LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VN050523.D

Aca On : 10 Aug 2018 17:26

Operator : MD\SY

Sample : J4397-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N080618W.M
Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.657 3 21 53 rBV 3450306 5883998 100.00% 23.864%
4_.535 894 916 939 rVB6 39855 137421 2.34% 0.557%
rBv2 144268 534202 9.08% 2.167%
7.593 1847 1867 1879 rBV 562734 1417970 24.10% 5.751%
7.667 1879 1890 1908 rVB 804643 1883021 32.00% 7.637%
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8.030 1980 2003 2027 rBV 543575 1303130 22.15% 5.285%
8.210 2043 2059 2072 rBV3 71279 254806 4_.33% 1.033%
8.586 2160 2176 2198 rBV 1213494 2543522 43.23% 10.316%
9.654 2495 2508 2521 rBV 30987 62811 1.07% 0.255%
10.091 2629 2644 2686 rBV 2134618 3934299 66.86% 15.956%
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11 11.410 3039 3054 3079 rBV 1531322 2682486 45.59% 10.879%
12 12.403 3349 3363 3382 rBV 1225612 2056915 34.96% 8.342%
13 13.345 3642 3656 3674 rBV 1181376 1961854 33.34% 7.957%

Sum of corrected areas: 24656435
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO81018\
Data File : VNO50523.D

Aca On : 10 Aug 2018 17:26

Operator : MD\SY

Sample : J4397-04

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

- Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N080618W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN050523.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN081018\
Data File : VNO050523.D

Aca On : 10 Aug 2018 17:26

Operator : MD\SY

Sample : J4397-04

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Acetic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

8.21 5.01 ug/Il 254806 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 58
2 2-Pentanol. 4.4-dimethvl- 116 C7H160 006144-93-0 37
3 Cvclohexan-1.4.5-triol-3-one-1-c... 190 C7H1006 1000128-45-5 33
4 Hvdroperoxide. 1-methvlpentvl 118 C6H1402 024254-55-5 28
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 17

Abundance Scan 2059 (8.210 min): VN050523.D (-2043) (-) m/z 57.05 100.00%
43
5000 : ‘\
99 7.80 8.00 8.20 8.40 8.60
L 8 % m/z 43.00  87.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #262: Acetic acid
60
5000 O e
15 7.80 8.00 8.20 8.40 8.60
- m/z 45.00 63.15%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8385: 2-Pentanol, 4,4-dimethyl-
57
7.80 8.00 8.20 8.40 8.60
5000 45 m/z 60.00 43.47%
29 101
T }?I""I' "MW '?9' ??" '”"1}4|"' L L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53313: Cyclohexan-1,4,5-triol-3-one-1-carboxylic acid R R RS LR
43 7.80 8.00 8.20 8.40 8.60
m/z 56.05 32.37%
60
5000
110 /\
81
ML - 92 121133144 162 190
m/z--> 20 40 60 8|0 100 120 140 160 180 200 780 8.00 820 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN081018\
Data File : VN050523.D

Acq On : 10 Aug 2018 17:26

Operator : MD\SY

Sample : J4397-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .M
SW846 8260

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

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

Acetic acid 8.21 5.0 ug/Il 254806 2 8.59 2543520 50.0
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