LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTRO11321WMA.M
Title : TRACE VOA SOM@1.0

Signal : TIC: VU@42013.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.581 67 75 85 rvB 161929 194928 2.65% 0.468%
2 1.671 91 103 115 rVB2 63769 105699 1.44% 0.254%
3 2.015 200 210 221 rVB2 59451 82191 1.12% 0.197%
4 2.671 404 414 433 rVB 105683 175892 2.39% 0.422%
5 5.176 1177 1193 1208 rBV2 88426 202662 2.75% 0.486%
6 5.848 1382 1402 1427 rVB3 158986 371367 5.04% 0.891%
7 6.350 1543 1558 1573 rVB 111474 203070 2.76% 0.487%
8 6.629 1628 1645 1662 rBV 2706127 4857601 65.98% 11.661%
9 6.787 1680 1694 1715 rBV4 135888 411488 5.59% 0.988%
10 7.948 2038 2055 2074 rBV 133696 233886 3.18% 0.561%
11 8.677 2268 2282 2295 rBV 201308 388011 5.27% 0.931%
12 8.745 2295 2303 2317 rW 35820 83976 1.14% 0.202%
13 9.439 2508 2519 2530 rBvV 121065 204228 2.77% 0.490%
14 10.764 2916 2931 2951 rBV2 64422 118162 1.60% 0.284%
15 11.816 3247 3258 3272 rVB 86095 149465 2.03% 0.359%
16 11.896 3272 3283 3295 rBV2 54494 91604 1.24% 0.220%
17 12.124 3350 3354 3363 rVB 74210 100636 1.37% 0.242%
18 12.189 3363 3374 3392 rVB5 272013 521822 7.09% 1.253%
19 12.375 3421 3432 3445 rVB 109037 170630 2.32% 0.410%
20 12.462 3445 3459 3463 rBV 365286 545641 7.41%  1.310%

21 12.494 3464 3469 3480 rVB 477266 678871  9.22%
22 12.568 3480 3492 3503 rBV 1167619 1777760 24.15%
23 12.693 3515 3531 3548 rBV4 175095 436380 5.93%
24 12.873 3574 3587 3601 rBV 769994 1230293 16.71%
25 12.967 3601 3616 3624 rBV 1983247 3034097 41.21%
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26 13.021 3624 3633 3647 rVB 3411718 5176486 70.31% 12.
27 13.099 3647 3657 3661 rBV2 84574 126186 1.71%
28 13.131 3662 3667 3671 rWV 94994 125993 1.71%
29 13.160 3672 3676 3684 rVB 113228 142563 1.94%
30 13.285 3699 3715 3726 rBV 833324 1373675 18.66%

WoOoOoOOoON
w
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R

31 13.343 3726 3733 3741 rVB2 72161 98099 1.33% 0.235%
32 13.401 3741 3751 3754 rBV3 207693 329988 4.48% 0.792%
33 13.443 3754 3764 3779 rVB4 2948705 5201028 70.65% 12.485%
34 13.552 3791 3798 3810 rVB 230136 334350 4.54% 0.803%
35 13.619 3810 3819 3829 rVvB2 151152 247052  3.36% ©.593%

36 13.719 3842 38560 3861 rBv2 88575 147034 2.00% ©.353%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTRO11321WMA.M
Title : TRACE VOA SOMe@1.9

37 13.825 3872 3883 3888 rBvV2 554903 910497 12.37%  2.186%
38 13.954 3911 3923 3942 rVB 321196 528989 7.19% 1.270%
39 14.076 3945 3961 3971 rBV 4620507 7362173 100.00% 17.673%

40 14.172 3984 3991 4009 rVB5 38577 91117 1.24% 0.219%
41 14.285 4010 4026 4035 rBv4 116272 226071 3.07% ©.543%
42 14.436 4064 4073 4079 rBV 181832 256172 3.48% 0.615%
43 14.475 4079 4085 4102 rVB 134536 207567 2.82% 0.498%
44 14.658 4132 4142 4154 rVB2 87285 168711 2.29%  ©0.405%
45 14.796 4174 4185 4197 rBV 218955 346020 4.70% ©.831%
46 14.864 4198 4206 4214 rVB 54980 82916 1.13% 0.199%
47 15.208 4300 4313 4325 rBV 755349 1161219 15.77%  2.788%

