
7. 35, 157, 68} 3’[ 170
CREEER)
L1801

76 T4 7.2 T0 G 66 64 G2 60 58 56 54 52 50 4B 46 44 42 40 3B I6 34 32
m £ (ppm)

Figure S17. HMBC spectrum of 3 in Methanol-ds
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Figure S18. 'H-'H COSY spectrum of 3 in Methanol-ds
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Data File: F\ R R BR& 5 IR HRJ-YKK-63.lcd

Eimt _Val. Min_Max Elmt | Val. | Min_Max Use Adduct
H 1 1 100 o] 2 1 100 H
C 4 1 100 s 2 0 0

Error Margin (ppm): 50
HC Ratio: 0.1-4.0
Max Isotopes: all
MSn Iso Rl (%): 75.00

DBE Range: 1.0-50.0
Apply N Rule: no
Isotope RI (%): 1.00
MSn Logic Mode: AND

Electron lons: both

Use MSn Info: no
Isotope Res: 10000
Max Results: 500

Eventi: 4 MS(E-) Ret Time : 12633 Scan#f : 1474

Figure S20. 'H NMR (500 MHz, Methanol-ds) spectrum of 4

B00.0972
1.300e6+ | 795.1006
1.200e6
1.100e6
1.000e6 B01.1076
5.000e5
8.000e5H
7.000e54
6.000e5
800.5089
5.000e5 822".381 5
4.000e54 799.4042 £21.0832
3.000e54 823.0920
2.000e5] 754.0990  798.5532 890.0615
1.000e51 755.1118 J 753.0835 £24.0958 889.0168
el L |I " ' " ek bl
660.0 680.0 700.0 720.0 7400 7600 780.0 800.0 820.0 8400 860.0 880.0 900.0 920.0 940.0
Rank_ Score Formula (M) lon Meas. m/z__ Pred.m/z  DBE  Df. (ppm) Iso__ Meas. (M)
1 46.30 C35H28 022 [M-H]- 799.1006 799.0999 22.0 0.88 46.30 800.1079
Figure 519. HRESIMS spectrum of 3
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Figure 521. DEPTQ (125 MHz, Methanol-ds) spectrum of 4
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Figure 522. HSQC spectrum of 4 in Methanol-d4
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Figure 523. HMBC spectrum of 4 in Methanol-ds
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Figure S24. 'H-'"H COSY spectrum of 4 in Methanol-ds
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Eimt | Val. Min_Max Use Adduct

o] 2 1 100 H
S 2 0 0
Error Margin (ppm): 50 DBE Range: 1.0-50.0 Electron lons: both
HC Ratio: 0.1-4.0 Apply N Rule: no Use MSn Info: no
Max Isctopes: all Isotope RI (%): 1.00 Isotope Res: 10000
MSn Iso Rl (%): 75.00 MSn Logic Mode: AND Max Results: 500
Event#: 4 MS(E-) Ret. Time : 0.760 Scan# : S0
783.1032
1.200e6
1.100e6+ 481.0991
1.000e6
9.000e54
8.000e54 784.1140
7000657 482.0911
6.000e5 s00 98,04 631.0928
5.000e5 :
4.000e5 305.0309 783.5189
3.000e54
2.000e5] 301.1738 782.8752
785.1035
1.000e5q 301.3531 805.0085
v e . , , , :
200.0 400.0 600.0 800.0 1000.0 1200.0 1400.0 1600.0 1800.0

Rank|_Score Formula (M) lon | Meas.miZ Pred.mfz DBE Df. Isd_ Meas. (M
54.38 C35H28 021 |[M-H]- | 783.10321 783.105d 22.q -2.3 56.21 784.1105

Figure 525. HRESIMS spectrum of 4
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Figure 526. CD spectrum of 1— 4



