LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 50 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\82U092421W.M

Title : SW846 8260

Signal : TIC: VU@44875.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 2.630 379 401 433 rBV 2495676 4613509 1.77% 0.419%
2 5.781 1366 1381 1396 rBV 11406224 22405462 8.58% 2.034%
3 8.022 2051 2078 2109 rVB3 66124897 260992038 100.00% 23.694%
4 9.588 2548 2565 2587 rBV2 45002694 82633963 31.66% 7.502%
5 9.736 2587 2611 2633 rVB3 72017354 224530829 86.03% 20.384%

6 10.128 2712 2733 2759 rVB3 62792658 139995017 53.64% 12.709%
7 10.491 2828 2846 2864 rBV 2692107 4150726 1.59% ©.377%
8 10.912 2959 2977 2992 rVB 6989954 10775331 4.13% 0.978%
9 11.012 2992 3008 3025 rVV2 36357754 85650089 32.82% 7.776%
10 11.099 3025 3035 3059 rVB 18873948 28354749 10.86% 2.574%

11 11.301 3082 3098 3121 rBV 17168993 26784098 10.26% 2.432%
12 11.488 3127 3156 3168 rBV2 53072987 96288044 36.89% 8.741%
13 11.903 3271 3285 3297 rBV 17956606 27972376 10.72%  2.539%
14 12.102 3329 3347 3354 rBV 9930584 16364167 6.27% 1.486%

15 12.195 3365 3376 3393 rVB3 4999054 8939280 3.43% 0.812%
16 12.472 3449 3462 3467 rBV 2984499 4767836 1.83% 0.433%
17 12.501 3467 3471 3482 rVB 2593218 3488576 1.34% 0.317%
18 12.578 3482 3495 3503 rBV 4827484 7198660 2.76%  0.654%
19 12.977 3601 3619 3627 rBV 3224516 4861222 1.86% 0.441%
20 13.031 3627 3636 3650 rVB 4772977 7167522 2.75% 0.651%
21 13.298 3708 3719 3730 rVB 1909540 2925670 1.12% 0.266%
22 13.459 3758 3769 3783 rVB3 4201947 7215085 2.76%  0.655%
23 14.092 3951 3966 3982 rBV 8783768 13918924 5.33% 1.264%
24 15.227 4301 4319 4333 rBV 3896700 6109827 2.34%  0.555%
25 15.414 4364 4377 4389 rBV 2197771 3405227 1.30%  0.309%

Sum of corrected areas: 1101508227
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@092521\

: VUe44875.D

: 26 Sep 2021 07:02
: SY/MD

: M3888-11

: 5.0mL/MSVOA_U/WATER
. 50

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzene, 1-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.012 153.10 ug/l 85650100 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Mesitylene 120 CO9H12 000108-67-8 87
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 87
Abundance Scan 3008 (11.012 min): VU044875.D\data.ms (-2992) (-  m/z 105.00 100.00%
105.0
120.0
5000
77.0 91.0 L L
390 630 M I 11.00
Obrrreeprrrrrebirretiee bl ol L myz 120,00 54.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 M
5000 L A :
11.00
120.0 o
77.0 910 m/z 76.95 24.16%
o w0 1P
OH‘\H\‘H\‘\.‘\\\\“HHHWHH‘\‘H‘\i11‘\H\“}\HH‘\l\‘u‘\‘\“uu‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 /\
A
11.00
5000 m/z 91.00 23.96%
120.0
77.0 91.0
27.0 51.0 M ‘ ‘
0HWHWmuu“HH{‘m“Mwul“m“l‘HHH‘WMH“‘HH‘M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #10695: Mesitylene A
105.0 11.00
m/z 78.95 17.11%
120.0
5000
39.0 77.0 91.0 j\
0 L i \(\33?\0 “\\ } | \‘\“

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1-ethyl-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.301 47.88 ug/l 26784100 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 3098 (11.301 min): VU044875.D\data.ms (-3082) (-  m/z 105.00 100.00%

