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Figure S1: *H NMR of compound 1 in CD;OD (600 MHz)
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Figure S3: HMBC of compound 1 in CD3;0OD
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Figure S4: HSQC of compound 1 in CDs0OD
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Figure S5: *H-'H COSY of compound 1 in CDsOD
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Figure S6: 'H-'H ROESY of compound 1 in CDs0OD
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Figure S7: IR of compound 1



Formula Predictor R

eport - WST-60.led

Data File: EADATARZOTM01Z23\WST-60.lcd

Page 1 of 1

_Elmt  Val. Min_ Max _ Elmt WVal.| Min Max _Elmt WVal | Min Max _ Elmt Val. Min_ Max Use Adduct
H 1 5 100 F 1 0 0 s 2 0 0 Br 1 0 5 H
c 4 5 50 Na 1 0 0 Cl 1 0 5 Pd 2 0 0 Na
N 3 o0 10 Ma 2 0 0 Cu 2 0 0 Ag 1 0 0
o] 2 o 10 Si 4 0 0 Se 2 0 0 | 3 0 0
Error Margin (ppm): 5 DBE Range: -2.0-100.0 Electron lonz: both
HC Ratio: unlimited Apply N Rule: yes Use MS3n Info: yes
Max Isotopes: all sotope RI (%) 1.00 lzotope Res: 10000
MSn lzo RI (%): 75.00 MSn Logic Mode: OR Max Resultz: 10
Event#: 1 MS{(E+) Ret Time:0.360 Scanf:55
330.1700
1.400e5
1.300e5
1.200e5q
1.100e5
1.000e5™
9.000ed
8.000e4
7.000ed
5.000ed
5.000ed
4 000e4
3.000e
330.13 330.14 330.15 330.16 330.17 330.18 330.19 330.20 330.21 '
Meazured region for 330.1700 m/z
330.1700
100.04
.\
|
|
50.0H | |
| ‘ 3310684
| [
|
| | 1
0 A — — . ; ; , ; ; . .
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C19 H23 N O4 [M+H]+ - Predicted region for 330.1700 miz.
330.1700
100.0q
!
50.04 | |
|||‘ 3311733
| | |
' |
| il
330.0 3305 331.0 3315 332.0 3325 333.0 3335 3340 3345 3350 3355
_Formula (M) lon Meas. mfz__ Pred. miz_ Df (mDa)__Df. (ppm) DBE
C19H23N 04 [M+H]+ 330.1700 330.1700 oo 0.00 9.0

Figure S8: HRESIMS of compound 1
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Figure S9: UV of compound 1
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Rudolph Research Analytical

This sample was measured on an Autopol V1, Serial #810:58
Manufactured by Rudclph Research Analytical, Hacketistown, MJ, LISA
Measurement Diate - Friday, 25-JAN-2018

Set Temperature : OFF

Time Delay - Disabled

Dielay betwean Measurement : Disabled

n Average Std.Dev. % RSD Maximum Minimum

5 310 0.50 -16.12 275 -3.50

S.Ho Sample 1D Time Result Scale OR‘Arc WLG.nm Lgmm Conc.g100ml Temp.
1 wst-60 02:42:53 PM -225 SR 00027 530 10000 0.120 216
2 wst-60 02:43:01 PM -3.08 SR 00037 530 10000 0.120 216
3 wst-60 02:43:00 PM -3.25 SR -0.0030 520 100,00 0.120 216
4 wst-60 02:43:17 PM -3.42 SR -0.0041 520 100,00 0.120 216
5 wst-60 02:43:25 PM -3.50 SR 00042 520 100,00 0.120 216

Figure S10: Optical Rotation of compound 1
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Figure S11: low resolution mass spectrometry of compound 1
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S12: ECD computational details of compound 1 (Cephalounei A)

A conformation searches based on molecular mechanics with MMFF94S force fields were
performed for compound 1 which gave nine stable conformers [1-2]. Selected six conformers with
distributions higher than 1% were further optimized by density functional theory method at the
B3LYP/6-31G(d,p) level in Gaussian 09 program package [3], leading to two minimum geometries,
which was further checked by frequency calculation and resulted in no imaginary frequencies. The
ECD was calculated using TDDFT-B3LYP/6-311G(2d, p) of theory on B3LYP/6-31G(d, p) optimized
geometry. The calculated ECD curve for 1 and weighted ECD were all generated using SpecDis 1.64
with 6 = 0.3 ev, and UV shift 5 nm [4].

Two optimized conformers of 1(2R, 3S, 6S)

46.28% 37.12%

11.33% 3.38%
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