LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011272.D

Aca On : 07 Jun 2019 05:07

Operator : SY/MD

Sample : K3197-17

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 V\METHOD\SOMVTRO60419WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.116 4 8 17 rVB2 14802 12887 2.11% 0.253%
2 1.245 45 48 54 rBvV3 6337 6540 1.07% 0.128%
3 1.312 61 69 75 rvB 92539 90183 14.77% 1.771%
4 1.579 146 152 161 rVB 69899 74582 12.22% 1.464%
5 2.126 312 322 332 rVB 164464 232081 38.02% 4 _557%
6 2.650 477 485 496 rvVB2 13363 24869 4_.07% 0.488%
7 3.984 885 900 918 rBV 39969 168852 27 .66% 3.315%
8 4.396 1014 1028 1052 rvB 102032 249099 40.81% 4.891%
9 5.090 1228 1244 1266 rBV2 263046 606054 99.28% 11.900%
10 5.663 1407 1422 1437 rBV 195102 386975 63.39% 7.598%
11 5.955 1499 1513 1523 rBV 6942 15118 2.48% 0.297%

12 6.116 1547 1563 1589 rBV 144378 301874 49.45% 5.927%
13 7.029 1831 1847 1861 rBV2 63557 119286 19.54% 2.342%
14 7.357 1933 1949 1964 rBV 294679 512036 83.88% 10.054%
15 7.666 2033 2045 2059 rBvV2 37817 67193 11.01% 1.319%

16 8.138 2181 2192 2216 rBV 313173 610454 100.00% 11.986%
17 8.894 2415 2427 2444 rBV 280929 463117 75.86% 9.093%
18 10.261 2839 2852 2871 rBV 99816 160451 26.28% 3.150%
19 11.293 3160 3173 3193 rBvV 252347 409255 67.04% 8.036%

20 11.576 3255 3261 3269 rVB10 4609 6820 1.12% 0.134%
21 11.669 3278 3290 3306 rBV 255449 416900 68.29% 8.186%
22 12.797 3632 3641 3654 rBV2 31953 52103 8.54% 1.023%
23 14.328 4109 4117 4126 rBV2 5210 11515 1.89% 0.226%
24 16.235 4699 4710 4719 rBV3 38931 66586 10.91% 1.307%
25 16.360 4744 4749 4756 rVBS8 6022 7928 1.30% 0.156%
26 16.759 4864 4873 4883 rBV3 12503 20228 3.31% 0.397%
Sum of corrected areas: 5092986
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
VVv011272.D

07 Jun 2019 05:07

SY/MD

K3197-17

25ML/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011272.D

Aca On = 07 Jun 2019 05:07

Operator : SY/MD

Sample : K3197-17

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

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 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.80 0.64 ug/L 52103 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
3 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 53
4 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 47
5 1,4-Dioxane 88 C4H802 000123-91-1 43
Abundance Scan 3642 (12.801 min): VV011272.D (-3632) (-) m/z 73.00 100.00%
73.0 84.0
5000 410
>ht 101.0
M |‘ ' 11T'° 1203 1240 1260 1280 13,00 13.20
..,....,....,....,!...,...:',..~.-" ettt el .| M/z 88.00 98.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 BN UL UL BN B
410 57.0 12140 12.60 12.80 13.00 13,20
20.0 101.0 116.0 m/z 41.00 38.29%
”I%EQP"W"”IJL'ImL”P"M'!“I'” |“"w"w"“|'}%%9'&4ﬁ9|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20867: Hexanoic acid, 2-ethyl-
73.0 84.0
12.40 12.60 12.80 13.00 13.20
5000 570 m/z 57.10 29.82%
41.0
29.0 101.0 1160
wo ||l I ] 120.0 144.0
s 15 3 3 4 B 65 70 B0 90 166 130 130 130 146 150
Abundance #20866: Hexanoic acid, 2-ethyl-
73.0 88.0 12.40 12.60 12.80 13.00 13.20
41.0 m/z 87.00 21.03%
57.0
5000 29.0
1010 1160
Al ‘\H ‘ m ‘\ | il ‘ 129.0 145.0
m/z--> 10 20 30 40 éo eb 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060619\
Data File : VV011272.D

Aca On = 07 Jun 2019 05:07

Operator : SY/MD

Sample : K3197-17

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

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 3 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.23 0.81 ug/L 66586 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 99
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98
4 Octamethvl-1.4-cvclohexadiene 192 C14H24 172684-93-4 38
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 38
Abundance Scan 4709 (16.231 min): VV011272.D (-4699) (-) m/z 177.10 100.00%
177.1
41.0
5000 67.0 135.0 220.1
91.0
16.00 16.20 16.40 16.60
28031 "'m/z 41.00 64.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0 220.0
41.0 e it
5000 67.0 135.0 16.00 16.20 16.40 16.60
91.0 m/z 67.00 47 .87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
41.0 16.00 16.20 16.40 16.60
5000 m/z 220.10 43.14%
67.0 135.0
95.0
H. 'Wﬁ ‘M. IH\‘HI ; w. ‘.”l”‘. ‘.““. " hlul " ‘.‘. "IM“‘ T b I | S RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl... i
177.0 16.00 16.20 16.40 16.60
0
290.0 m/z 135.00 39.24%
5000 410
67.0 135.0
95.0 J E
}?0\‘ ‘ AL 1 Ml ‘ L0 N A W —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060619\
Data File : VV011272.D

Acq On : 07 Jun 2019 05:07

Operator : SY/MD

Sample - K3197-17

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOMO01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexanoic acid, 2-... 12.80 0.6 ug/L 52103 3 11.29 409255 5.0
2,5-Cyclohexadien... 16.23 0.8 ug/L 66586 3 11.29 409255 5.0
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