LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040319.D

Aca On = 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 rBVY 2748011 4263761 3.91% 1.140%
2 4.028 809 836 872 rBVY 4318053 11323533 10.39% 3.028%
3 4.533 976 993 1030 rVB 1119330 2819712 2.59% 0.754%
4 5.796 1351 1386 1413 rBV2 43063551 94447984 86.67% 25.256%
5 7.992 2050 2069 2097 rBVvV3 53003200 108971081 100.00% 29.139%
6 9.455 2501 2524 2549 rBV 25312987 42403946 38.91% 11.339%
7 9.574 2549 2561 2584 rVB 8833866 14421444 13.23% 3.856%
8 9.700 2584 2600 2614 rBVY 21628854 35846014 32.89%% 9.585%
9 10.102 2711 2725 2751 rVB 9869391 15819603 14.52% 4._.230%
10 10.484 2828 2844 2857 rBVY 5133157 8059280 7.40% 2.155%

11 10.899 2955 2973 2989 rBV 2105777 3960855 3.63% 1.059%
12 10.989 2989 3001 3008 rBV3 1333954 2488136 2.28% 0.665%
13 11.086 3022 3031 3044 rVvB2 817053 1284091 1.18% 0.343%
14 11.288 3083 3094 3116 rVB 1806542 2919732 2.68% 0.781%
15 11.462 3139 3148 3168 rVB 3554618 5594164 5.13% 1.496%

16 11.828 3242 3262 3271 rBV3 788565 1900416 1.74% 0.508%
17 11.886 3271 3280 3293 rVB 2593365 4124416 3.78% 1.103%
18 12.089 3328 3343 3360 rVB2 2763765 4451102 4.08% 1.190%
19 12.182 3360 3372 3376 rBv4 769405 1372758 1.26% 0.367%
20 12.475 3446 3463 3473 rBV2 705854 1628212 1.49% 0.435%

21 12.851 3573 3580 3599 rVB 2232031 3485665 3.20% 0.932%
22 13.442 3754 3764 3779 rVB4 636426 1196807 1.10% 0.320%
23 16.870 4818 4830 4842 rBV 793721 1185032 1.09% 0.317%

Sum of corrected areas: 373967744
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
VU040319.D

25 Sep 2020 22:53

SY/MD

L4139-07

25_0mL/MSVOA U/WATER

34 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTRO83120WMA.M

Quant Title

TIC Library

- TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU040319.D

4.03

4.53

5.80

0=
Time-->

I
3.50 4.00

I
4.50

5.00

5.50

Abundance

5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU040319.D

9.46
9.70

10.10

0

Time-->

T
9.50

10.00

10.50

11.00

11.50 12.00

Abundance

5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU040319.D

12.47 13.44

16.87

0=
Time-->

T
15.00

I
14.50

1
14.00

13.50

1
12.50

I
13.00

T
15.50

1
16.00

T
16.50

T
17.00

T
17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 1 Diisopropyl ether Concentration Rank 12

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

4.03 0.60 ug/L 11323500 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 78
5 Acetoin 88 C4H802 000513-86-0 59

Abundance Scan 837 (4.031 min): VU040319.D (-809) (-) m/z 45.05 100.00%
45
5000 /\
87 | e
39 59 360 3.80 4.00 4.20 4.40
69
o..,....,....,....',|:.-..,?3...|,....-,...7.7,...|.,....,192...,. m/z 43.05 49.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 I L UL I
360 3.80 4.00 4.20 4.40
50 87 m/z 87.20 22.07%
o 15 & 39 T 69 78 ‘ 102
mz> 10 20 % 4 % & 7 8 % 100 110
Abundance
45
360 3.80 4.00 420 4.40
5000 m/z 41.10 16.91%
87
59
o 27 % 69 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4423: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 10.54%