105.0
5000
120.0
77.0 .
390 510 650 |/ 91‘0 11.00 1150
Ottt il bl m/z 120,00 30.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 /\]\
5000 /\
120.0 1100 1150
m/z 77.00 3.71%
39.0 77.0 91.0
O\\‘\2\6\)-\0‘\\\\“\\\\i‘\\\\?%\‘\o\‘\\\‘H‘\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 /\
1100 1150
5000 m/z 91.00 13.02%
120.0
79.0
39‘0 65.0 ‘ 92.0
o U BN MMSHMO | BN i | B M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 /\
Abundance #10695: Mesitylene
105.0 1100 1150
m/z 78.95 10.53%
120.0
5000
39.0 77.0 91.0 j\
0 26r0 L i \\63?\0 ‘\\ } 1] ‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 ll 00 ll 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.903 50.00 ug/l 27972400 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 3285 (11.903 min): VU044875.D\data.ms (-3271) (-  m/z 105.00 100.00%
105.0
5000 120.0
LA
39.0 63.0 77"0 91.0 12.00
Obertrrreprereermprree il e il myz 119,95 42.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0 : /\ —
12.00
770 m/z 76.95 14.25%
51.0 7 91.0
O \\‘\\\\‘\2\\7\.‘0\\\\"\\\\“}‘\\M\‘\‘H‘\H‘H‘\\\\“HH‘\Ml\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
12 00
m/z 90.95 10.91%
5000 120.0
39.0 77.0 91.0
L N NPT Y MO O
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0 12.00
m/z 119.00 9.78%
5000
1200
77.0 91.0
2o | 10 | ]
0 H‘mwm_m,HH{HH‘mH_m_H“HH‘HH‘HHWHM
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.102  29.25 ug/l 16364200 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Deltacyclene 118 C9H1e0 007785-10-6 52
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 50
Abundance Scan 3347 (12.102 min): VU044875.D\data.ms (-3329) (-  m/z 116.95 100.00%
11v.0
5000
91.0 L oy
39.0 63.0 ‘ ‘ 134.0 12.00 12.50
) S W R 1 m“ A m/z 118.880  55.55%
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 L —
12.00 12.50
39.0 580 910 m/z 115.00  33.48%
miz--> 20 40 60 100 120 140
Abundance #10197:Benzene,cydopropyh
117.0
12.00 12.50
m/z 91.00 19.37%
5000 91.0
51.0
R Y L S
mfz--> 20 40 80 100 120 140
Abundance #10192.Benzene,2¢wopenyh
117.0 12.00 12.50
m/z 119.00 15.61%
5000 91.0
39.0 65.0 A
0 “‘ M \“ ull L | (Ll ‘/\/‘\ e R

m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.472 8.52 ug/l 4767840  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
5 p-Cymene 134 C10H14 000099-87-6 94

Abundance Scan 3462 (12.472 min): VU044875.D\data.ms (-3449) (-  m/z 119.00 100.00%
119.0
5000
133.9
91.0
39.0 650 ‘ | | 12.50
Ol L myz 133,95 30.90%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T j\\ T T T /\\
134.0 12.50
910 m/z 90.95 18.67%
15.0 39.0 65.0 ‘- ‘
O\\\‘\‘\‘\\\““\\“”\‘H‘\\\‘H‘\\\\‘u‘\\m‘l\\\”\‘\
miz-> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50
5000 m/z 104.95 14.18%
91.0 134.0
39.0 65.0 ‘
ob 280 0w Al bl L
miz--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene ‘ ‘A}Ar
119.0 12.50
m/z 76.95 10.92%
5000
134.0
39.0 9L.0
15.0 : 65.0
Y S N S Y PG SR S
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.578 12.87 ug/l 7198660 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3495 (12.578 min): VU044875.D\data.ms (-3482) (- m/z 119.00 100.00%

119.0
5000
134.0 /\
910 T ‘ T T T ‘
300 650 Ll 12.50
0 bt el Wb m/z 134,00 27.85%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
T /\/\ M
5000 NI\ i A ‘
134.0 12.50
910 m/z 90.95 17.40%
150 390 65.0 ‘ |
O\\\‘\ T \‘\ T \““\ \“”\ ‘H‘\ T \‘H‘ T “1‘\ \‘M ——h T
miz--> 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
12.50
5000 ITI/Z 120.00 9.85%
91.0 134.0
39.0 65.0 ‘
X o1 A N
miz--> 20 40 60 80 100 120 140
Abundance #16997: 0o-Cymene
119.0 12.50
m/z 76.95 9.64%
5000
134.0
91.0
41.0 65.0 ‘ ‘
0b— \\‘\M\\w\\\ WMJ\\JW\\wu ﬁw\\Wl\\\u‘
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.977 8.69 ug/l 4861220 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
5 o-Cymene 134 C1eH14 000527-84-4 95

Abundance Scan 3619 (12.977 min): VU044875.D\data.ms (-3601) (-  m/z 119.00 100.00%
119.0