48 15.394 4359 4371 4392 rVB2 384301 643598  8.74%  1.545%

Sum of corrected areas: 41657864
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe011321\

: VUe42013.D

: 14 Jan 2021 04:40

: SY/MD

. M1129-01

: 25.0mL/MSVOA_U/WATER
. 43

Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: VU042013.D\data.ms

1.584,1 2.671

2.015 5.176

5.848

6.629

6.350

o

Time-->

U LS L L L LA L L L L L L I L L L L L L L L B B
1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance

4000000

3000000

2000000

1000000

TIC: VU042013.D\data.ms

9.439 10.764

(R
Time-->

— P — —
9.00 9.50 10.00 10.50

T
11.

00 11.50

121

1118180 2.12¢
—P—=
12.00

Abundance

4000000

3000000

2000000

1000000

TIC: VU042013.D\data.ms
.076

13.021
13.443

12.9

13.285 15.208

15.394

A

13.825

15.50 16.00

3.95.
YT 1 ez ST
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘

15.00

13.00 13.50 14.00 14.50

16.50 17.00

17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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, 1,2,4-trimethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.896 3.06 ug/L 91604 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3283 (11.896 min): VU042013.D\data.ms (-3272) (- | m/z 105.10 100.00%
105.1
5000 120.2 /\ M
S A L
390 630 [T % 11.50 12.00
\\’\H\’\H\’HH"‘\\H"M‘H\‘\‘\‘H‘\\H‘“\H\‘\\H‘\‘\‘\‘\‘H‘\‘\“‘HH‘ m/Z 120.20 44.5500
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0 /\ i T T
11.50 12.00
m/z 77.10 13.27%
28.0 51.0 77.0 91.0
\\?‘\4‘\’.\0\’ T \“\’HH"‘\ T H"“\‘\ T \‘Gﬁr\(\)‘\\\‘l“\\\\“\ T \‘\H 1 \‘H‘\‘\“‘\ T \‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 A
IANROVAVA R
120.0 11.50 12.00
5000 m/z 91.10 12.14%
77.0
150 39.0 63.0 91.0
R A AR AaasasEaEaEaEcE Ee e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9421: Benzene, 1,2,4-trimethyl- — ; A\‘ ‘ ‘
105.0 11.50 12.00
m/z 119.20 11.20%
120.0
5000
77.0 91.0
150 380510640 | "7 )
R o Ao amana = b
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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-methyl-3-propyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.124 3.37 ug/L 100636 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 91
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 91
4 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 91
5 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 90

Abundance Scan 3354 (12.124 min): VU042013.D\data.ms (-3350) (- | m/z 105.15 100.00%
105.2
5000
134.2
— —
51.0 771 | ‘ 12.00 12.50
el Al L m/z 134,20 29.09%
miz-> 20 40 60 80 100 120 140
Abundance #14853: Benzene, 1-methyl-3-propyl-
105.0
5000 ‘ ‘A/\ S
12.00 12.50
134.0 m/z 106.15  11.94%
77.0
T \1\5\.()‘ T ‘\ \:3\9“"0\ \‘\ \6‘2.\0\ T \H‘ T \H T “\‘\ T \“ T \‘\ ‘ T
miz-> 20 40 60 80 100 120 140
Abundance
105.0 A ﬁ«
—— H
12.00 12.50
5000 m/z 77.10 11.05%
134.0
27.0 77.0
12.0 51.0
L B Am e
miz--> 20 40 60 80 100 120 140
Abundance #14858: Benzene, 1-methyl-3-propyl- ~— 4V&~‘/\ -
105.0 12.00 12.50
m/z 91.10 9.77%
5000
134.0
39.0 77.0
m/z--> 20 40 60 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@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-methyl-4-propyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.375 5.71 ug/L 170630 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 91
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
4 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 91
5 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 91
Abundance Scan 3432 (12.375 min): VU042013.D\data.ms (-3421) (-~ | m/z 105.15 100.00%
105.2
134.2 —h H
77.1
511 “ | | 12.00 12.50
O e e el el m/z 134.20  21.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0
5000 T /\\/\\ T T T T /\\ T
12.00 12.50
134.0 m/z 77.10  12.27%
77.0
27.0 | 5170 | ‘\‘ ‘ H | .
H‘H\\‘HH‘\H\‘\H\‘\H\‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0
YISVAT
12.00 12.50
5000 m/z 106.10 9.24%
134.0
77.
15. 300 g0 /70
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A ﬂx
Abundance #14860: Benzene, 1-methyl-4-propyl- — L I\
105.0 12.00 12.50
m/z 91.10 9.11%
5000
134.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 12

