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Formula Predictor Report - ZDCB-15.lcd

Data File: E:\\DATA\2019\1104\ZDCB-15.lcd

Eimt Val. Min Max Elmt Val. Min Max
H 1 2 100 F 1 0 0
2H 1 0 0 Na 1 0 0
c 4 5 50 Mg 2 0 0
N 3 0 0 Si 4 0 0
] 2 0 30 P 3 0 0

Error Margin (ppm): 5
HC Ratio: unlimited
Max Isotopes: all
MSn Iso RI (%): 75.00

Isotope RI

Event#: 1 MS(E+)_Ret. Time : 0.387_Scan# : 59
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Measured region for 317.0994 m/z

317.0994
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Apply N Rule: yes

MSn Logic Mode: OR

C15 H18 06 [M+Na]+ : Predicted region for 317.0996 m/z

317.0996
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317.0 317.5
Formula (M) lon
C15H18 06 [M+Na)+

t
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Elmt Val. Min Max Elmt Val. Min Max Use Adduct
S 2 0 0 Pd 2 0 0 H
Cl : 0 0 Ag 1 0 0 Na
Cu 2 0 0 | 3 0 0
Se 2 0 0
Br 1 0 0
DBE Range: -2.0 - 100.0 Electron lons: both
Use MSn Info: yes
(%): 1.00 Isotope Res: 10000
Max Results: 10
317.0994
317.09 317.10 317.11 317.12 317.13 317.14 317.15
318.1417
318.0643
318.0 318.5 319.0 319.5
318.1030
318.0 318.5 319.0 319.5
Meas. m/z  Pred. m/z Df. (mDa) Df.(ppm) DBE
317.0994  317.0996 -0.2 -0.63 7.0

Figure S1: HR-ESI-MS Spectrum of 1 (aduncin C)
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Figure S2: *H-NMR (800 MHz, MeOD) Spectrum of 1 (aduncin C)
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Figure S3: *H-NMR (800 MHz, MeOD) Spectrum of 1 (From 6n 2.12 ppm todx 2.35

ppm)

zdbl5. 3. fid
PROTON-sxhuo Me

2.8236
~28140
/28060
27143
~2.7088
27022

~2.6853
—2.6792
—2.6736

(160
150

140

110

(100

2.75 2.74 2.73 2.72
fl (ppm)

Figure S4: 'H-NMR (800 MHz, CD3;0D) Spectrum of 1 (From Jn 2.67 ppm todn 2.82 ppm)
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Figure S5: *C-NMR (125 MHz, MeOD) Spectrum of 1 (aduncin C)
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Figure S6: HSQC Spectrum of 1 (aduncin C)
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Figure S7: HMBC Spectrum of 1 (aduncin C)
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Figure S8: HMBC Spectrum of 1 (aduncin C) (From dn 4.65 ppm todn 5.30 ppm)
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HMBC Spectrum of 1 (aduncin C) (From dx 3.25ppm toow 4.15 ppm)
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Figure S10: HMBC Spectrum of 1 (aduncin C) (From on 2.50 ppm todnw 3.10 ppm)
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Figure S11: HMBC Spectrum of 1 (aduncin C) (From on 1.90 ppm todnw 2.50 ppm)
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Figure S12: HMBC Spectrum of 1 (aduncin C) (From dn 1.15 ppm todn 1.55 ppm)
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Figure S13: *H-'H COSY Spectrum of 1 (aduncin C)

© 2021ACG Publications. All rights reserved.

£1 (ppm)

13



‘L\ | U‘| LLU M

y

— zdbl5 $r0.0
roesype—h Me0D D2\ root 43
r0. 5
o 1.0
.| =
_ a'ﬁ
1.5
2.0
= 8
]
2.3
T & o
J 3.0
L
r3.5
—_— #
rd.Q
_j ' .5
'l
—_— o 5.0
T T T T T T T T T T
0 43 40 3.3 a0 2.3 2.0 1.3 1.0 Q3 LR
= £2 (ppm)

Figure S14: ROESY Spectrum of 1 (aduncin C)
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