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JiH-7n—-9-2-5 ESI+

Molecular Formula :C20H3202Na
Exact Mass:327.2300

Measured Mass:327.2298
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Figure S1. HRESIMS spectrum of 1.
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Pulse. Sequence: PROTON (sZpul)
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Figure S2. '"H NMR spectrum of 1 in CDCls at 400 MHz.




Mar. Drugs 2016, 14, 150 S4 of S16

o n
w N o B
2823
Wl -
NNNle
@ o o
: 55%% 25
o s - ' o
: 2o g g 5838 ok
§ o nga Lg 3 W T
o~ e @ )
= - ~ S w I‘h"s
e o ~ o~
- N
S - L’J ]
Ll w o ]
~ -0
e P J
. ~ s
- T o
) -
o~ -
l| s L ol i
L B B B B e e B e e e e e e L R [ S B e B e B e e e e e |
200 180 160 140 120 100 80 60 40 20 ppm

Figure S3. 3C NMR spectrum of 1 in CDCls at 100 MHz.
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JiH-7n-9-2-4 ESI+

Molecular Formula :C20H3202Na
Exact Mass:327.2300

Measured Mass:327.2297
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Figure S4. HRESIMS spectrum of 2.
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Figure S5. '"H NMR spectrum of 2 in CDCls at 400 MHz.
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Sample Name:
JiHG=7n-9-2-6
Data Collected on:
Varian-NNR-vnars400
Archive directory:
/shome /sheu/vrmreys /data
Sample directory:
JiHG-7n=-9-2-6_20130726_01
FidFile: CARBON_D1

Pulse Sequence: CARBON (szpul)
Solvent: cdcld
pata collected on: Jul 26 2013
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Figure S6. '*C NMR spectrum of 2 in CDCls at 100 MHz.
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D:\Data\a1\jih614n6531_000003.d 12/27/2013 4:17:13 PM
Method broadband first signal
Sample Name  JiH6-14n-6-5-3-1 Instrument: FT-MS  solariX
Comment ESI Positive
Intens. 403.24561
x108]
2.5+
2.0
1.57
1.0
0.5
iy
] ik
0.0 e L T o N
4029 403.0 403.1 403.2 4033 403.4 403.5 4036 miz
[+ jin614n6531_000003.d: +MS |
Meas. mfz # Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
403.24561 1 C22H3BNaO5 10000 403.24550 -0.11 -0.28 108 45 even ok

Figure S7. HRESIMS spectrum of 3.
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Figure S8. '"H NMR spectrum of 3 in CDCls at 400 MHz.
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Figure S9. ®*C NMR spectrum of 3 in CDCls at 100 MHz.
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Intens, 343.22438
x108 :
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|- N6 10n3221_000014.d: +MS |
Meas. miz # Formula Score miz err{mDa} er[ppm] mSigma rdb e Conf N-Rule
34322438 1 C20H32NaO3 100.00 343.22437 -0.02 -0.05 8.2 45 ewven ok

Figure S10. HRESIMS spectrum of 4.
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Sample Name:
J1HE=-10n-3-2~2~1

Data Collected on:
varian-NMR=-vnars400

Archive directory:
/home/sheu/vnarsys/data

Sample directory:
JiH6-10n-3-2-2~1_20140318_01

FidFile: PROTON_02

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3
Data collected on: Mar 18 2014
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Figure S11. '"H NMR spectrum of 4 in CDCls at 400 MHz.
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Sample Name:
JiHG-10n-3-2-2=1
Data Collected on:
var fan-NMR=-vnmrs400
Archive directory:
/home /sheu/vnmrsys/data
Sample directory:
JiHG=10n-3-2-2-1_20140315_01
FidFile: CARBON_O1

Pulse Sequence: CARBON (sZpul)
Solvent: cdcl2
Data collected on: Mar 19 2014
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Figure S12. 3C NMR spectrum of 4 in CDCls at 100 MHz.
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Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\a1\JIH614N641_000001.d
broadband first signal
JiH6-14n-6-4-1

ESI Positive

12/16/2013 11:30:59 AM

Instrument: FT-MS  solariX

Intens.
x108

403.24557
H

4

"403.15 40320 40325 40330 40335

[~ JIHB14NG41_000001.d: +MS

LR

Meas. m/z #
403.24557 1

Formula Score m/z err[mDa] err[ppm] mSigma rdb e Conf N-Rule
C22H36Na0O5 100.00 403.24550 -0.07 018 381 45 even ok

Figure S13. HRESIMS spectrum of 5.
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Figure S14. 'H NMR spectrum of 5 in CDCls at 500 MHz.
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Figure S15. 3C NMR spectrum of 5 in CDCls at 125 MHz.