R.T. EstConc Area Relative to ISTD R.T.
12.462  18.25 ug/L 545641 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3459 (12.462 min): VU042013.D\data.ms (-3445) (- | m/z 119.20 100.00%
119.2
5000
91.1 L
390 651 ‘ |y 1352 12.50
\‘\\\\‘\\\\"‘\\“i‘\“\“\\\H‘\\\\‘”‘\\‘\H‘\\\”\‘\ m/Z 134.20 30.87%
m/z--> 0 20 40 60 80 100 120 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /«J\ ‘j&
12.50
91.0 m/z 91.10 18.69%
39.0 65.0 ‘ ‘
T \1\5\-0‘ T \"‘\ \“i‘\ “i‘\ T \‘H‘ T “H“\ \Hl T \1:\35‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance
119.0
12.50
5000 m/z 105.20 14 .48%
91.0
150 390 650 135.0
A
m/z--> 0 20 40 60 80 100 120 140
Abundance #14811: o-Cymene T
119.0 12.50
m/z 77.10 10.67%
5000
41.0 910 ‘
. 65.0
m/z--> 0 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@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 p-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.494  22.71 ug/L 678871 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3469 (12.494 min): VU042013.D\data.ms (-3464) (- | m/z 119.20 100.00%
119.2
5000
134.2 an
91.1
390 651 | ‘ 12.50
et b e m/z 1340200 24.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14809: p-Cymene
119.0
5000 MA ‘ A
12.50
910 134.0 m/z 91.10 13.10%
41.0 65.0
H‘H\\‘H\"\O‘H\\“‘H\\“H\\‘\‘\‘\\‘H\M“H\\‘\‘\\\‘\w\\‘H‘\‘\l\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
12.50
5000 m/z 120.20 7.92%
91.0 134.0
39.0 65.0
T e T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AJ\
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- e ~
119.0 12.50
m/z 117.20 7.73%
5000
134.0
91.0
41.0 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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, 2-ethyl-1,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.568 59.47 ug/L 1777760  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3492 (12.568 min): VU042013.D\data.ms (-3480) (- | m/z 119.15 100.00%
119.2
5000
134.2 N
91.0 . -
80 650 | | ol o
O preeprrrrr e e e el m/z 134,200 28.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 ‘/$j\ ‘/\ \
12.50
91.0 134.0 m/z 91.05 16.56%
39.0 65.0 ‘
\\‘J-HS\.\O‘\H‘\‘H\\“‘\\Hi‘\‘\\\’\‘i‘\\‘\H‘“‘\\\\“\H\‘\m\\‘Hw\l\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
12.50
5000 m/z 120.15 10.00%
134.0
91.0
41.0 65.0
T T T T e T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /«J\ /J\
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- e =
119.0 12.50
m/z 77.05 9.41%
5000
91.0 134.0
39.0 65.0 ‘ ‘
H%%RHHWHHM‘HMHwﬂﬁwHJHHNHH‘NmWHHwHHMNHMH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SOMUTRO11321WMA.M Mon Jan 18 ©01:38:27 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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-ethyl-3,5-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.693 14.60 ug/L 436380 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 87
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 81
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 81
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 81
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 76

Abundance Scan 3531 (12.693 min): VU042013.D\data.ms (-3515) (- | m/z 119.15 100.00%
119.2

%

5000 /KJ\
91.0 A

A S
39.0 651 ‘ ‘ | ‘ 148.2 12.50 13.00
bt e Wl P 7 117,15 28.93%

m/z--> 0 20 40 60 80 100 120 140
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T T

