LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 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 U\METHOD\SOMUTRO83120WMA .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 2.391 315 327 344 rVB 1060351 1624669 3.00% 0.851%
2 4.025 813 835 867 rBY 1270011 3319636 6.13% 1.740%
3 5.790 1347 1384 1411 rBV 15322610 31057071 57.31% 16.275%
4 7.973 2051 2063 2078 rBvV 2172621 3637224 6.71% 1.906%
5 8.648 2259 2273 2285 rBV 347287 637068 1.18% 0.334%
6 9.449 2500 2522 2534 rBV 7285003 12306388 22.71% 6.449%
7 9.574 2548 2561 2584 rVB 11185658 18073335 33.35% 9.471%
8 9.700 2584 2600 2617 rBV2 32177776 54186850 100.00% 28.396%
9 10.102 2711 2725 2749 rVB 6355147 10291564 18.99% 5.393%
10 10.481 2828 2843 2857 rBVY 1712631 2705036 4 _.99% 1.418%

11 10.799 2934 2942 2956 rVB 365922 576953 1.06% 0.302%
12 10.899 2957 2973 2991 rVvv2 751979 1473669 2.72% 0.772%
13 10.992 2992 3002 3019 rvVv 328012 696847 1.29% 0.365%
14 11.086 3020 3031 3043 rVB 494980 763984 1.41% 0.400%
15 11.288 3082 3094 3114 rVB 716001 1203860 2.22% 0.631%

16 11.462 3136 3148 3163 rVB 2610702 4124621 7.61% 2.161%
17 11.828 3243 3262 3271 rVvV3 785523 1816156 3.35% 0.952%
18 11.886 3271 3280 3293 rVB 1661148 2624085 4._.84% 1.375%
19 12.089 3328 3343 3360 rBVY 6988665 10977872 20.26% 5.753%
20 12.204 3360 3379 3396 rVB3 1810749 3612814 6.67% 1.893%

21 12.561 3480 3490 3499 rBvV 619390 917037 1.69% 0.481%
22 12.767 3540 3554 3561 rVV6 271632 553249 1.02% 0.290%
23 12.963 3595 3615 3623 rBvY 374298 633184 1.17% 0.332%
24 13.018 3623 3632 3649 rVvVv 395013 685742 1.27% 0.359%
25 13.282 3706 3714 3726 rVB 622963 963405 1.78% 0.505%

26 13.439 3754 3763 3775 rBv4 529108 920469 1.70% 0.482%
27 13.507 3776 3784 3793 rVB 630842 929693 1.72% 0.487%
28 13.616 3807 3818 3830 rVB 1207944 2000349 3.69% 1.048%
29 14.076 3942 3961 3985 rVB 6970318 11120092 20.52% 5.827%
30 14.687 4133 4151 4164 rBV4 692618 1533088 2.83% 0.803%

31 15.204 4302 4312 4324 rBV 1145996 1772862 3.27% 0.929%
32 15.394 4358 4371 4396 rVB 1935774 3088180 5.70% 1.618%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 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 - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO83120WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 190827052
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
VU040317.D

25 Sep 2020 22:06

SY/MD

L4139-05

25.0mL/MSVOA U/WATER

32 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 1 Diisopropyl ether Concentration Rank 20

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

4.02 0.53 ug/L 3319640 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 91
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 Diisopropvl ether 102 C6H140 000108-20-3 83
4 Ether. 2-chloro-1-methvlethvl is... 136 C6H13CIO 098277-76-0 64
5 Acetoin 88 C4H802 000513-86-0 53

Abundance Scan 834 (4.022 min): VU040317.D (-813) (-) m/z 45.05 100.00%
45
5000 /\
87 et e
39 59 360 3.80 4.00 420 4.40
69
o..,....,....,....',|.'.-..,?3...|,....-,...7.8,...|.,....,192...,. m/z 43.05 50.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 I R RN LR
360 3.80 4.00 420 4.40
5 87 m/z 87.20 22 .10%
o 15 & 39 ° e 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45
360 380 4.00 420 4.40
5000 m/z 41.10 17.28%
87
27 % * e 102
e S U S I S SR UL S SIS BRI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4423: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 10.77%

