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Quantum chemical ECD calculations

The theoretical calculations were achieved using Gaussian 09™M. After
established the 3D structure by ROESY spectra, the conformational analysis using
CONFLEX software at MMFF94s force field within 7 Kcal/mol was carried out. The
resulting conformers were subjected to geometry optimization and energy calculation
using Density Functional Theory (DFT) at the B3LYP/6-31+G(d) level in gas phase.
The theoretical calcaulation of ECD was using Time Dependent DFT at
B3LYP/6-31G (d, p) level in MeOH with PCM model™. The ECD spectra were
combined after Boltzmann weighting according to their population contribution!®!.
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Qualitative Analysis Report
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Figure S1. HRESIMS spectrum of 3-hydroxylochnerine (1)
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Figure S2. IR spectrum of 3-hydroxylochnerine (1)
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Rudolph Research Analytical

This sample was measured on an Autopol VI, Serial #91058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA.

Measurement Date : Wednesday, 01-DEC-2021
Set Temperature : 20.0
Time Delay : Disabled

Delay between Measurement : Disabled

n Average Std.Dev. % RSD Maximum Minimum

5 34.71 0.41 1.18 35.29 34.12

S.No SampleID Time Result Scale OR°Arc WLG.nm Lg.mm Conc.g/100ml Tempg
1 WRY-42 02:10:53 PM 35.29 SR 0.060 589 100.00 0.170 194

2 WRY-42 02:10:59 PM 34.71 SR 0.059 589 100.00 0.170 19.4

3 WRY-42 02:11:06 PM 34.71 SR 0.059 589 100.00 0.170 19.4

4 WRY-42 02:11:12 PM 34.71 SR 0.059 589 100.00 0.170 19.4

5 WRY-42 02:11:18 PM 34.12 SR 0.058 589 100.00 0.170 194

Figure S4. Specific rotgtion of 3-hydroxylochnerine (1)
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Figure S6 13C-NMR spectrum of 3-hydroxylochnerine (1)
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Figure S7 HSQC spectrum of 3-hydroxylochnerine (1)
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Figure S8 HMBC spectrum of 3-hydroxylochnerine (1)
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Figure S9 'H-'H COSY spectrum of 3-hydroxylochnerine (1)
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Figure S10 ROESY spectrum of 3-hydroxylochnerine (1)
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Formula Predictor Report - wry30.lcd Page 1 of 1

Data File: E:\DATA\2021\0830\wry30.lcd

Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Elmt Val. Min Max Use Adduct

H 1 5 150 0] 2 0 30 P 3 0 0 Se 2 0 0 H
2H 1 0 0 F 1 0 0 S 2 0 0 Br 1 0 0 HCOO

B 3 0 0 Na 1 0 0 Cl 1 0 0 Pd 2 0 0

C 4 5 100 Mg 2 0 0 Co 2 0 0 Ag 1 0 0

N 3 0 10 Si 4 0 0 Cu 2 0 0 I 3 0 0
Error Margin (ppm): 5 DBE Range: not fixed Electron lons: both

HC Ratio: unlimited Apply N Rule: yes Use MSn Info: yes
Max Isotopes: all Isotope Rl (%): 1.00 Isotope Res: 10000

MSn Iso RI (%): 75.00 MSn Logic Mode: OR Max Results: 20

Event#: 2 MS(E-) Ret. Time : 0.453 -> 0.520 Scan# : 70 -> 80
349.1556

90000.01

80000.0-

70000.0

60000.0

50000.0-

40000.0-

30000.0-

20000.0-

10000.0-

0: T T T T T T T T T T T T T T T T T T T T T T T T T T T T
349.13 349.14 349.15 349.16 349.17 349.18
Measured region for 349.1556 m/z
349.1556
100.0
50.0-
350.1567
349.0562
349.5442 349 6729
49.3158

3488 349.0 3492 3494 3496 3498 3500 3502 3504 350.6 350.8 351.0 3512 3514 3516

C21 H22 N2 O3 [M-H]- : Predicted region for 349.1558 m/z

349.1558
100.0
50.0-
350,1590
I N\ S 1\ R

L e A e L [ A L A L R AN L LA IR

348.8 349.0 349.2 3494 349.6 3498 350.0 350.2 3504 350.6 350.8 351.0 351.2 3514 351.6

Formula (M) lon Meas.m/z  Pred. m/z Df. (mDa) Df.(ppm) DBE

C21 H22 N2 O3 [M-H]- 349.1556 349.1558 -0.2 -0.57 12.0

Figure S11. HRESIMS spettrum of 10-hydroxyvinorine (2)
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Figure S12. IR spectrum of 10-hydroxyvinorine (2)
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Figure S13. UV spectrum of 10-hydroxyvinorine (2)
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Rudolph Research Analytical

This sample was measured on an Autopol VI, Serial #91058
Manufactured by Rudolph Research Analytical, Hackettstown, NJ, USA.

Measurement Date : Saturday, 09-OCT-2021
Set Temperature : OFF
Time Delay : Disabled

Delay between Measurement : Disabled

n Average Std.Dev. % RSD Maximum Minimum

5 16.76 1.14 6.80 18.00 15.33

S.No SamplelD Time Result Scale OR°Arc WLG.nm Lg.mm Conc.g/100ml Temp.
1 WRY30 02:38:03 PM 18.00 SR 0.0216 589 100.00 0.120 24.5

2 WRY30 02:38:11 PM 17.83 SR 0.0214 589 100.00 0.120 24.5

3 WRY30 02:38:20 PM 16.58 SR 0.0199 589 100.00 0.120 24.5

4 WRY30 02:38:28 PM 16.08 SR 0.0193 589 100.00 0.120 24.5

5 WRY30 02:38:36 PM 15.33 SR 0.0184 589 100.00 0.120 24.5

Figure S14. Specific rotation of 10-hydroxyvinorine (2)
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Figure S16 Bc.NMR spectrum of 10-hydroxyvinorine (2)
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Figure S17 HSQC spectrum of 10-hydroxyvinorine (2)
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Figure S19 IH-1H cosy spectrum of 10-hydroxyvinorine (2)
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Figure S20 ROESY spectrum of 10-hydroxyvinorine (2)




	TL丁彩凤 supporting information 20190201
	Supporting information 223221818
	1111
	SI2022.05.14
	组合 1
	SI2022.05.13 - 副本


	huahewu 1
	1H
	13C-NMR
	HSQC-1
	HMBC-1
	1H-1HCOSY
	ROESY


	SI
	SI2022.05.14
	组合 2
	SI2022.05.13 - 副本 (2)


	huahewu 2
	化合物-2 H-NMR
	化合物-2  C-NMR
	化合物-2HSQC
	化合物-2HMBC
	化合物-2COSY
	化合物-2ROESY