12.50 13.00
m/z 134.20 27.57%

91.0
150 0 680

miz--> 0 20 40 60 80 100 120 140
Abundance
119.0
oAl AL
12.50 13.00
5000 m/z 105.10 23.95%
390 50 0
T e e e e
m/z--> 0 20 40 60 80 100 120 140 \
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl- e e
119.0 12.50 13.00
m/z 91.05 23.42%
5000
39.0 650 910 |
| Ll m I !
B L o
m/z--> 0 20 40 60 80 100 120 140 12.50 13.00

SOMUTRO11321WMA.M Mon Jan 18 ©01:38:28 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.873 41.16 ug/L 1230290 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 o-Cymene 134 C1eH14 000527-84-4 95
3 o-Cymene 134 CleH14 000527-84-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 p-Cymene 134 CleH14 000099-87-6 95

Abundance Scan 3587 (12.873 min): VU042013.D\data.ms (-3574) (-~ | m/z 119.15 100.00%
119.2
5000
134.2
91.1
410 651 12.50 13.00
et ol e m/z 134,200 28.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 /ZJ(E ‘/\‘300‘
910 134.0 12.5 13.
: m/z 91.10 18.07%
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
12.50 13.00
5000 m/z 105.15 11.14%
134.0
91.0
15.0 41.0 65.0
T T T e T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: o-Cymene T L
119.0 12.50 13.00
m/z 77.05 10.21%
5000
134.0
91.0
41.0 65.0
L H [T m 1 L H L
P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SOMUTRO11321WMA.M Mon Jan 18 ©01:38:28 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40

Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.967 101.50 ug/L 3034100 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3616 (12.967 min): VU042013.D\data.ms (-3601) (- | m/z 119.15 100.00%
119.2 ﬁ
5000
91.0
39.0  65.0 ‘ | 1352 13.00
b e e WP m/z 134,20 44.20%
miz--> 20 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 AJN ‘/\ T
13.00
m/z 91.05 16.83%
91.0
15.0 3?'\0 | 65\'0 | 1l ! 'T:"O
L il | m i N
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
13.00
5000 m/z 120.20 9.85%
91.0
150 20 650 135.0
e e e
miz--> 20 60 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 133.20 9.25%
5000
39.0 65.0 91.0 1%5_0
\\\‘\M\\M“ WU\‘W\\JW\\L\ MH\\Wl\\\M‘\\ o A o
m/z--> 20 40 60 80 100 120 140 13.00

SOMUTRO11321WMA.M Mon Jan 18 01:38:29 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40

Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 11 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.021 173.17 ug/L 5176490 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3633 (13.021 min): VU042013.D\data.ms (-3624) (- | m/z 119.20 100.00%
119.2
5000
91.1
39.0 65.1 ‘ | 1:?5.2 13.00
e e b WL T nyz 1340200 42.33%
mfz--> 20 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 J\ ‘/\ T T
13.00
91.0 m/z 91.10 16.28%
39.0 65.0
\1\5\.(‘) T \“‘\ \“\‘\ “\“\ T \““ T T “\‘\ \M T \1??‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
13.00
5000 m/z 120.20 9.52%
91.0
150 390 650 135.0
a2 R o
m/z--> 20 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 77.10 8.94%
5000
39.0 65.0 91.0 11?5.0
\H‘\‘\ \ \“‘\ T “1“\ \ \““ \ \‘\ R \M P
m/z--> 20 40 80 100 120 140 13.00

SOMUTRO11321WMA.M Mon Jan 18 01:38:30 2021
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe11321\
: VUe42013.D

: 14 Jan 2021 04:40

: SY/MD

¢ M1129-01

: 25.0mL/MSVOA_U/WATER

: 43  Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M

: TRACE VOA SOM@1.0

¢ C:\DATABASE\NIST11.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 12 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.099 4.22 ug/L 126186 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 72
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 72
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 72
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 72
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 72

