LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42154.D

Acqg On : 21 Jan 2021 16:33
Operator : SY/MD

Sample : M1170-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_U\METHOD\SOMUTRO12021WMA .M
Title : TRACE VOA SOM@1.0

Signal : TIC: VU@42154.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.362 3 7 9 rBv 8902 7747 1.38% 0.174%
2 1.600 73 81 91 rVB 51229 56833 10.10% 1.276%
3 1.916 171 179 191 rVB 37531 47215 8.39% 1.060%
4 2.571 370 383 399 rBV 88017 143019 25.41%  3.210%
5 2.658 399 410 427 rvwv2 5039 14749 2.62% 0.331%
6 4.452 952 968 985 rBV5 6136 17175 3.05% 0.385%
7 4.645 1011 1028 1074 rBV 69539 238545 42.38% 5.354%
8 5.073 1143 1161 1183 rBvV2 79284 197225 35.04% 4.426%
9 5.732 1345 1366 1390 rBV2 150882 401479 71.32% 9.011%
106 6.256 1515 1529 1550 rBV 138233 258858 45.99% 5.810%
11  6.549 1596 1620 1640 rBV2 268980 534733 95.00% 12.001%
12 6.700 1653 1667 1683 rBV 95949 185427 32.94% 4.162%
13 6.812 1687 1702 1716 rVB5 4254 10187 1.81% 0.229%
14 6.886 1716 1725 1734 rBV5S 2812 5898 1.05% 0.132%
15 7.115 1784 1796 1811 rVB 13791 25059 4.45% 0.562%
16 7.574 1927 1939 1954 rBV 58707 102452 18.20% 2.299%
17 7.906 2029 2042 2058 rBV 186099 319976 56.85% 7.181%
18 8.185 2118 2129 2142 rBV 38154 63957 11.36% 1.435%
19 8.562 2236 2246 2255 rVB2 13596 21425 3.81% 0.481%
20 8.642 2258 2271 2300 rBV 304623 562888 100.00% 12.633%
21 8.803 2308 2321 2322 rBV5 10827 15918 2.83% 0.357%
22 9.423 2502 2514 2533 rBvV 189801 314621 55.89% 7.061%
23 9.770 2607 2622 2636 rBV 43694 77812 13.82% 1.746%
24 10.352 2794 2803 2814 rBV3 6649 10022 1.78% 0.225%
25 10.764 2919 2931 2945 rBV 81949 131580 23.38% 2.953%
26 11.696 3212 3221 3232 rVB3 9289 13889 2.47% 0.312%
27 11.819 3245 3259 3277 rBV 205193 320400 56.92% 7.191%
28 12.069 3327 3337 3351 rBV3 8228 15976  2.84% ©.359%
29 12.201 3364 3378 3392 rBV 185425 301629 53.59% 6.770%
30 12.896 3584 3594 3604 rBV2 19995 29734 5.28% 0.667%
31 13.217 3683 3694 3708 rBV5 5677 9245 1.64% 0.207%

Sum of corrected areas: 4455673
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42154.D

Acqg On : 21 Jan 2021 16:33
Operator : SY/MD

Sample : M1170-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

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

Abundance TIC: VU042154.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012121\
Data File : VU@42154.D

Acqg On : 21 Jan 2021 16:33
Operator : SY/MD

Sample : M1170-18

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR@12021WMA .M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.770 1.24 ug/L 77812  Chlorobenzene-d5 9.423

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
2 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 9

5 4-0-Acetyl-2,5-di-O-methyl-3,6-d... 215 C10H17NO4 1000101-80-3 9

Abundance Scan 2622 (9.770 min): VU042154.D\data.ms (-2607) (-) m/z 59.00 100.00%
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Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
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Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12121\
Data File : VU@42154.D

Acqg On : 21 Jan 2021 16:33
Operator : SY/MD

Sample : M1170-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O12021WMA.M
Quant Title : TRACE VOA SOM@1.90

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

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

unknown-01 9.770 1.2 ug/L 77812 2 9.423 314621 5.0
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