5000
87
59
0 15 2‘7 39 ‘ 69 ‘ 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 360 380 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Benzene, propyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.90  4.06 ug/L 1473670  1,4-Dichlorobenzene-d4  11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. propvi- 120 coH12 000103-65-1 92

2 Benzene. propvl- 120 C9H12 000103-65-1 70
3 Benzene. propvl- 120 C9H12 000103-65-1 70
4 Ethanol. 2-T'(phenvimethvDaminol- 151 C9H13NO 000104-63-2 53
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 38
Abundance Scan 2973 (10.899 min): VU040317.D (-2957) (-) m/z 91.10 100.00%
o
5000
43 57 120
71 10.60 10.80 11.00 11.20
105
S SN 8 A .',....!..?.3,7....,....,.???,2.97.. 29265281 | Trz7 120.20  21.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91
5000
10.60 10.80 11.00 11.20
65 120 m/z 57.10 12.70%
39 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 65.05 11.95%
120
oL15 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
9 10.60 10.80 11.00 11.20
m/z 43.10 11.90%
5000
120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Benzene, l-ethyl-3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.99 1.92 ug/L 696847 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3001 (10.989 min): VU040317.D (-2953)2) ) m/z 105.15 100.00%
105
5000
120
9 s .. 7 10.60 10.80 11.00 11.20 11.40
o..,....,....,....',....i'.'.?.8,.'.'..,...|.",.8.4..~,|:..9.53.'.-!.1,1.?-.-.-,-..%??.... m/z 120.20  30.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9426: Benzene, 1-ethyl-3-methyl-

105

5000

120 10.60 10.80 11.00 11.20 11.40
39 . o1 m/z 91.10 16.74%
27 51 65
0..,....,...‘.,....‘,‘....i‘a‘..s.s‘;,.‘.‘..,...‘.‘ ?.4..‘l.28.‘al.1}?..,‘....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.05 14.13%
120
18 27 39 51 5g 65 7 91
O T T T T T T T T e T T T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
1

10.60 10.80 11.00 11.20 11.40
m/z 79.10 9.40%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 4 Benzene, 1,2,3-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.09 2.10 ug/L 763984 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 C9H12 000108-67-8 94
Abundance Scan 3032 (11.089 min):VUO40317.D(d;3020) ) m/z 105.15 100.00%
105
5000 120
7 9 DTV SO FUNLE
39 51 ., 65 10.80 11.00 11.20 11.40
O et 2 e 84 98 127 138 o950 15 48.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
77 m/z 77.05 14 _.05%
o 15 27 3 Slgges ' Sleg | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 91.05 12.66%
” 91

27 39 51 gg65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9400: Mesitylene
105 10.80 11.00 11.20 11.40
m/z 119.15 12.06%
120
5000
39
27 51 w91
Ol rerrprdep et S e B L B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 5 Benzene, l-ethyl-2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.29 3.31 ug/L 1203860 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91

Abundance Scan 3095 (11.291 min):vu04o317.D(-30d§;2) ) m/z 105.15 100.00%
105
5000
120
77 91
39 51 65 11.00 11.20 11.40 11.60
Ol 45 1 98 WU 7L L1 85 ], 98 )| 1A L1261 h757150.15  29.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
29 . o1 m/z 77.10 13.07%
0 20 T 5085 gy g7 | 113
mz> 20 90 40 80 60 70 8 90 100 110 130 130
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 91.10 12.72%
27 39 Bl 595 T g9
O e o R S R e o T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 11.00 11.20 11.40 11.60
m/z 79.10 9.58%
5000
120
39 77 91
oL A T4 5985 Y s o7 || ms |
m/z--> 20 3 & 50 60 70 8 90 100 110 120 130 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 6 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.46 11.36 ug/L 4124620 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3147 (11.459 min): VU040317.D (-3136) (-) m/z 105.15 100.00%
105
5000 120
39 51 __ g 91 11.20 11.40 11.60 11.80
O el e e el 84 98 Ul 113 1) 180138 o507 s 44 13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene
105
120
5000

11.20 11.40 11.60 11.80
m/z 77.10 14.49%

27 3 Sleges T 1
o e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 91.10 11.26%
7

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9427: Benzene, 1-ethyl-2-methyl-
1

