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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D\Data\a2\R101021_000005.d 11/25/2019 12:59:34 PM
Method broadband first signal Operator: YU HSIAQO-CHING
Sample Name  R-10-10-2-1 Instrument: BRUKER FT-MS solarix
Comment ESI Positive
Intens. | 45531340
x108 I\
2.5 |
2.0
1.5
1.0 ‘
0.5 |
A
h N
0.0 . — e LY, A . . .
' 455.20 45525 455,30 45535 455.40 455.45 miz
[— R101021_000005.d: +MS
Meas. miz # Formula Score m/iz emr[mDa] emr[ppm] mSigma rdb e Conf N-Rule
45531340 1 C27TH44NaO4 100.00 45531318 021 047 100 55 even ok

S1. HRESIMS spectrum of compound 1.
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S2. '"H NMR spectrum (400 MHz) of compound 1 in CDCls.
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S3. 13C NMR spectrum (100 MHz) of compound 1 in CDCl;.

R10-10-2-1_dept-1-4.jdf ¥ = 135[deg]

L L LR B A RN B e s ey FreeeeeTeT T

rerrepm T T T
‘I]iIJ.D 20‘0.0 1')‘0.0 ISID.O 170.0 I6|00 ISIO.-D Idillﬂ 13:].0 lZlI.I.D ]IIU.lI ]UIO.O 90.0 80.0 T0.0 60.0 500 40,0 300 20,0 10
X ¢ parts per Million : Carbon3

R10-10-2-1_dept-1-3 jdf Y = 90[deg]

MWMMWMNLWMW

T T T I Rabaaanas alad T T T

T T T T
2100 2000 1900 1800 1700 1600 1500 1400 1300 1200 1100 1000 900 8.0 700 600 500 400 300 200 100
X ¢ purts per Million = Carbon13

T e

R10-10-2=1_carhon-1-3 jdf’

= = Sa g2 MESRSSs SMddAYT CEREYES
= & 2R F MERYZIE BLRRE FRES2EA
i - o Wi eSS T M o= T D e B0 W
" . = = HE TRATAY TEMLAM Ao ————
[l - -
| = MW/ YO N W
“1‘1( | \
i " g Lt R
| [ H
BN TP PR ——— IO TR Y TRR T NV
o Wikl oy 3 Wty e e ey B e ot

P T T T T T T

1000 900 8.0 700 600 500 400 300 200 100

T T e T A
210.0 201‘!.0 lQIO.l'I 1 Slﬂ.ll 1?:.’!.0 1600 1500 1400 1300
X : parts per Million : Carbon13

S4. DEPT spectrum (100 MHz) of compound 1 in CDC3
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S5. HSQC spectrum of compound 1 in CDCls.
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S6. HMBC spectrum of compound 1 in CDCls.
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S7. 'H-'H COSY spectrum of compound 1 in CDCls.
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S8. NOESY spectrum of compound 1 in CDCl3
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  Di\Data\a2\R10104_000002.d 11/25/2019 1:08:58 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name R-10-10-4 Instrument: BRUKER FT-MS solarix
Comment ESI Positive
Intens, 513.31878
%108
3 4
2 4

, FANPN LY
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|— R10104_(00002 d: +MS

Meas.m/iz # Formula Score m/z emr[mDa] emr[ppm] mSigma rdb e Conf N-Rule
51331878 1 C29H46Na0O6 10000 513.31866 012 -0.23 T4 65 even ok

S9. HRESIMS spectrum of compound 2.
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S10. '"H NMR spectrum (400 MHz) of compound 2 in CDCl5.
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S11. *C NMR spectrum (100 MHz) of compound 2 in CDCls.
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S12. DEPT spectrum (100 MHz) of compound 2 in CDCls.
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S13. HSQC spectrum of compound 2 in CDCls.
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S14. HMBC spectrum of compound 2 in CDCls.
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D:\Data\a2\R10103_000002.d 11/25/2019 1:03:34 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name ~ R-10-10-3 Instrument: BRUKER FT-MS solarixX
Comment ESI Positive
Intens. 51533437
x108 |]
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0.5
N
[
Dok — PN NS | \‘v—/l\_/J\nll N, - : — _ —
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[—Rr10103_oo0002.: +M3 |
Meas. miz # Fommula Score m/z emr[mDa] em[ppm] mSigma rdb e Conf N-Rule
51533437 1 C20H48NaO6 10000 51533431 -0.06 0.12 105 55 even ok

