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NMR and MS Spectra of 2

1H-NMR Spectrum (500 MHz, CDs0D)
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IH-"H COSY Spectrum
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HMBC Spectrum

.

r2o

30

8o

G0

100

120

ri30

140

8.0 75 7.0

ESI-MS (Positive) Spectrum

20140923_C10_6_Mokpo_HP 99 (1.857) AM2 (Ar,30000.0,0.00,0.00); ABS; Cm (82:103)
1004 391.1365

1392.1399

357.1886
413.2666

269.1000
702.3209
{ 335.147%\ 484.2236 5772052 646.2584674. 2902( 758.3833
ittt

(| 8371958

97:9694 127.9800  203.0533
T

9112149

986.2335
&

1087‘.0547

1187,04881209.2887

1283.3075

1357.3264

11 {ppm)

1: TOF MS ES+
1.89e6

1431.3446

50 100 150

\‘“Llhﬂ“‘ﬂl‘. rerbreeshbh

400 450 "550 | 600 650

"200 250 300 350 | 500 ! "700 " 750 | 800 850

S3

T
900

950 1000 1050 | 1100 | 1150 ' 1200 1250 1300 1350 1400 1450

miz



Molecules 2015, 20, S1-S4

Elemental Composition Report

Single Mass Analysis

Tolerance=5.0PPM / DBE: min=-1.5, max=>50.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron Ions

13 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

Elements Used: C:1-20 H: 1-30 0O:1-10 Na: 1-1

Minimum -1.5
Maximum 5.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT  Norm Conf(%) Formula
391.1365 391.1369 -04 -1.0 6.5 1078.1  n/a n/a C18 H24 O8 Na
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