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Fig. S1 HRESIMS spectrum of compound 1.
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Fig. S2 'H NMR (500 MHz, DMSO-ds) of compound 1.
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Fig. S3 1*C NMR and DEPT (125 MHz, DMSO-ds) of compound 1.
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Fig. S4 COSY spectrum of compound 1.
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Fig. S5 HSQC spectrum of compound 1.
gb A I
' 0 o®e
P [} oo

150

~170

H40

60

80

100

~120

L140

160

180

200

T T T T T T T T T T T T T T
8.0 5 7.0 6.5 6.0 5 50 45 4.0 35 3.0 25 20 | )

Fig. S6 HMBC spectrum of compound 1.
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Fig. S7 HRESIMS spectrum of compound 2.

wvi O O vy = 0 ox O < < o N — on QN

vy - 0 ol ol 0 0 on can 0N 00 = 0 o (=3 <t v

oS D 0 (=] ~ O O v O o~ on o (=4 o

=9 <9 3 CERtme Sn S 8 = o

| et onan O O <t o onon o o o N ol ol . -

N < | o T N—— | N

1
|
|
I ]
| “ | L
/] I
‘ 1 1
D, S S N o QL,, | ,_Jw_ ‘Ul\i, =
2 oy N T PR T T
o — I — = AN — 3
8.0 75 7.0 6.5 6.0 5.5 5.0 45 40 35 3.0 25 20 15 1.0

Fig. S8 'H NMR (500 MHz, CD30D) of compound 2.
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Fig. S9 *C NMR and DEPT (125 MHz, CDsOD) of compound 2.
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Fig. S10 COSY spectrum of compound 2.
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Fig. S12 HMBC spectrum of compound 2.
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Fig. S11 HSQC spectrum of compound 2.
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Fig. S13 HRESIMS spectrum of compound 3.
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Fig. S14 'H NMR (500 MHz, DMSO-ds) of compound 3.
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Fig. S15 *C NMR and DEPT (125 MHz, DMSO-ds) of compound 3.
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Fig. S16 COSY spectrum of compound 3.
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Fig. S17 HSQC spectrum of compound 3.
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Fig. S18 HMBC spectrum of compound 3.
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Fig. S19 'H NMR (500 MHz, DMSO-ds) of compound 4.
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Fig. S20 *C NMR and DEPT (125 MHz, DMSO-ds) of compound 4
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Fig. S21 'H NMR (500 MHz, DMSO-ds) of compound 5.
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Fig. S22 *C NMR and DEPT (125 MHz, DMSO-ds) of compound 5.
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Fig. S23 'H NMR (500 MHz, DMSO-ds) of compound 6.
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Fig. S25 'H NMR (500 MHz, DMSO-ds) of compound 7.
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Fig. S26 1*C NMR and DEPT (125 MHz, DMSO-ds) of compound 7.
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Fig. S27 DFT optimized conformers and populations of compound 4 (S) above 2%
population.
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Fig. S28 DFT optimized conformers and populations of compound 4 (R) above 2%
population.
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Fig. S29 DFT optimized conformers and populations of compound 5 (S)above 2%
population.
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Fig. S30 DFT optimized conformers and populations of compound 5 (R) above 2%
population.



