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qNMRO - Integrals and Reference 2 §|

Use Internal or External Reference

® Integral Ref (2.53 - 2.50: 103413.0)
Ref Concentration:

() Integral/Conc. Ratio: |1?542.8183

Test Peaks: Shift Range, Area and H Count (0=to skip)}

#1(9.03 - 9.02: 41891.5) |1

#2(8.00 - 8.08: 36783.4) |1

#3(7.81-7.79: 35436.3) |1

#4(7.71- 7.68: 38908.9) |1

#5(7.47 - 744: 38680.5) |1

#6(7.18 - 7.18: 35031.4) |1

| ok

” Cancel J

5) &




STRELABE RESEARCH
HMR Salutions

]
17 13 CH
i "“\sfr;_l"“- W TR i ? -
By AN 7 HC [
15/ \i/ 32‘1““1'4
3 12 N CH
O/ ‘\NH L g 3\15/ 3
g 10 -
o S Y F U0 £ Rl
Peak# [ntegration RangeAbs. IntegralMuclidesConcentration  |/C Ratio
Ref. 253-250 103412.95 1 1.0000 103412 9501
Test1 9.03-902 4189148 1 0.4081
Test2 B8.09-808 36783.38 1 D.3557
Testd 781-779 35436.33 1 03427
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Tests 7T47-744 3868049 1 03740
Test6 7.18-7.18 3803141 1 03388
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Mnova-results.csv

A B ( D || F | G Hl K
1 |PlateName Well Label  SamplelD Sample_avgC (mM Sample %RMSD G Gtime
~ 2 |5NQC100331 A0l 00110086-0090-DBCa 0.3654 6.21 2010-03-31T15:06:16
3|
4 |5NQC100331 | AO2 00110086-0090-DMS0O - - 2010-03-31T15:17:35
5 |
- 6 |5NQC100331  AO03 00110086-0090-0%a_ 0.2575 5.89 2010-03-31T15:28:54
7
~ 8 |5SNQC100331 AO4 00110086-0090-DBCh 0.3678 6.62 2010-03-31T15:40:13
9
10 |SNQC100331 A0S 00110086-0090-DMSO - - 2010-03-31T715:51:34
11|
12 |5NQC100331  AO6 00110086-0090-Q%9b_ 0.4044 g 2010-03-31T16:02:53
13 |
14 |5NQC100331  AOY 00110086-0090-MA30 0.0203 - 2010-03-31T16:14:11
15
16 |SNQC100331  AO8 00110086-0090-DMS0O - - 2010-03-31T16:25:31
17|

18 |SNQC100331  A09 00110086-0090-BBO1 0.0046 572 2010-03-31T16:36:49
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i1 New chromatogram

Chromatogram Type
() Total Ion Current
() Base Peak

@ Mass

Range

From m/z: | 120.1788

s

[] Tom/z: |120.1788

Tolerance; |EI.25EI :| |Da

8

Mass Analysis

Spectrum Selection Mode * %3 Append
Elemental Composition  »

Maolecule Match

v | /@ Manual

CfMestrelabyP...SM5_pos_neg.RAW Injsdion 1 ITMS + ¢ EST F.120,00-1200,00] TIE

& Peak
J& Peak (Background subt.)

SEHO7- 8935
B85

4507
IEH07 586
25407
LEH7-

T T T T T T T T T T T T T T T T T T T T T T

7.2 74 76 78 X 88 3 30 9.2 34 EX

B2 54
Retention time {min}

435,202
100,00%

CifMestreLabyP...SM35_pos_neg RAW Injection 1 ITMS + ¢ ES] F..120,00-1200,00] M5 spectrum 156,155

439174
=380
171054 B
pv, 0084 TAET: 521089 E0B34F  TIRTE 310.864 F3LI30 110,655 1130.73
o 087% | 007%  001% 0.01% 0.01%  0.00% 0.00% 0.00%
L L s s s e s L S s e e e
150 200 250 300 350 400 450 500 550 800 6,50 F}(J(] 750 800 850 900 950 1050 1150
mfz (D=
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i Molecule Match Settings

¥

4 ¥

Tolerance Threshelds
For MS: 0.30 : Matches per molecule: |1 st
For M5/MS: |1.E|D % Matches per spectrum: |1
Adducts
Fositive: Negative:
Adduct | Loss E] | Adduct  Loss
11 H+ @ 1| H+
Charges

w»

()
[a¢)

Max charge for positive: Mazx charge for negative: -
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