11.20 11.40 11.60 11.80
m/z 119.20 11.18%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 7 Benzene, 1,2,4-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.89 7.22 ug/L 2624090 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 93
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
4 Mesitvlene 120 C9H12 000108-67-8 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93

Abundance Scan 3281 (11.889 min): VU040317.D (-3271) (-) m/z 105.15 100.00%
105
5000 120
51 g 7T 55 o Tieo o150 1230
0"'|""||“ gl '..'||'.'...||.|..'.'||'....||....|.... MMM LA m/z 120.15 41.08Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 LA UL B SO B
120 11.60 11.80 12.00 12.20
m/z 77.05 14 .48%
0 ..1.5|.‘...‘l....|‘.‘...Mluu‘..l‘.‘..‘.l....|....|.... R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
120 11.60 11.80 12.00 12.20
5000 m/z 91.10 11.61%
. 27 39 51 g5 /7 91
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.60 11.80 12.00 12.20
m/z 39.10 10.94%
120
5000
15 27 39 5 65 f | |
m/z--> 2|0 4|O 6|O 8IO 1CI)O 12|0 14|10 1é0 180 2(|)0 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 8 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.09 30.22 ug/L 10977900 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 90
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 81
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81

Abundance Scan 3343 (12.089 min): VU040317.D (-3328) (-) m/z 117.15 100.00%

147

5000

11.80 12.00 12.20 12.40
m/z 118.20 56.25%

o 125 134 143

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane

ll.l80 12.I00 12.20 12.40
m/z 115.15 32.81%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
e T o S
11.80 12.00 12.20 12.40
5000 m/z 91.10 18.22%
91
ol 15 27 39 51 63 47 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8950: Indane PN, W B DN\

11.80 12.00 12.20 12.40
m/z 63.10 10.36%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMUTRO83120WMA .M Mon Sep 28 13:13:04 2020 Page: 11



Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M

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 9 Benzene, l-ethyl-2,3-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.56 2.52 ug/L 917037 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
4 o-Cvmene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3490 (12.561 min): VU040317.D (-3480) (-) m/z 119.20 100.00%
119
5000 & 7 J (Fﬂ
134
91
39 51565 ! | 98 105 | 127 12.20 12.40 12.60 12.80
Obrr e et el by e e 2 e Tm/z 134,15 28.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
12.20 12.40 12.60 12.80
m/z 91.10 17.67%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 120.15 10.35%
91 105 134
15 27 39 51,465 "
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 77.05 10.13%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80

SOMUTRO83120WMA .M Mon Sep 28 13:13:05 2020

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 10 3-Octanol, 3,7-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.77 1.52 ug/L 553249 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 64
2 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 58
3 m-Xvlene. 5-chloro- 140 C8HOCI 000556-97-8 53
4 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 52
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 47
Abundance Scan 3555 (12.770 min): VU040317.D (-3540) (-) m/z 73.05 100.00%
73
55 105
5000 41
140
125 12.40 12.60 12.80 13.00
ol 59 267 m/z 69.10 70.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29654: 3-Octanol, 3,7-dimethyl-
73
55
5000 o7 41
12.40 12.60 12.80 13.00
m/z 55.10 64 .20%
‘ 111 129
ot L b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
55 12.40 12,60 12.80 13.00
5000 a1 m/z 105.15 57 .83%
111
. 27 o7 125140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18599: m-Xylene, 5-chloro-
12.40 12.60 12.80 13.00
m/z 41.10 43 .34%
- ,‘Pv/\J\kvﬂ/\J\v/bAJ\J\A
o} e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00

SOMUTRO83120WMA .M Mon Sep 28 13:13:07 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 11 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.96 1.74 ug/L 633184 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 3614 (12.960 min): VU040317.D (-3595) (-) m/z 119.20 100.00%
119
5000 134
77 91
39 51 65 105 12.60 12.80 13.00 13.20
Obr el b 292 207 1 g7 13420 45.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20
91 m/z 91.10 20.14%
1527 81 6T 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.60 12.80 13.00 13.20
5000 m/z 120.20 10.67%
134
91
. 27 41 55 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20
m/z 77.10 10.65%
134
5000
%7 3? 51 g5 77 9ﬁ 105 |
o) AN M- ..“ﬁ‘. ‘k‘...“‘ S
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo 260 12.60 12.80 13.00 13.20

