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Figure S1. Key HMBC correlations of 1 and 2
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Single Mass Analysis ~
Tolerance = 5.0 mDa / DBE: min = -1.5, max = 50.0
Element prediction: Off
Monoisotopic Mass, Even Electron lons
5551 formula(e) evaluated with 27 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:
C: 0-500 H: 0-1000 N: 0-200 0: 0-200 S 0-6 Cl:0-3 v
Mass | Calc. Mass | mDa | PPM | DBE | Formula | c |l H[nN][o]|s]|a]er] ~
289.1447 -1.9  -66 35 C10 H21 N6 02 § 10 21 6 2 1
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Figure S2: HR-ESI-MS spectrum of 1 (3-hydroxy-4, 5, 3'-trimethoxybibenzyl)
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Figure S3: *H-NMR (600 MHz, CDClIs) spectrum of 1 (3-hydroxy-4, 5, 3'-trimethoxybibenzyl)
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Figure S4: *C-NMR (150 MHz, CDClIs) spectrum of 1 (3-hydroxy-4, 5, 3'-trimethoxybibenzyl)
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Figure S5: HSQC spectrum of 1 (3-hydroxy-4, 5, 3'-trimethoxybibenzyl)
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Figure S6: HMBC spectrum of 1 (3-hydroxy-4, 5, 3'-trimethoxybibenzyl)
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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min=-15 max =500

Element prediction: Off

Monoisotopic Mass, Even Electron lons

56055 formula(e) evaluated with 179 results within limits (up to 50 closest results for each mass)

Elements Used:

C: 0-500 H: 0-1000 N: 0-200 0:0-200 Na: 0-5 P: 01 v
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Figure S7: HR-ESI-MS spectrum of 2 (4-hydroxy-3, 5, 3', a- tetramethoxybibenzyl)
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Figure S8: *H-NMR (400 MHz, CDClIs) spectrum of 2 (4-hydroxy-3, 5, 3', a- tetramethoxybibenzyl)

© 2021 ACG Publications. All rights reserved.



nrd

o 5w oew oz owm = =
= = 2 fzz 2 =z s _ R .
= 2 3 52 &8 95 =2 < 2 S =
- - - - - = BT =
L= 0 {= Mmoo = — m — m . . .
L = .r] o m =] ™~ _— — (=1 = oDl L -
-— _— _— —— _— — — _— — =] L3 LY LY
ST T I N bl

W o | _,J_J\JM_.__,_JLM_ o

(30

"

a0

a0

70

a0

a0

1 r1oo

ﬁ 110

rlzo

F130

— 140

T T T T T T T T T T
7.5 7.0 8.5 6.0 BB 4.5 4.0 3.6 3.0 2.8

5.0
£2 (ppm)

Figure S10: HSQC spectrum of 2 (4-hydroxy-3, 5, 3', a- tetramethoxybibenzyl)
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Figure S11: HMBC spectrum of 2 (4-hydroxy-3, 5, 3', a- tetramethoxybibenzyl)
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Figure S12: ECD spectrum of 2 (4-hydroxy-3, 5, 3, a- tetramethoxybibenzyl)
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Figure S13: IR spectrum of 2 (4-hydroxy-3, 5, 3', a- tetramethoxybibenzyl)
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Figure S14: The cytotoxic activities against MDA-MB-231 of compounds

(Results are expressed as mean + SEM. Statistical significance compared to the control, * p<0.05, **
p<0.01, *** p <0.001.)
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Figure S15: The cytotoxic activities against Hela of compounds

(Results are expressed as mean + SEM. Statistical significance compared to the control, * p<0.05, **
p<0.01, *** p <0.001.)
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