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 : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 2 Benzene, propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.90 10.42 ug/L 3960860 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 93
2 Benzene. propvl- 120 C9H12 000103-65-1 81
3 Benzene. propvl- 120 C9H12 000103-65-1 74
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 59
Abundance Scan 2973 (10.899 min): VU040319.D (-2955) (-) m/z 91.10 100.00%
o
5000
- 120
39 10.60 10.80 11.00 11.20
105
Obrrrprereblbte g o b 287 A9 265281 n757120.20 21.04Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
9
5000
10.60 10.80 11.00 11.20
65 120 m/z 65.05 12.21%
39 | 105
o N N e —
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 92.10 10.82%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
i 10.60 10.80 11.00 11.20
m/z 39.05 7.98%
5000
120
0 15 3\9 ) 6\5 . ‘ 195
miz> 20 40 60 80 100 150 140 160 180 200 250 240 260 280 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 : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 3 Benzene, 1-chloro-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.99 6.55 ug/L 2488140 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-chloro-2-methvl- 126 C7H7CI 000095-49-8 89
2 Benzene. l1-chloro-3-methvl- 126 C7H7CI 000108-41-8 89
3 Benzene. l1-chloro-2-methvl- 126 C7H7CI 000095-49-8 87
4 Benzene. 1-chloro-2-methvl- 126 C7H7CI 000095-49-8 87
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 86
Abundance Scan 3001 (10.989 min): VU040319.D (-2989) (-) m/z 105.20 100.00%
105
91
5000
120
63 77 ‘ A SUNRSN U B
51 28 10.60 10.80 11.00 11.20 11.40
o..,....,....,...=|,'....:'.n...,'!|.-|..,.:~.|:',?.4..|,'!..9.8,.':.'.,1.1.3.~.~,-..'.-.',.1.3:‘3.,.... m/z 91.10 74.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11278: Benzene, 1-chloro-2-methyl-
91
5000
126 10.60 10.80 11.00 11.20 11.40
39 63 m/z 120.15 30.24%
0 27 | 5\\1 ‘\“\ 73 84 9 111 il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
10.60 10.80 11.00 11.20 11.40
5000 m/z 126.10 20.03%
126
63
oL 14 27 39 50 73 ga| 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11282: Benzene, 1-chloro-2-methyl-
g1 10.60 10.80 11.00 11.20 11.40
m/z 63.05 15.73%
5000 126
63
o 15 27 % 81 | 73 84| 99 109 ||
m/z--> fo ﬁo 35 4b 55 éo fo 85 do 160 110 150 1§o 150 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 : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 4 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.09 3.38 ug/L 1284090 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 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3032 (11.089 min): VU040319.D (-3022) (-) m/z 105.15 100.00%
105
5000 120
77 91
39 51 63 10.80 11.00 11.20 11.40
Obrerrrreprerrrembrrr e 28 138184 75050 20 47..66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
77 m/z 91.10 23.18%
39 91
0"P%?I'EZP"““'”?a"Pgéﬁ"mI'”'I”"PHIW'““N”"P"W"”I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 77.10 13.83%

27 39 51 g 7 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9414: Benzene, 1,2,3-trimethyl-

10.80 11.00 11.20 11.40
m/z 119.20 12.91%

5000

FAN
L L B L B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 5 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.29 7.68 ug/L 2919730 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 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3095 (11.291 min): VU040319.D (6-3083) ) m/z 105.15 100.00%
105
5000
120
77 91
39 51 65 11.00 11.20 11.40 11.60
Oyt 84 98 U 113, ) 140 m/z 120.20 29.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
m/z 77.05 13.52%
s 27 3 soes 7T

