LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO71818\

Data File : VN049896.D

Aca On - 19 Jul 2018 2:17

Operator : MD\SY

Sample - J3357-13 :
Misc - 5_00mL/MSVOA N/WATER FlEUDEl NS el
ALS Vial : 37 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\82N071818W.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 43 rBvV 832110 1327764 41.86% 8.139%
4.082 757 775 796 rBvV2 18616 55308 1.74% 0.339%
1878 rBV2 471766 1170715 36.91% 7.176%
7.667 1878 1890 1916 rVB 648015 1543772 48.67% 9.463%
8.027 1984 2002 2031 rBV 464376 1092889 34.46% 6.699%
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8.268 2043 2077 2078 rBvV2 88551 358324 11.30% 2.196%
8.586 2160 2176 2204 rVB 1011061 2090143 65.90% 12.812%
rBvV 1728519 3171915 100.00% 19.443%
11.406 3036 3053 3080 rBV 1225958 2197181 69.27% 13.468%
12.403 3349 3363 3390 rBV 993588 1686607 53.17% 10.339%
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rBv 971262 1619219 51.05% 9.925%
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Sum of corrected areas: 16313837
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO71818\

Data File : VN049896.D

Aca On - 19 Jul 2018 2:17

Operator : MD\SY

Sample : J3357-13 °
Misc - 5.00mL/MSVOA N/WATER FlEUDEl NS el
ALS Vial : 37 Sample Multiplier: 1

Ouant Method Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N071818W.M

Quant Title Sw846 8260
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN049896.D
1500000
1000000
1.66
500000
o 4.08
I o L R a s B o R ma I o e  Eaa e R  BEmamnmma
Time--> 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 6.00 6.20 6.40
Abundance TIC: VN049896.D
10,09
1500000
11.41
8.59
1000000
7.67
500000 7.5 8.03
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Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN049896.D
1500000
1000000 12.40 13.35
500000
oL .J ————— ———————————————————————————————————
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO71818\

Data File : VN049896.D

Aca On - 19 Jul 2018 2:17

Operator : MD\SY

Sample - J3357-13 :
Misc - 5_.00mL/MSVOA N/WATER FlEUDEl NS el
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N071818W .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.

8.27 8.57 ug/l 358324 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 86
2 Ammonium acetate 77 C2H7NO2 000631-61-8 40
3 Hvdroperoxide. 1-methvlpentvl 118 C6H1402 024254-55-5 9
4 N-Acetvlisoxazolidine 115 C5H9NO2 115615-36-6 9
5 1,2-Ethanediol, 1,2-dichloro-, d... 214 C6H8CI204 059602-17-4 9

Abundance Scan 2078 (8.271 min): VN049896.D (-2043) (-) m/z 42.95 100.00%
43
60
5000
800 8.20 840 860
....,....AI...,....,...9?..9#?....,....H@?. m/z 45.00 91.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #262: Acetic acid
43
60
5000 RS R R R R
15 8.00 8.20 8.40 8.60
- m/z 60.00 67.63%
; “‘.l“..l“l...l....l....l....l....|....|...
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
17 RSN AR SRR RN S
60 8.00 820 840 8.60
5000 m/z 44.00 20.47%
29
miz-> 20 40 60 80 100 120 140 160
Abundance #8853: Hydroperoxide, 1-methylpentyl R B R
4 8.00 8.20 8.40 8.60
m/z 42.00 18.67%
5000
29 55
69
19 ‘ \ | w 100
m/z--> 2'0 40 ' ' 1(')0 150 140 1éo 860 8|20 840 8%0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO71818\

Data File : VN0O49896.D

Acq On - 19 Jul 2018 2:17

Operator : MD\SY

Sample - J3357-13 :
Misc - 5.00mL/MSVOA N/WATER FIELDBLANK 717118
ALS Vial : 37 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N071818W_M
SW846 8260

Quant Method
Quant Title

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 8.27 8.6 ug/Il 358324 2 8.59 2090140 50.0
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