SOMUTRO83120WMA .M Mon Sep 28 13:13:09 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 12 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.02 1.89 ug/L 685742 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3633 (13.021 min): VU040317.D (-3623) (-) m/z 119.20 100.00%
119
5000 134
91
39 51 g 17 103 148 12.80 13.00 13.20 13.40
N AN VY SO TR NGRS TS 1| W m/z 134.20 43.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-

5000
12.80 13.00 13.20 13.40

m/z 91.10 18.34%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
R AN R
12.80 13.00 13.20 13.40
5000 134 m/z 77.05 11.52%
91
15 27 39 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl- T T R
12.80 13.00 13.20 13.40

m/z 133.20 10.46%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40

SOMUTRO83120WMA .M Mon Sep 28 13:13:10 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 13 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.28 2.65 ug/L 963405 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 95
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
3 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 90
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
Abundance Scan 3714 (13.282 min): VU040317.D (-3706) (-) m/z 117.20 100.00%
147
5000 132
91 DDA LA UL
39 51 65 77 103 | 13.00 13.20 13.40 13.60
0..,....,....,....',....i'.-...,:'!'..,...'.-,....-,l....,:-..1.}9.“,.1.2.5.','|.-..1.‘,‘9..., m/z 132.20 37.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-

5000
13.00 13.20 13.40 13.60

m/z 115.10 27 .56%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.00 13.20 13.40 13.60
5000 15 m/z 131.20 20.88%

39 51 91
27 65
o 58 " 103110

mmmmmwﬁrm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-

13.00 13.20 13.40 13.60
m/z 91.10 13.86%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 13.40 13.60

SOMUTRO83120WMA .M Mon Sep 28 13:13:12 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 14 Benzene, (l1-methyl-1-propen... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.53 ug/L 920469 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 89
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
3 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 64
4 o-Cvmene 134 C10H14 000527-84-4 55
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 55

Abundance Scan 3763 (13.439 min): VU040317.D (-3754) (-) m/z 119.20 100.00%

9

5000

39 51 65 77 13.20 13.40 13.60 13.80

153 168

o m/z 117.20 82.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117
132
5000 91 LA L L L L L LB
13.20 13.40 13.60 13.80
o7 39 65 77 m/z 134.20  40.34%
O O -4
o S PR RO NP S S P Y —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117
N R EEsEnsaas
132 13.20 13.40 13.60 13.80
5000 o1 m/z 115.10 27 .59%

39 51 65 4
15 27 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- R R RRERIE S
117 13.20 13.40 13.60 13.80

m/z 91.10 26.72%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.20 13.40 13.60 13.80

SOMUTRO83120WMA .M Mon Sep 28 13:13:14 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 15 2-Methylindene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.51 2.56 ug/L 929693 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 97
2 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 97
3 1H-Indene. 1-methvl- 130 C10H10 000767-59-9 96
4 1H-Indene. l-methvl- 130 C10H10 000767-59-9 96
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 95
Abundance Scan 3785 (13.510 min): VU040317.D (-3776) (- m/z 130.20 100.00%
115 130
5000
s Ot % 77 g 1 13.20 13.40 13.60 13.80
0 .,....,....',....,'|.-...',.'|.|'..,..":':,~..:-.',....,~!...,...'.,1.2]:‘.|. | 18146 "m/z 115.10 93.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13084: 2-Methylindene
130
115
5000 USRI BN SRR
13.20 13.40 13.60 13.80
51 4 m/z 129.20 80.14%
o .,..?ﬁ...??...qh...,Hh.,.:3?,”.§$..“f??..,”l.}??ﬂ.M...,..”,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
15 130 R
1320 13.40 13.60 13.80
5000 m/z 128.15 41.52%
2 3 0 %7 g9 a0 122
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13091: 1H-Indene, 1-methyl-
130 13.20 13.40 13.60 13.80
115 m/z 127.15 18.38%
5000
51 64
0 27 3\9 \“ \‘\ \\?\? 8\9 192 | \‘ ‘
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80