Abundance Scan 3657 (13.099 min): VU042013.D\data.ms (-3647) (- | m/z 119.20 100.00%
119.2
5000
91.1 148.2
410 65.0 ‘ m ‘ 13.00 13.50
e e b b L sz o110 26.44%
m/z--> 0 20 40 60 80 100 120 140
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
13.00 13.50
m/z 148.20  25.45%
w0 w0 P
| L ul m il i I
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance
119.0
v iR
13.00 13.50
5000 m/z 105.10 17.03%
91.0
150 390 650
B e o e o
miz--> 0 20 40 60 80 100 120 140
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl- e —
119.0 13.00 13.50
m/z 120.15 14.35%
5000
91.0
390 650
"‘E??‘\‘NM‘W‘ph‘ﬂu‘wu‘wu‘W}wuh,“u
m/z--> 0 20 40 60 80 100 120 140 13.00 13.50

SOMUTRO11321WMA.M Mon Jan 18 01:38:31 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 13 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
13.131 4.21 ug/L 125993 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 94
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 91
3 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 76
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 76
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72

Abundance Scan 3667 (13.131 min): VU042013.D\data.ms (-3662) (- | m/z 133.20 100.00%
138.2
w M
91.1 117.2 T R
4.0 650 |||l 14‘9,2 13.00 13.50
\\\’\\\\“‘\\“\‘\‘m‘\\\”‘\\\‘\“\\\1“‘\\”‘\‘\‘\‘\‘\\ m/Z 119.20 47.18%
miz-> 20 40 60 80 100 120 140
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133.0
5000
oe0 13.00 13.50
105. m/z 148.20  35.56%
77.0 ‘ ‘
39.0
\]-\5\-()’ T H\ T \“‘\ \5\‘5\-0‘ ‘i‘\ T \‘H‘ T \‘\ ‘H T \Mw T \‘\‘\ ‘].\ \‘9\.()\
miz-> 20 40 60 80 100 120 140
Abundance
133.0
A L ANTV
13.00 13.50
5000 ITI/Z 117.20 17 .00%
91.0
117.0
15.0 39.0 65.0 149.0
T T T e e
miz--> 20 40 60 80 100 120 140
Abundance #22806: Benzene, 1,3-diethyl-5-methyl- e =
133.0 13.00 13.50
m/z 91.10 16.30%
5000
91.0
117.0
50 | | a0
SN 10 R R 1 NN M
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SOMUTRO11321WMA.M Mon Jan 18 ©01:38:32 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 14 Benzene, 1-methyl-4-(1-meth... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.160 4.77 ug/L 142563 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 64
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 50
3 p-Toluic acid, 3,5-difluoropheny... 248 C14H10F202 1000292-64-0 47
4 3-Methylbenzoic acid, 2,5-dichlo... 280 C14H10C1202 1000325-71-3 47
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 40

Abundance Scan 3676 (13.160 min): VU042013.D\data.ms (-3672) (- | m/z 119.20 100.00%
119.

D.2
5000
148.2

91.1
410 650 | 13.00 1350
et m/z 120.20  21.27%

m/z--> 20 40 60 80 100 120 140
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000

13.00 13.50
m/z 148.20  19.31%

148.0
“0 o M0
| | n L L
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
119.0
Anp LIV
13.00 13.50
5000 ITI/Z 91.10 12.03%
91.0
150 410 650 135.0
———— 77—
miz--> 20 40 60 80 100 120 140
Abundance #100528: p-Toluic acid, 3,5-difluorophenyl ester
119.0 13.00 13.50
m/z 105.20 8.65%
5000
91.0
0 %0
I R R EE R R RRE L —r
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SOMUTRO11321WMA.M Mon Jan 18 ©01:38:33 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 15 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.285 45.95 ug/L 1373680 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
Abundance Scan 3715 (13.285 min): VU042013.D\data.ms (-3699) (- | m/z 117.15 100.00%
117.2
5000
911 ‘ T T T T T T
51.1 13.00 13.50
S N 1 A ﬁ?ﬁ;zyg‘.z‘ m/z 132.15  36.70%
m/z--> 20 40 60 80 100 120 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 1 7
13.00 1350
390 910 m/z 115.10 4%
o me P o
\\\’\‘\\\"‘\\H‘\“‘U\\\“‘\\‘\\“‘\\\“‘\‘H‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
13.00 1350
5000 m/z 131.20 4%
91.0
270 910 249 133.0
e e e
miz--> 20 40 60 80 100 120 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- Wf
117.0 1300 1350
m/z 91.10 %
5000
39.0 91.0
0 om0 | o
SN N O PR NN R SUSOTPRN | s
m/z--> 20 40 60 80 100 120 140 13.00 13.50