S17. HRESIMS spectrum of compound 3.
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S18. 'H NMR spectrum (400 MHz) of compound 3 in CDCl;.
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S19. 1*C NMR spectrum (125 MHz) of compound 3 in CDCls.
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S20. DEPT spectrum (100 MHz) of compound 3 in CDCls.
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S21. HSQC spectrum of compound 3 in CDCls.
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S23. 'H-"H COSY spectrum of compound 3 in CDCls.
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S24. NOESY spectrum of compound 3 in CDCI3
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name  D:\Data\a2\R9172_000002.d 12/10/2019 4:47:05 PM
Method broadband first signal Operator: YU HSIAC-CHING
Sample Name  R9-17-2 Instrument: BRUKER FT-MS solariX
Comment ESI Positive
Intens. 501.31879
x108
44
) |
2_
1
h
|
. . ! . . . .
501.15 501.20 501,25 501.30 501.35 501.40 501,45 501,50 miz
|— RE9172_000002.d: +MS
Meas. miz # Fomula Score m/z emr[mDa] em[ppm] mSigma rdb e Conf N-Rule
50131879 1 C28H46Na0O6 100.00 501.31866 -0.13 -0.26 105 55 even ok

S25. HRESIMS spectrum of compound 4.
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S26. '"H NMR spectrum (400 MHz) of compound 4 in CDCls.
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S27. 3C NMR spectrum (100 MHz) of compound 4 in CDCl;.
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S28. DEPT spectrum (100 MHz) of compound 4 in CDCls.
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S29. HSQC spectrum of compound 4 in CDCls.
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S30. HMBC spectrum of compound 4 in CDCls.
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S31. 'H-'H COSY spectrum of compound 4 in CDCl;.
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S32. NOESY spectrum of compound 4 in CDCI3
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D)\Data\a2\R947_000005.d 2/20/2020 4:22:20 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name R-9-4-T7 Instrument: BRUKER FT-MS solarix
Comment ESI Positive
Intens. 497 28757
107 |
|
B 4
6 4
4
2 4
J i
[ - o Wl W I,M'\‘l . ll’\’\/\_ . — ™ -
497.10 49715 497.20 497.25 497,30 497 .35 497,40 497 45 497.50 miz

[—— Ro47_000005.d: +M3 |

Meas.miz # Formula Score miz emr[mDa] em[ppm] mSigma rdb e Conf N-Rule
49728757 1 C28H42NaO6 10000 49728736 £21 042 100 75 even ok

S33. HRESIMS spectrum of compound S.
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S34. 'H NMR spectrum (400 MHz) of compound 5 in CDCl5.
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S35. 13C NMR spectrum (100 MHz) of compound 5 in CDCls.
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S36. DEPT spectrum (100 MHz) of compound S in CDCl3.
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S37. HSQC spectrum of compound 5 in CDCls.
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S38. HMBC spectrum of compound 5 in CDCls.
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S40. NOESY spectrum of compound 5 in CDCl3
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Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name  D:\Data\a2\R962_000005.d 1/7/2020 3:35:14 PM
Method broadband first signal Operator: YU HSIAO-CHING
Sample Name R-9-6-2 Instrument: BRUKER FT-MS solarix
Comment ESI Positive
Intens, 497 28729
x1o? f
6 4
4_
2 4
B, ~— .MJ‘{ it =
497,15 497.20 497.25 497,30 497.35 497,40 49745  miz
[— R962_000005.d: +M3
Meas.m/z # Formula Score m/z emr[mDa] err[ppm] mSigma rdb e Conf N-Rule
49728729 1 C28H42NaO6 10000 49728736 0.07 0.13 96 75 even ok

S41. HRESIMS spectrum of compound 6.
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S42. '"H NMR spectrum (600 MHz) of compound 6 in C
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S43. 13C NMR spectrum (150 MHz) of compound 6 in CDCl5.
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S44. HSQC spectrum of compound 6 in CDCls.
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S45. HMBC spectrum of compound 6 in CDCls.
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S46. 'H-"H COSY spectrum of compound 6 in CDCl5.
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S47. NOESY spectrum of compound 6 in CDCI3
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