LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 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\SOMUTR092920WMA .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 3.112 516 551 594 rBV4 67738288 189679024 78.62% 28.424%
2 3.404 614 642 684 rBV3 80263735 241263938 100.00% 36.154%
3 4.324 909 928 949 rBY 3860184 11002112 4 _.56% 1.649%
4 4.465 957 972 985 rBVY 1954502 5158019 2.14% 0.773%
5 4_.578 985 1007 1023 rVB3 59684837 161309112 66.86% 24.173%

5.407 1249 1265 1281 rVB2 3842265 8602420 3.57% 1.289%
10.902 2957 2974 2989 rBV 3213805 4786404 1.98% 0.717%
10.996 2989 3003 3009 rBVY 6667794 11187412 4.64% 1.676%
11.086 3021 3031 3056 rVB 4710082 7070632 2.93% 1.060%
11.465 3136 3149 3165 rVB 7313619 11087344 4.60% 1.661%

=
QO ~NO®

11 12.182 3361 3372 3396 rVB3 2007952 3763116 1.56% 0.564%
12 12.565 3479 3491 3500 rBV 1962920 2950964 1.22% 0.442%
13 13.018 3623 3632 3646 rVB 2009558 2995984 1.24% 0.449%
14 13.442 3754 3764 3789 rVB4 1456848 2661270 1.10% 0.399%
15 13.828 3872 3884 3902 rVB2 2297818 3799300 1.57% 0.569%

Sum of corrected areas: 667317051
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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\VU100120\
vu040438.D

01 Oct 2020 22:37

SY/MD

L4240-08

25.0mL/MSVOA U/WATER

30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR092920WMA.M

Quant Title

TIC Library

- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+08

8e+07

6e+07

4e+07

2e+07

TIC: VU040438.D

3.40
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4.3
432,

0=
Time-->

L
4.00

Tl
4.50
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1e+08

8e+07

6e+07

4e+07

2e+07

TIC: VU040438.D

1%#%?9
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i

12.:

I\

Ot—
Time-->

T
9.50

T
10.00

R
10.50

I
11.00

L
11.50

R
12.00

Abundance
1e+08

8e+07

6e+07

4e+07

2e+07

TIC: VU040438.D
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A A
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

3.11 110.25 ug/L 189679000 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 49
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 38
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 38
4 3-Penten-2-ol 86 C5H100 001569-50-2 37
5 3-Penten-2-o0l 86 C5H100 001569-50-2 37

Abundance Scan 550 (3.108 min): VU040438.D (-516) (-) m/z 42.10 100.00%
v 7
5000 57
3 53 | 86 280 300 320 340
49 6367 ||, 7781
Ofrrrrrrrprerrprrrrrrrrprer T 'll""i"!'I|'|"'I""I"':I'I"I""I""I"I"'I""I"' m/z 43.05 100.00%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl- /’\ /\
43
5000 ISR SRR SN AR
27 71 2.80 3.00 3.20 3.40
39 m/z 41.10 99 .99%
0

15
2 | ‘31 s 6367“ 86
R L Ly O L a ey Ly LA LA LIRS L oS RELey L et s e )
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

2.80 3.00 3.20 3.40

5000 m/z 71.20 95.39%
71
39
21 55 86
0 15 51 6367
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl- e A R ammy
43 2.80 3.00 3.20 3.40
m/z 39.10 61.75%
5000
71
39
2 5 s Il s 8
o) RSt S0 | R Y S| S A SNSRI GRS A G-
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.40 140.23 ug/L 241264000 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 53
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 53
3 1-Butanol. 2-methvl- 88 C5H120 000137-32-6 43
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 42
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 38

Abundance Scan 641 (3.401 min)é VU040438.D (-614) (-) m/z 56.15 100.00%
4.1
‘ 71 o VAN S A
5 300 320 340 3.60 3.80
0 ...,....,....,...:Il:..ﬁ:': !,.?“?.',J..??,..'J.,....,...., m/z 57.15  99.99%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1478: 1-Pentene, 2-methyl-
41 56
5000 27 69 -th RS RN LSS B
84 300 3.0 340 3.60 3.80
15 m/z 41.10 99.95%
0 "'I"h'l"lll""l't' ?ﬁja"I§?'“I"??I""I""I""I
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43 56
300 320 340 3.60 3.80
5000 m/z_ 43.10 91.96%
71
29
0 37 50 | 63 77 8 100
LA UL FU LIS S UL S UL SURL IR S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2117: 1-Butanol, 2-methyl- e
41 57 3.00 3.20 3.40 3.60 3.80
29 m/z 39.10 72.10%
5000 70 )/\ )//\
o 15 \\‘50‘“ 87 A
m/z--> 10 20 3'0 40 50 60 7'0 80 9 100 300 3.0 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

4.32 6.39 ug/L 11002100 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 90
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64

Abundance Scan 927 (4.321 min): VU040438.D (-909) (-) m/z 57.10 100.00%
57
43
5000 85

4.00 4.20 4.40 4.60

51 69
0...,....,....,....,..??',-:...,.-.'.:,‘.3?..-,..??,...-.,....1?9..., m/z 43.10 61.99%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85 LI L L L L L LB L L |

4.00 4.20 4.40 4.60

29 m/z 41.10 46.91%
0 37, 51 | 6369 77 | 100
s B e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
43 E L R By A S
4.00 4.20 4.40 4.60
5000 m/z 85.15 42 .52%
29 85
o2 37 51 6369 77 100
B AL L e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3986: Pentane, 2,2-dimethyl- R R REEEETES T
57 4.00 4.20 4.40 4.60
43 m/z 56.10 42 .50%
5000
29 85
0 1 15 L 37| 51/ 6369 77 100
i LA B e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M

Quant Title

- TRACE VOA SOMO1.0

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 (DEL) Alkane: Straight-Chai...