SOMUTRO83120WMA .M Mon Sep 28 13:13:15 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 16 1H-Indene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.62 5.51 ug/L 2000350 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-methvl- 130 C10H10 000767-59-9 96
2 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 96
3 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 96
4 2-Methvlindene 130 C10H10 002177-47-1 96
5 2-Methylindene 130 C10H10 002177-47-1 95
Abundance Scan 3819 (13.619 min): VU040317.D (-3807) (-) m/z 130.20 100.00%
115 130
5000
/\
3 %8 7 g9 104 151162 007 1340 13.60 13.80 14.00
0 L o m/z 115.15 97 .76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13092: 1H-Indene, 1-methyl-
115 130
5000 4&"|""|" T
13.40 13.60 13.80 14.00
51 g3 m/z 129.20 80.46%
o7 39 | 77 g9 102
0 ...|.‘...“l..‘k.ﬂH‘..”l“l..‘..|‘...l|.‘.‘..|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
15 444
1340 13.60 13.80 14.00
5000 m/z 128.15 40.58%
15 27 39 51 63 77 89 102
O P T e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)- B o o
115 130 13.40 13.60 13.80 14.00
m/z 127.15 18.94%
5000
57 39 5‘1 64 77 g9 102
e T T T o o e T e e S E R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : 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 17 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.08 30.61 ug/L 11120100 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3962 (14.079 min): VU040317.D (-3942) (-) m/z 128.15 100.00%
148
5000
51 63 74 2 13.80 14.00 14.20 14.40
Ol e et b k3120 ]l 136 146 1 77 127.20  13.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11942: Naphthalene
128
5000 A
13.80 14.00 14.20 14.40
m/z 129.15 10.78%
o 51 63 75 g7 102 143151
m/z--> 20 30 40 55 60 70 80 90 100 110 120 130 140 150
Abundance
128
13.80 14.00 14.20 14.40
5000 m/z 102.10 9.58%
102
oL 28 39 L 63 74 g7 113
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11936: Azulene A
128 13.80 14.00 14.20 14.40
m/z 51.05 8.84%
5000
51 102
b 2 L L ow Lwe oA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 18 Cyclohexanone, 4-(1,1-dimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.69 4._.22 ug/L 1533090 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 4-(1.1-dimethvlet... 154 C10H180 000098-53-3 60
2 Cvclohexanone. 4-(1.1-dimethvlet... 154 C10H180 000098-53-3 53
3 1-Hexene. 2.4.4-triethvl- 168 C12H24 1000156-96-5 45
4 Cvclohexanone. 4-(1.1-dimethvlet... 154 C10H180 000098-53-3 38
5 2-Azido-2,4,4,6,6,8,8-heptamethy... 267 C16H33N3 1000293-29-1 38
Abundance Scan 4152 (14.690 min): VU040317.D (-4133) (-) m/z 57.10 100.00%
57
5000 a1 o5
69 83 138 154 14.40 14.60 14.80 15.00
123 : : : :
ol 110 170 183194 207 m/z 41.05 36.39%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #26822: Cyclohexanone, 4-(1,1-dimethylethyl)-
57
41 98
83 14.40 14.60 14.80 15.00
29 69 154 m/z 98.20 31.89%
L 121 139
0"'IJ"H'HHH““'T'”wu'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
98 LA IR BRI URRURE U
14.40 14.60 14.80 15.00
5000 41 m/z 99.20 24 _.67%
6 83
154
oL 15 29 121 139
m/z--> 25 Jo eb 85 160 150 150 1éo 1é0 260
Abundance #36802: 1-Hexene, 2,4,4-triethyl- s L e R
57 14.40 14.60 14.80 15.00
a1 m/z 55.10 20.81%
5000
69
29 83 98
0 “ ‘\ Ll e “ \H 109 123 139 168
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 1éo 2(')0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 19 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.20 4.88 ug/L 1772860 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4311 (15.201 min): VU040317.D (-4302) (-) m/z 142.20 100.00%
142
5000 115
63 14:80 15.00 15.20 15.40 15.60
39 89
o) SRR Y RO O UMM S| SRR > % ¥ 1 N —- m/z 141.20 86.66%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19233: Naphthalene, 2-methyl-
142
5000 LR ---- T
115 14.80 15.00 15.20 15.40 15.60
m/z 115.10 36.70%
27 5083 89 | 198
mz-> 20 45 60 85 160 120 140 160 180 200 220 240 260 280
Abundance
142
14:80 15.00 '115 20 15.40 15.60
5000 m/z 143.15 12.01%
115
ol 3 63 89 128
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19239: Naphthalene, 2-methyl- A .  RARERRE R
142 14.80 15.00 15.20 15.40 15.60