SOMUTRO11321WMA.M Mon Jan 18 01:38:34 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 16 Benzene, 1l-methoxy-2-(1-met... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.343 3.28 ug/L 98099 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methoxy-2-(1-methylet... 148 C10H120 010278-02-1 64
2 1-(2,3-Dimethylphenyl)ethanone 148 C10H120 002142-71-4 60
3 3-Isopropylbenzaldehyde 148 C10H120 034246-57-6 58
4 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 53
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 47
Abundance Scan 3733 (13.343 min): VU042013.D\data.ms (-3726) (- | m/z 105.20 100.00%
105.2
133.2
5000 J\/\
il 13.00 1350
39.0 : :
S N ““‘ il “J‘u Al 2072 7 133,15 58.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22733: Benzene, 1-methoxy-2-(1-methylethenyl)-
105.0 133.0
5000 e —
770 13.00 13.50
390 ' m/Z 119.20 43.33%
‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133.0
105.0 13.00 13.50
5000 m/z 148.25  42.82%
43.0 77.0
A L I L o R Rmmma R
m/z--> 20 40 60 80 100 120 140 160 180 200 kaQ\AAf\A$
Abundance #22651: 3-Isopropylbenzaldehyde I IR /\‘
0 13.00 13.50
m/z 91.10 32.02%
5000 105.0
77.0
L
m/z--> 20 40 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 17 o-Cymene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.401 11.04 ug/L 329988 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 70
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
3 p-Cymene 134 CleH14 000099-87-6 64
4 o-Cymene 134 C10H14 000527-84-4 64
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 64
Abundance Scan 3751 (13.401 min): VU042013.D\data.ms (-3741) (- | m/z 119.20 100.00%
119.2
5000
148.3
91.1
39.0 65.0 ‘ ‘ ‘ 13.00 13.50
\‘\\H‘H\\“‘\\‘\‘\“w‘\\\H‘\\‘\\“H‘\\H"\i‘\‘\‘\\‘\\‘ m/Z 133.20 41.9200
miz--> 0O 20 40 60 80 100 120 140
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 e =
13.00 13.50
910 148.0 m/z 148.25 30.33%
w0 6o | |
I 1 ul 1 n !
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
miz--> 0O 20 40 60 80 100 120 140
Abundance
119.0 AAPU\A
13.00 13.50
5000 m/z 91.10 19.77%
150 39.0 65.0 91.0
T A B e o e o
miz--> 0O 20 40 60 80 100 120 140
Abundance #14807: p-Cymene
119.0 13.00 13.50
m/z 105.10 11.87%
5000
91.0
BT ua N W
b L Ll L L Ly | I
e e e e e — ey
m/z--> 0 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 18 Benzene, 2-butenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.443 173.99 ug/L 5201030 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 60
3 p-Cymene 134 C1leH14 000099-87-6 60
4 o-Cymene 134 C10H14 000527-84-4 60
5 p-Cymene 134 C10H14 000099-87-6 60
Abundance Scan 3764 (13.443 min): VU042013.D\data.ms (-3754) (- | m/z 119.20 100.00%
119.2
5000
91.1
391 650 ‘ ‘ 185.2 13.50
e A el b L EISLL ) 117 00 62.06%
m/z--> 20 40 60 80 100 120 140
Abundance #14042: Benzene, 2-butenyl-
117.0
5000 AA‘ 1
91.0 13.50
39.0 65.0 ko m/z 134.20  39.82%
\1\5\.0‘\”\\““\\““‘\“M‘\\”1“’\\”\“W\\!“\‘“\‘\.‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
119.0
=
13.50
5000 m/z 91.10 23.56%
91.0
15.0 41.0 65.0 135.0
e e e e
miz--> 20 40 60 80 100 120 140
Abundance #14809: p-Cymene
119.0 13.50
m/z 115.15 22.50%
5000
91.0
o 650 10
| | | i m Im Ll |
i B e AL manan ey S
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 19 Benzene, (1,1-dimethylpropyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.552 11.18 ug/L 334350 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 91
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 80
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 78
4 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 72