5000
91.0
39.0 65.0 135.0 13.00
bbbt e W TIE msz 134,00 45.69%
m/z--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 90.95 17.22%
91.0
150 390 650 | 135.0
0 \\‘\" \‘\ T \“‘\ \“i‘\ “‘\‘\ T \‘H’ T T ‘W\ \‘M il \‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
=
13.00
5000 ITI/Z 119.95 9.89%
37'0 65.0 91"0 135.0
o) S VN SN W PR P “;‘l R
miz--> 20 40 60 80 100 120 140 J\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- - ‘
119.0 13.00
m/z 76.95 9.27%
5000
91.0
39.0 65.0 135.0
0 \1\5\'0,\‘\ ; \“‘\ At \‘“, e \‘M vl
m/z--> 20 40 60 80 100 120 140 13.00

82U092421W.M Tue Sep 28 17:08:32 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.031 12.81 ug/l 7167520 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3636 (13.031 min): VU044875.D\data.ms (-3627) (-  m/z 119.00 100.00%
119.0

5000
91.0
39.0 65.0 135.0 13.00
OF el b WL TR myz 134,00 43.55%
m/z--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
910 m/z 91.00 17.11%
150 390 650 " 135.0
0 \\‘\.‘ \‘\ T \“‘\ \“i‘\ “i‘\ T \‘H‘ T T ‘W\ \‘M i \‘\ T
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
IR [
13.00
5000 ITI/Z 120.00 9.68%
91.0
410 g3 | ‘ | 135.0
o} ARSI VNS U il RS NS VESSRY SN IR
m/z--> 20 40 60 80 100 120 140 pﬂp
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- s s
119.0 13.00
m/z 77.00 9.48%
5000
91.0
39.0 65.0 135.0
0 }SQ\H\\w\\u\ﬁﬁ\\W‘H\\‘W\\WW\\%\‘\H\
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 2,4-Dimethylstyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.459 12.90 ug/l 7215090 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C10H12 002234-20-0 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 91
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 70
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 70

Abundance Scan 3769 (13.459 min): VU044875.D\data.ms (-3758) (-  m/z 117.00 100.00%

11y7.0
5000
91.0 A SR
51.0 50 13.50
Y SN RN 1 L R voA621 /7 119.00  51.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16113: 2,4-Dimethylstyrene
11y.0
5000
91.0 13.50
39.0 o
63.0 m/z 132.00  34.66%
90 L |
O\\\‘\\\\\ \\H}M‘\\‘}\‘m\‘\\‘\‘U‘\“\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
Ja
13.50
5000 ITI/Z 115.00 29.80%
91.0
27 o  5to ‘
P N ol O .. ANOTE I R
miz--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 13.50
m/z 91.00 21.77%
5000
39‘.0 650 9LO M
O‘H‘w“‘u‘u“‘1““‘1“”‘”‘”_” 50 e
m/z--> 20 40 60 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02

Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.227 10.92 ug/l 6109830 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 90
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 72

Abundance Scan 4319 (15.227 min): VU044875.D\data.ms (-4301) (-
142.0

m/z 142.00 100.00%

/k

5000
115.0
390 63‘1.0 89.0 Ul 1600 15.00 15.50
L m/z 140.95 86.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
115.0 15.00 15.50
m/z 115.00  33.89%
390 630 89.0 Il
O‘\\\\“\\H\\““\‘\“\H\‘\‘\‘\\‘\\\‘}‘\\\\i\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0
—T .
15.00 15.50
m/z 143.00  11.25%
5000 115.0
00 P30, 890 I
1 1l | N L il I
N I e B o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22141: Benzocycloheptatriene —— T
141.0 15.00 15.50
115.0 m/z 139.00 10.93%
5000
63.0 89.0
o_m‘”H‘M‘:“M”mwu‘uwuH“lmm“”w””_ — U
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92521\
Data File : VU@44875.D

Acqg On : 26 Sep 2021 07:02
Operator : SY/MD

Sample : M3888-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 11.012 153.1 ug/l 85650100 4 11.819 27972400 50.0
Benzene, 1l-ethy... 11.301 47.9 ug/l 26784100 4 11.819 27972400 50.0
Benzene, 1,2,3-... 11.903 50.0 ug/l 27972400 4 11.819 27972400 50.0
Indane 12.102 29.3 ug/l 16364200 4 11.819 27972400 50.0
Benzene, 2-ethy... 12.472 8.5 ug/l 4767840 4 11.819 27972400 50.0
Benzene, 2-ethy... 12.578 12.9 wug/l 7198660 4 11.819 27972400 50.0
Benzene, 1,2,3,... 12.977 8.7 wug/l 4861220 4 11.819 27972400 50.0
Benzene, 1,2,3,... 13.031 12.8 wug/l 7167520 4 11.819 27972400 50.0
2,4-Dimethylsty... 13.459 12.9 ug/l 7215090 4 11.819 27972400 50.0
Naphthalene, 2-... 15.227 10.9 ug/l 6109830 4 11.819 27972400 50.0
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