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

Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.05 12.79%
120
39 77 91
o 27 5165 98 | 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.00 11.20 11.40 11.60
m/z 79.10 10.00%
120
5000
7 91
1 A R NN O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 6 Benzene, 1,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.46 14.72 ug/L 5594160 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 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3147 (11.458 min): VU040319.D (-3139) (-) m/z 105.15 100.00%
105
5000 120
77
39 51 g5 91 11.20 11.40 11.60 11.80
Obrr e ek eyt 84 9B UL 1181, 180138 1 o TI50750 43, 89%
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
11.20 11.40 11.60 11.80
77 m/z 77.10 14 _.02%
o 15 21 % Slsges U e | |
mz-> 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 119.20 10.50%
27 41 Slgges 1 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-
11.20 11.40 11.60 11.80
m/z 91.10 10.13%
5000
0‘
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 : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 7 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.89 10.85 ug/L 4124420 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 94
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3281 (11.889 min): VU040319.D (-3271) (-) m/z 105.15 100.00%
195
5000 120
39 L
] ?ﬁ ﬁ5 " Lol 139 154 11.60 11.80 12.00 12.20 '
Orrrrr e e et ey e P e m/z 120.20 40.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 11.60 11.80 12.00 12.20
m/z 77.10 14.00%
0 ..|.].'.5.|...‘£|....|‘....i.‘...,.‘.‘..,...‘l‘,....|....|.‘.l.|..‘.‘.‘|‘....|....|....|....|..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 11.60 11.80 12.00 12.20
5000 m/z 91.10 11.15%
0 15 27 39 651 65 n o1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
11.60 11.80 12.00 12.20
m/z 39.10 9.86%
5000
0!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 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 : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 8 Benzene, 2-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.09 11.71 ug/L 4451100 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 91
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 86
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 78
4 Benzene. 1l-propenvl- 118 C9H10 000637-50-3 60
5 Deltacyclene 118 C9H10 007785-10-6 60
Abundance Scan 3343 (12.089 min): VU040319.D (-3328) (-) m/z 117.15 100.00%
117
105
5000
o1 134 PN i DN’
3|9 5|1 6|3| 7|7 ‘ | ‘ o7 | 14 11.80 12.00 12.20 12.40
) SN WY PR S e R Y .S m/z 119.15 62.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-
117
5000 o1
11.80 12.00 12.20 12.40
m/z 105.15 61.39%
39 51 65 78 103
O”I““I“”P'JP”'“”“”LW”JH”“i“”Ph”P'“P”'P”W'“W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.80 12.00 12.20 12.40
5000 o1 m/z 118.20 53.94%
39
27 51 63 77 103
ol 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8960: Benzene, 2-propenyl- e R A
117 11.80 12.00 12.20 12.40
m/z 115.10 35.92%
5000
91
39 51 63 77 103
0'W“'W'Ea'”mv“'N'JHM“P“MI“”H““Im'W“l“'“'P“'P'“P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 9 Cyclohexanone, 3,3,5-trimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.47 4.28 ug/L 1628210 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 95
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 93
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 87
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 50
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
Abundance Scan 3462 (12.471 min): VU040319.D (-3446) (-) m/z 83.10 100.00%
83
69
5000 4 55
119
| ue 12.20 12.40 12.60 12.80
91 105 : : : :
o...,....,....,....,-.|'...,-.'..'.,..-.-.;...'.~,:!..,'...ﬂ.-,..-..,...'.i..’r.??..'..!....l,“??l.,. m/z 69.10 51.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83
5000 69
n P 12.20 12.40 12.60 12.80
140 m/z 55.10 41.21%
0'HVHW“MVHWM“ﬁMH““P“wJ“V”M““V“wJ“P“W““V“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
83
12.20 12.40 12.60 12.80
5000 o 69 m/z 56.05 36.56%
41 . 140
ol 15 29 97 112
LR R R IR R R R A LR AL LA LARAS LARAN LARAN BRI SALRI L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-
83 12.20 12.40 12.60 12.80
m/z 41.10 36.20%
69
5000 41 55
27
140
N I T O W T TP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 10 3-Octanol, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.85 9.17 ug/L 3485670 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 53
2 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 47
3 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 45
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 42
5 3-Dodecanol, 3,7,11-trimethyl- 228 C15H320 007278-65-1 40

Abundance Scan 3580 (12.851 min): VU040319.D (-3573) (-) m/z 73.10 100.00%

73
55
5000
43

111 129 12.60 12.80 13.00 13.20
o ? % 198 207 m/z 55.10 52.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29642: 3-Octanol, 3,6-dimethyl-
73
5000
o9 43 55 12.60 12.80 13.00 13.20

‘ m/z 69.10 38.60%

129
15 H \“ | 8 g6 M 143

0 ! L \‘m ‘w 1
R B o o L B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

73

12.60 12.80 13.00 13.20
5000 m/z 43.10 34 .39%
55
43
111
oL 15 29 85 97 129 143
e s o o o e B A B