Concentration Rank 8

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

4._.47 3.00 ug/L 5158020 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 72
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 973 (4.469 min): VU040438.D (-957) (-) m/z 43.10 100.00%
43 57
5000
85
420 4.40 4.60 4.80
69
o...,....,....,..??Ll:..??...-,‘??..',...7?,..|..,....1?9..., m/z 57.10 80.91%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000 IR AR RN RS L
420 4.40 4.60 4.80
27 85 m/z 41.10 52 .55%
0 15 M\ 37, 51 || 69 77 100
miz--> 0 2 30 40 50 60 70 8 90 100
Abundance
43
57
420 4.40 4.60 4.80
5000 m/z 56.10 44 .71%
0 15 37 51 63 69 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3976: Hexane, 2-methyl-
43 420 4.40 4.60 4.80
m/z 42.10 26.61%
5000 P
57
29 ‘
0 15 || 37 51 || 63 71 77 | 100
m/z--> 0 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 (DEL) Alkane: Cyclic4.58 Concentration Rank 3

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

4.58 93.76 ug/L 161309000 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 60
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 55
3 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 49
4 Cvclopropane. l1-ethvl-1-methvl- 84 C6H12 053778-43-1 46
5 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 43

Abundance Scan 1008 (4.581 min): VU040438.D (-985) (-) m/z 41.10 100.00%

41 56 69
5000
84

o PP W
38|45 597,

420 440 460 480 500
6265||| 747781 | 87
w”“”q””””““qmquh!mpuqh”.npuwﬂquuw““”L”M“““. m/z 56.10 99.81%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69

o

4.20 4.40 4.60 4.80 5.00
28 84 m/z 69.15 85.93%
15 | 3 [1]] 50 \3\‘ | 65\\ " ‘
Ot e e e T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
41
69 R o e
55 4.20 4.40 4.60 4.80 5.00
5000 84 m/z 39.10 61.21%
27
o 24 3033 38 44 4801 6265, | 7477 81
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1473: 2-Pentene, 3-methyl-
41 69 4.20 4.40 4.60 4.80 5.00

m/z 55.10 57 .94%

5000 55 84
27
15 24|30 3$ 45 Ol || 6265 | 7781

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.20 4.40 4.60 4.80 500

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.16 ug/L 4786400 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 94
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Benzene. propvl- 120 C9H12 000103-65-1 86
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2973 (10.899 min): VU040438.D (-2957) (-) m/z 91.10 100.00%
o
5000
65 120 "|""|“"4\{\'|""|
39 105 10.60 10.80 11.00 11.20
0 R Y BN .,....!....,....,....,.???,.... e 2828 Tnzz 120.20  21.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91
5000 RN "|""|'4\'
10.60 10.80 11.00 11.20
65 120 m/z 65.10 11.80%
39 | 105
o A ) N v
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 10.70%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
9 10.60 10.80 11.00 11.20
m/z 78.10 6.76%
5000
120
R 65 | 105
miz> 20 40 60 80 100 150 140 180 180 200 230 240 280 20 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Benzene, l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.00 5.05 ug/L 11187400 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. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3004 (10.999 min): VU040438.D (-2989) (-) m/z 105.15 100.00%
105
5000
120
77 91 1080 1100 1190 1140
39 51 65 10.60 10.80 11.00 11.20 11.40
Ok ooy el B4 b 98 L LB Tnjz 120.20  30.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
o1 m/z 91.10 13.15%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
“"w"£\A“|'“'|“
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.05 13.11%
120
15 2 3 51 g6 o9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 10.60 10.80 11.00 11.20 11.40
m/z 79.10 8.84%
5000
120
39 77 91
o 2 T Slse® Y e | e8| 13 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 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\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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, 1,2,3-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.09 3.19 ug/L 7070630 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 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

Abundance Scan 3032 (11.089 min): VU040438.D (-3021) (-) m/z 105.20 100.00%
105
5000 120
77 DA O AL BN
39 51 65 10.80 11.00 11.20 11.40
Ober e B et 84 98 Ll WAL 0150 20 47.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
27 m/z 77.10 14 .23%
ol 15 27 3 51s965 Tgg 9 oeg a1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.15 12.12%
27 39 51 595 791
S R R R RS RS RS RS RARAR ALY RAAR RS LARRE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9400: Mesitylene R REREA R amam e
105 10.80 11.00 11.20 11.40
120 m/z 91.10 11.32%
5000
39
27 51 7
S I N VBN " S Y Y S WV NS W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.47 5.00 ug/L 11087300 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 95
3 Benzene. 1-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3151 (11.471 min): VU040438.D (-3136) (-) m/z 105.15 100.00%
105
5000 120
39 51 65 o1 11.20 11.40 11.60 11.80
Ok o el 84 9B L LB Tn777120.20  44.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

