LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042121\
Data File : VY@04557.D

Acqg On : 21 Apr 2021 15:46
Operator : SY/MD

Sample : M2111-05

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M

Title : SW846 8260

Signal : TIC: VY@04557.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.174 46 58 59 rBvV3 6303 17690 2.30% 0.426%
2 2.588 115 126 127 rBVS5S 14011 42345 5.50% 1.020%
3 4.728 466 477 492 rBV3 16401 52067 6.76% 1.255%
4 5.759 636 646 658 rBvV3 5723 17233  2.24% 0.415%
5 7.728 958 969 975 rBV 100834 239843 31.14% 5.779%

.801 975 981 996 rVB 168602 381007 49.47%  9.180%
.154 1022 1039 1e51 rBV 109750 260584 33.83% 6.279%
.697 1117 1128 1139 rBV 276483 539017 69.98% 12.988%
10.185 1364 1372 1380 rBV 454016 770208 100.00% 18.558%
10 11.495 1580 1587 1597 rBV 428795 675722 87.73% 16.281%

00 00

11 12.483 1743 1749 1760 rVB 331772 514770 66.84% 12.403%
12 13.428 1894 1904 1912 rBV 422082 631722 82.02% 15.221%
13 13.971 1987 1993 1999 rVB 4736 8040 1.04% 0.194%

Sum of corrected areas: 4150248
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042121\
Data File : VY@@4557.D

Acqg On : 21 Apr 2021 15:46
Operator : SY/MD

Sample : M2111-05

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VY004557.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042121\
Data File : VY@@4557.D

Acqg On : 21 Apr 2021 15:46
Operator : SY/MD

Sample : M2111-05

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.588 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.588 5.56 ug/1 42345  Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-0-Methyl-d-gluconic acid dimet... 237 C9H19NO6 013096-67-8 36
2 4,4-Dimethoxy-2-methyl-2-butanol 148 C7H1603 031525-67-4 32
3 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 32
4 2,5,8,11,14,17-Hexaoxanonadecan-... 296 C13H2807 023601-40-3 23
5 Carbonic acid, 2-ethoxyethyl 2-m... 192 C8H1605 1000331-46-1 23
Abundance Scan 126 (2.588 min): VY004557.D\data.ms (-115) (-) m/z 74.95 100.00%
75.0
45.0
5000
m 2.20 2.40 2.60 2.80 3.00
103.9 132.8 1761 : : : : e
HH‘H‘q“HJp‘ _wu‘u‘W‘H‘_H‘_‘H‘H‘W‘HW‘H‘_ m/z 45.00 74.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #91686: 5-O-Methyl-d-gluconic acid dimethylamide
45.0 78.0
5000 I L AL B
2.20 2.40 2.60 2.80 3.00
m/z 58.95 69.94%
L \‘ [0 1610 19302190
\H\‘\H\‘H \H\‘\\\\‘\H\‘\H\‘\\\\‘H\\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23083: 4,4-Dimethoxy-2-methyl-2-butanol
75.0
R B A
43.0 2.20 2.40 2.60 2.80 3.00
5000 m/z 58.00 42.70%
101.0
150&‘ ‘ ‘1330
\\\\‘\\\\‘\\\‘\‘\\\‘\‘H\\‘\\\\‘\\\\‘H\\‘H\\‘H\\‘H\\‘H\\‘\
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Abundance #2233: Hydrazinecarboxylic acid, methyl ester R R o
31.0 90.0 2.20 2.40 2.60 2.80 3.00
m/z 44.00  28.75%
5000 59.0 %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.20 2.40 2.60 2.80 3.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042121\
Data File : VY@04557.D

Acqg On : 21 Apr 2021 15:46
Operator : SY/MD

Sample : M2111-05

Misc : 5.04G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown2.588 2.588 5.6 ug/l 42345 1 7.801 381007 50.0
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