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29654: 3-Octanol, 3,7-dimethyl- e e REEEE R

73 12.60 12.80 13.00 13.20

m/z 41.10 30.39%
55
43
5000 27
111 129140

m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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 11 1-Phenyl-1-butene Concentration Rank 10

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

13.44 3.15 ug/L 1196810 1,4-Dichlorobenzene-d4 11.81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 96
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 95
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 92
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90

Abundance Scan 3763 (13.439 min): VU040319.D (-3754) (-) m/z 117.20 100.00%
11
5000
39 51 65 77 153 168 13.20 13.40 13.60 13.80
0 m/z 119.20 95.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 13.20 13.40 13.60 13.80
m/z 134.20 37.35%
27 39 Sﬁ 65 77 105 ‘
LS S S AR A St AR FR || NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117
i e
132 13.20 13.40 13.60 13.80
5000 m/z 115.10 33.66%
39 91
27 51 63 77
15 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14033: 3-Phenylbut-1-ene
117 13.20 13.40 13.60 13.80
m/z 132.20 33.30%
5000
91 132
27 39 51 g5 77 ‘ 105
0..,....,...‘.,....‘,....i‘a‘...,.‘a‘..,...l‘,....‘ T e R e R
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040319.D

Aca On : 25 Sep 2020 22:53

Operator : SY/MD

Sample : L4139-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 34 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

205

Peak Number 12 Butylated Hydroxytoluene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.87 3.12 ug/L 1185030 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 97
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 93
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 93
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 90
Abundance Scan 4830 (16.870 min): VU040319.D (-4818) (-) m/z 205.30 100.00%
205
5000
4157 220 AR U SR B
| 77 91105 159t | 1611771 1 081 16.60 16.80 17.00 17.20
0...,....','...". ol I||J”|I| | I..u fip '|""||"9'|""|""|""|"" £ m/z 57.05 23.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205
5000
16.60 16.80 17.00 17.20
57 220 m/z 220.40 22 .55%
a7 91105 1,1 ‘ 161 177191 | ‘
0...|....|‘....|.‘...‘l‘..‘.‘.l.‘..‘.‘l‘.l”.‘.‘....luuu‘l....l....‘.... N RARRRRARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

16.60 16. 80 17. 00 17.20

5000 m/z 41.10 15.70%
57 220
41
oL 2 81 105119 14° 161177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77553: Butylated Hydroxytoluene R R RRERN RS R
2 16. 60 16. 80 17. OO 17. 20

m/z 206.30 15.30%

|

16. 60 16. 80 17. OO 17. 20

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092620\
Data File : VU040319.D

Acq On = 25 Sep 2020 22:53

Operator : SY/MD

Sample - L4139-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA .M
Quant Title : 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 4.03 0.6 ug/L 11323500 1 6.26 94448000 5.0
Benzene, propyl- 10.90 10.4 ug/L 3960860 3 11.81 1900420 5.0
Benzene, 1l-chloro... 10.99 6.5 ug/L 2488140 3 11.81 1900420 5.0
Benzene, 1,2,3-tr... 11.09 3.4 ug/L 1284090 3 11.81 1900420 5.0
Benzene, l-ethyl-_.. 11.29 7.7 ug/L 2919730 3 11.81 1900420 5.0
Benzene, 1,2,4-tr... 11.46 14.7 ug/L 5594160 3 11.81 1900420 5.0
unknown-01 11.89 10.9 ug/L 4124420 3 11.81 1900420 5.0
Benzene, 2-propenyl- 12.09 11.7 ug/L 4451100 3 11.81 1900420 5.0
Cyclohexanone, 3,... 12.47 4.3 ug/L 1628210 3 11.81 1900420 5.0
3-Octanol, 3,6-di... 12.85 9.2 ug/L 3485670 3 11.81 1900420 5.0
1-Phenyl-1-butene 13.44 3.1 ug/L 1196810 3 11.81 1900420 5.0
Butylated Hydroxy... 16.87 3.1 ug/L 1185030 3 11.81 1900420 5.0
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