m/z 139.20 10.84%

5000
115
3751 /1 89 128 ||
UL (LM U

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040317.D

Aca On = 25 Sep 2020 22:06

Operator : SY/MD

Sample : L4139-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 20 1,4-Methanonaphthalene, 1,4... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.39 8.50 ug/L 3088180 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4370 (15.391 min): VU040317.D (-4358) (-) m/z 142.15 100.00%
142
5000 115
63 15.00 15.20 15.40 15.60 15.80
39 51 74 89
Obrprrrrprrodrrree bl et e e e rebl 28 o A4 Tm/z 141.15  89.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19239: Naphthalene, 2-methyl-
142
5000 LRI B ISR SN B
115 15.00 15.20 15.40 15.60 15.80
m/z 115.10 38.26%
o 39 51 6371 8 g0 | 126 I
m/z--> 20 30 40 50 60 70 80 gb 100 110 120 130 140 150 160 170 180
Abundance
142
15.00 15.20 15.40 15.60 15.80
5000 m/z 143.15 11.50%
115
27 39 51 68371 89 126
GHARARAIRARY ALY KL RARAJ ALAN NRARS RLAANEALAS RARAN LAY RARAI RALAS UALAN UM RARAN LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19232: Naphthalene, 1-methyl- RARREEREE RS R
142 15.00 15.20 15.40 15.60 15.80
m/z 139.15 11.19%
5000 115
27 39 51 6371 89 190 | 126 |
m/z--> 20 30 4'0 5'0 60 7'0 80 90 100 11'0 120 130 140 150 160 170 180 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092620\
Data File : VU040317.D

Acq On = 25 Sep 2020 22:06

Operator : SY/MD

Sample - L4139-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Diisopropyl ether 4.02 0.5 ug/L 3319640 1 6.26 31057100 5.0
Benzene, propyl- 10.90 4.1 ug/L 1473670 3 11.81 1816160 5.0
Benzene, l-ethyl-_.. 10.99 1.9 ug/L 696847 3 11.81 1816160 5.0
Benzene, 1,2,3-tr... 11.09 2.1 ug/L 763984 3 11.81 1816160 5.0
Benzene, l-ethyl-_.. 11.29 3.3 ug/L 1203860 3 11.81 1816160 5.0
Mesitylene 11.46 11.4 ug/L 4124620 3 11.81 1816160 5.0
Benzene, 1,2,4-tr... 11.89 7.2 ug/L 2624090 3 11.81 1816160 5.0
Indane 12.09 30.2 ug/L 10977900 3 11.81 1816160 5.0
Benzene, l-ethyl-_.. 12.56 2.5 ug/L 917037 3 11.81 1816160 5.0
3-Octanol, 3,7-di... 12.77 1.5 ug/L 553249 3 11.81 1816160 5.0
Benzene, 1,2,4,5-... 12.96 1.7 ug/L 633184 3 11.81 1816160 5.0
Benzene, 1,2,3,5-... 13.02 1.9 ug/L 685742 3 11.81 1816160 5.0
1H-Indene, 2,3-di... 13.28 2.6 ug/L 963405 3 11.81 1816160 5.0
Benzene, (1-methy... 13.44 2.5 ug/L 920469 3 11.81 1816160 5.0
2-Methylindene 13.51 2.6 ug/L 929693 3 11.81 1816160 5.0
1H-Indene, 1l-methyl- 13.62 5.5 ug/L 2000350 3 11.81 1816160 5.0
Azulene 14.08 30.6 ug/L 11120100 3 11.81 1816160 5.0
Cyclohexanone, 4-... 14.69 4.2 ug/L 1533090 3 11.81 1816160 5.0
Naphthalene, 1-me... 15.20 4.9 ug/L 1772860 3 11.81 1816160 5.0
1,4-Methanonaphth... 15.39 8.5 ug/L 3088180 3 11.81 1816160 5.0
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