11.20 11.40 11.60 11.80
m/z 77.10  13.45%

7 91
15 27 39 51 5965 g3 O og | 111

o e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.15 11.78%
27 39 51 5965 7 91
O T T e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 11.20 11.40 11.60 11.80
m/z 91.10 11.11%
5000
77 o1 120
39 51 65
NN U A O - N PO R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.56 1.33 ug/L 2950960 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 p-Cvmene 134 C10H14 000099-87-6 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3490 (12.561 min): VU040438.D (-3479) (- m/z 119.20 100.00%
119
5000
o1 134
39 51 65 (7 105 12.20 12.40 12.60 12.80
0 ...,....,....,....',-....,'.~...,.-.'..,...'.--,?‘.“..,'..?ﬁ.'.-'..,..'.':I..1.27,..-..,... m/z 134.15 27.54%
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
5000
134 12.20 12.40 12.60 12.80
o1 m/z 91.10 18.64%
39 51 65 1 105
o ...,.%.5.,..2.?,....‘,‘....i‘.‘..sﬁ.‘.‘..,...‘l,....‘,a..9.8,.‘l‘..,..‘a‘.l..l.zz..‘..,...
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 120.20 10.16%
o1 134
o 27 344 515865 77 103 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14810: o-Cymene
119 12.20 12.40 12.60 12.80
m/z 77.05 10.11%
5000
15 27 39 o5 77 & i
0 '“l'J"v"hl"'J”“"?%'?ﬁ'“"|"”‘|§4'|""39§'|'”J'L%%§|'““|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.02 1.35 ug/L 2995980 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
Abundance Scan 3633 (13.021 min): VU040438.D (-3623) (-) m/z 119.20 100.00%
119
5000 134
91
39 51 65 /f | 10317, 148 12.80 13.00 13.20 13.40
o} A SN NSNS PSBON s~ N N m/z 134.20 42.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-

5000
12.80 13.00 13.20 13.40

m/z 91.10 17.06%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
134 12.80 13.00 13.20 13.40
5000 m/z 120.20 9.66%

39 91
. 27 51 65 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-

12.80 13.00 13.20 13.40
m/z 77.10 9.25%

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040438.D

Aca On : 01 Oct 2020 22:37

Operator : SY/MD

Sample : L4240-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 12 Benzene, (l1-methyl-1-propen... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.44 1.20 ug/L 2661270 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 87
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 74
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 64
Abundance Scan 3763 (13.439 min): VU040438.D (-3754) (-) m/z 119.20 100.00%
119
5000 134
91 DS W NS
39 51 65 /7 207 13.20 13.40 13.60 13.80
0 e B m/z 117.15 68.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117
132
5000 91
13.20 13.40 13.60 13.80
65'ﬁ m/z 134.20 40.07%
‘ ‘ 103 ‘
0 IIIIIIIIIIIH‘\IIHII ||“N||‘l‘||l‘|‘|||||||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 132 m/z 91.10 25.43%
91
27 39 51 65 77 105
O T T T o o e L e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
117 13.20 13.40 13.60 13.80
m/z 115.20 24 .96%
132
5000 91
52 D 6f T 1 103
0 ...|.‘...‘|..“l‘.|‘....Hl..‘..|....‘lul“.‘.luuuuluuuul....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100120\
Data File : VU040438.D

Acq On : 01 Oct 2020 22:37

Operator : SY/MD

Sample - L4240-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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]
(DEL) Alkane: Str... 3.11 110.3 ug/L 189679000 1 6.26 8602420 5.0
(DEL) Alkane: Str... 3.40 140.2 ug/L 241264000 1 6.26 8602420 5.0
(DEL) Alkane: Str... 4.32 6.4 ug/L 11002100 1 6.26 8602420 5.0
(DEL) Alkane: Str... 4.47 3.0 ug/L 5158020 1 6.26 8602420 5.0
(DEL) Alkane: Cyc... 4.58 93.8 ug/L 161309000 1 6.26 8602420 5.0
Benzene, propyl- 10.90 2.2 ug/L 4786400 3 11.81 11087300 5.0
Benzene, l-ethyl-_... 11.00 5.0 ug/L 11187400 3 11.81 11087300 5.0
Benzene, 1,2,3-tr... 11.09 3.2 ug/L 7070630 3 11.81 11087300 5.0
Mesitylene 11.47 5.0 ug/L 11087300 3 11.81 11087300 5.0
Benzene, 4-ethyl-_.. 12.56 1.3 ug/L 2950960 3 11.81 11087300 5.0
Benzene, 1,2,3,4-_... 13.02 1.4 ug/L 2995980 3 11.81 11087300 5.0
Benzene, (1-methy... 13.44 1.2 ug/L 2661270 3 11.81 11087300 5.0
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