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S1. X-ray crytallographic data of compounds 1 and 2

Table 1 Crystal data and structure refinement for 1.

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

a/lA

b/A

c/A

a/°

pre

v/°

Volume/A3

V4

Pealcg/cm’

wmm-!

F(000)

Crystal size/mm3

Radiation

hujinhua 53p-3-1 collect
CeoHocOs

913.36

100.00(10)
monoclinic

P2,

9.5634(5)
13.0900(7)
21.2717(12)

90

92.796(5)

90

2659.7(2)

2

1.140

0.547

1008.0

0.1 x0.08 x 0.07
CuKa (A =1.54184)

20 range for data collection/°7.934 to 133.194

Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?
Final R indexes [[>=2c (I)]

Final R indexes [all data]

-10<h<11,-15<k<15,-23<1<25
27177

9427 [Rip = 0.0613, Rygma = 0.0723]
9427/1434/869

1.054

R, = 0.0929, wR, = 0.2352

R, =0.1332, wR, = 0.2648

Largest diff. peak/hole / ¢ A 0.53/-0.26

Flack parameter

0.4(3)
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Table 1 Crystal data and structure refinement for 2.

Identification code
Empirical formula
Formula weight
Temperature/K
Crystal system
Space group

a/A

b/A

c/A

a/°

pre

v/°

Volume/A3

Z

Pealcg/cm’

wmm'!

F(000)

Crystal size/mm?

Radiation

53P-3-51
Cy0H3503 5
331.48
100.00(10)
orthorhombic
P2,2,2
18.13060(10)
12.68530(10)
8.13590(10)

90

90

90

1871.19(3)

4

1.177

0.617

732.0

0.12 x 0.1 x0.08
CuKo (A= 1.54184)

20 range for data collection/® 8.508 to 148.816

Index ranges

Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?
Final R indexes [[>=2c (I)]
Final R indexes [all data]

-22<h<22,-15<k<15,-9<1<8
17894

3677 [Rip; = 0.0365, Rgigma = 0.0269]
3677/0/227

1.094

R;=0.0316, wR, = 0.0816

R; =0.0330, wR;, = 0.0825

Largest diff. peak/hole / e A30.14/-0.15

Flack parameter

-0.06(8)
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Figure S1. 'H NMR spectrum (500 MHz, CD3COCD3) of 1.
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Figure S2. 13C NMR spectrum (125 MHz, CD3COCD3) of 1.
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Figure S3. 'H-1H COSY spectrum (500 MHz, CD3COCD3) of 1.
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Figure S4. HSQC spectrum of 1.

S6

F20

r30

40

50

60

B0

rs0

Flo0

rl1o

rlzo

F130

rl40

~150

Il (ppm)

Il (ppm)



20

30

r40

F30

F100

rl1o

rlzo

r130

140

F150

r160

F170

ay
(L]
oom |
"o
w0 @ ’ L
T
2.0 L

Figure S5. HMBC spectrum of 1.
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Figure S6. NOESY spectrum of 1.

T T T T T
L4 1.2 L0 0.8 0.6 0.4

Il (ppm

(ppm)

I



Absorbance (AlLl)

0.7

08

0.5

04

0.3

0.2

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 6/24/2021 10:24:47 AM
Analysis Name D:\Data\MS\data\202106\hujinhua_53P-3-1_pos_44_01_11011.d
Method LC_Direct Infusion_pos_70-500mz.m Operator SCSIO
Sample Name hujinhua_53P-3-1_pos Instrument maXis 255552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 70 miz Set End Plate Offset -500 v Set Dry Gas 4.0 Umin
Scan End 1500 miz Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0°C
Intens. +MS, 0.2min #10]
105
4
3 327.2305
2
1
o 301.2163303.2318 3213157
205 300 305 310 315 320 325 330 mz
Meas.miz # lon Formula  Score mz er(ppm] em[mDa] mSigma rdb € Conf N-Rule
3032318 1 C20H3102 10000 3032319 0.2 0.1 216 55 even ok
3252141 1 C20H3ONaO2  -1#J 3252138 1.0 03 na. 55 even ok
6314719 1 C40HB4NaO4 100.00 6314697 35 22 564 85 even ok
hujinhua_53P-3-1_pos_d4_01_11011.d
Bruker Compass DataAnalysis 4.1 printed: 6/24/2021 10:37:27 AM by: SCSIO Page 10of 1

Figure S7. HRESIMS spectrum of 1.
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Figure S8. UV spectrum of 1.
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Figure S9. CD spectrum of 1.
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Resolution: 4

Figure S10. IR spectrum of 1.
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Figure S11. 'H NMR spectrum (500 MHz, CDCls) of 2.
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Figure S12. 3C NMR spectrum (125 MHz, CDCl;) of 2.
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Figure S13. H-'H COSY spectrum (500 MHz, CDCl;) of 2.
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Figure $14. HSQC spectrum of 2.
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Figure S16. NOESY spectrum of 2.
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Mass Spectrum SmartFormula Report

Analysis Info

Acquisition Date 3/23/2023 10:17:37 AM
Analysis Name D:\Data\MS\data\202303\hujinhua_53P-3-51_pos_34_01_14721.d
Method LC_Direct Infusion_pos_70-500mz.m Operator scslo
Sample Name hujinhua_53P-3-51_pos Instrument maXxis 255552.00029
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
$Scan Begin 100 miz Set End Plate Offset -500 vV Set Dry Gas 4.0 Umin
Scan End 1500 miz Set Charging Voltage ov Set Divert Valve Waste
Set Corona 0nA Set APCI Heater 0-c
Intens. +MS. 0.3min #1§
x104:
253
20 342.2009
15
1.0 345.2309
01728 1198 347.1855
05 2 3332087 _|350.2038
3212419 327.1578 I:sso 1798|332.1923) 385 f’gg 3 rm 3"°|2542 3431537 | saalmm [ 3542621
0
320 325 330 335 340 345 350 mz
Meas.miz # lonFormula Score miz err[ppm] err[mDa] mSigma rdb e Conf N-Rule
3402842 1 C20H38NO3  100.00 3402846 12 0 201 25 even ok
3452399 1 C20H34NaO3 100.00 3452400 05 02 214 35 even ok
6674896 1 C40HG8NAO6 10000 667.4908 18 12 508 65 even ok
hujinhua_53P-3-51_pos_34_01_14721.d
Bruker Compass DataAnalysis 4.1 printed: 3/23/2023 10:35:21 AM by: SCSIO Page 10of 1

Figure S17. HRESIMS spectrum of 2.
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Figure S18. UV spectrum of 2.
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Figure S20. IR spectrum of 2.
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