Abundance Scan 3798 (13.552 min): VU042013.D\data.ms (-3791) (- | m/z 119.20 100.00%
119.2
5000
148.3 T T
91.1
410 651 | 13.50 -
L m/z 148.25 18.64%
miz--> 20 40 60 80 100 120 140
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 fN\VK /\
1350
910 148.0 m/z 91.10 13.04%
e ese oyl
1 Ll
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’
miz--> 20 40 60 80 100 120 140
Abundance
119.0
91.0
13.50
5000 m/z 120.20 10.13%
41.0 148.0
15.0 65.0
B
miz--> 20 40 60 80 100 120 140
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119.0 13.50
m/z 105.10 6.43%
5000
39.0 91.0
H‘_uHhum?ﬁf’mw‘uw,}?&??w S
m/z--> 20 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 20 1H-Indene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.619 8.26 ug/L 247052  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
2 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 92
3 2-Methylindene 130 C1eH1e 002177-47-1 92
4 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 92
5 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 92
Abundance Scan 3819 (13.619 min): VU042013.D\data.ms (-3810) (- | m/z 115.10 100.00%
115.1
5000
51.0 911 29
o ‘ ]M 148.3 1350  14.00
‘\\\\‘\\H‘\H ‘\‘\‘\\‘\\\\h“\ \\’\‘\‘\\‘\\\ m/2139.15 93.7500
m/z--> 20 40 100 120 140 160
Abundance #13092.1H4ndene,l—methl—
130.0
5000 J\\\ — \A"\/\\/\‘ T
13.50 14.00
51.0 m/z 129.15  88.46%
270 | \\ el
L \h L
‘\\\\‘\\ \\\‘\\\\‘\\\\‘\\\’\\\\‘\\\
m/z--> 20 40 80 100 120 140 160
Abundance
129.0
AV NS
13.50 14.00
5000 m/z 128.15 43.91%
64.0
102.0
39.0 83.0
e
miz--> 20 40 60 80 100 120 140 160
Abundance #13084: 2-Methylindene N —
130.0 13.50 14.00
m/z 119.20  41.23%
5000
51.0
cANBN AR Aoaiiill Y S AV N
m/z--> 20 40 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 21 Benzene, pentamethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.719 4.92 ug/L 147034  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 87
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 83
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 81

Abundance Scan 3850 (13.719 min): VU042013.D\data.ms (-3842) (- | m/z 133.20 100.00%
138.2

5000
390 650 911 1151 | 13.50 14.00
‘_m_pr”mw]HM‘“‘wu““1“‘,‘3“““,““" m/z 148.30  23.23%
m/z--> 0 20 40 60 80 100 120 140
Abundance #22771: Benzene, pentamethyl-
133.0
5000 \/\M \/\ L A T

13.50 14.00
m/z 131.15 13.76%

91.0
115.0
T \1\5\-0‘\‘\ \3\9“"9\‘\‘\‘6?.\0\ M T \‘\ T “\‘\ \m" T i‘\‘\ T \‘\‘\ T
miz--> 0 20 40 60 80 100 120 140
Abundance
133.0
N sAA

13.50 14.00
5000 m/z 115.05 12.10%
150 390 o590 L0 g150
B L e e me
m/z--> 0 20 40 60 80 100 120 140
Abundance #22772: Benzene, pentamethyl- —r P
133.0 13.50 14.00

m/z 91.10 11.39%

5000

NI Nl B
| Ll I 1

m/z--> 0 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 22 Benzene, 1-ethyl-2,4,5-trim... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.825 30.46 ug/L 910497 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 94
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 93
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 93
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 93
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
Abundance Scan 3883 (13.825 min): VU042013.D\data.ms (-3872) (- | m/z 133.20 100.00%
138.2
5000 Afﬂ\
91.1 . 400
39.0 65.1 ‘ ‘llﬁZ ‘ 1403 13.50 14.00
0L et Ml 2992 m/z 148,25 27.60%
miz--> 0O 20 40 60 80 100 120 140
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0
5000 M \/\\ I A T A
13.50 14.00
m/z 119.20 19.21%
39.0 770 105.0 ‘
T ‘ \\].\5‘\.(‘)\‘\ T \“.‘\ \‘\‘5\9‘.9\ T \"" T \‘\ T "\‘\ \“\“} T \‘\‘\ ‘ \‘\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance
133.0
e =
13.50 14.00
5000 m/z 91.10 13.62%
150 390 g50 90 4159
B I L e A
miz--> 0 20 40 60 80 100 120 140
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)- e A
138.0 13.50 14.00
m/z 134.20 10.66%
5000
150 39”0 650 91‘-0 1150
I | ul L . Ll | .
B L A r— ‘ ‘
m/z--> 0 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 23 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.954 17.70 ug/L 528989 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 91
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 90
3 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 90
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C1l1H16 134329-46-7 87
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 87
Abundance Scan 3923 (13.954 min): VU042013.D\data.ms (-3911) (- | m/z 133.15 100.00%
133.2
5000
91.0 ‘ 14.00
SRR 4%1 ?5‘0 b 1 ,“‘1‘1“%““‘1‘ 1824 o 14800 27.45%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000 \fk \/\\ I A T A
14.00
m/z 119.20 14.05%
39.0 91.0 ‘
15.0
T ‘\\ \‘\ ‘ \‘\ T \“‘\ \‘\‘\??.\0\ \“‘ T \‘\ T ’ \1\1\:3{.9\ \‘\‘\ ‘ T \‘\ T ‘ 11
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
133.0
A
14.00
5000 m/z 91.05 13.50%
39.0 91.0
15.0 65.0 112.0
e e e e e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
133.0 14.00
m/z 134.20 10.81%
5000 \
39.0 91.0
15.0 65.0
B O S A L300 N SO ha
m/z--> 0 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40

Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 24 Azulene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.076 246.28 ug/L 7362170 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 95
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3961 (14.076 min): VU042013.D\data.ms (-3945) (- | m/z 128.15 100.00%
128.2
5000
T \
ob 38 i T 1492 hyg 157,00 13.16%
miz--> 20 40 60 80 100 120 140
Abundance #11940: Naphthalene
128.0
5000 — :
14.00
020 m/z 129.15 10.84%
5.0 740 192
‘2\8\.0\\“\\“\\“M\\\H““\\\\"‘\\\\‘\“‘\\‘\\\\
m/z--> 20 80 100 120 140
Abundance
128.0
T T
14.00
5000 m/z 102.10 9.08%
o070 Y0 770 1020
L e
m/z--> 20 80 100 120 140
Abundance #11942: Naphthalene —t
128.0 14.00
m/z 51.05 7.26%
5000
510 750 1020
i 1| T |
et e
m/z--> 20 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.172 3.05 ug/L 91117 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 53
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 53
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 53
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 50

Abundance Scan 3991 (14.172 min): VU042013.D\data.ms (-3984) (- | m/z 57.10 100.00%

57.1
5000

85.1 SA%L S
35 ‘ r13-2 163.3 14.00 14.50
’ h R T

3R e Ll ez 71.10 70.30%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0

5000 Tl RS
14.00 14.50
85.0 . .24%
290 m/z 43.10 62.24
89 446 1690 1070
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
= —
14.00 14.50
5000 m/z 41.10 38.46%

29.0 850 1130
NI O Y A
m/z—> 20 40 60 80 100 120 140 160 180 200

Abundance #172311: Sulfurous acid, decyl 2-ethylhexyl ester —— —
57.0 14.00 14.50

m/z 55.05 26.48%

5000
29.0 850 1130
1 141.0

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 26 3,4-Dimethylcumene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.285 7.56 ug/L 226071 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 83
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 80
4 Benzene, 1-(1,1-dimethylethyl)-3... 148 C1l1H16 001075-38-3 64
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 64
Abundance Scan 4026 (14.285 min): VU042013.D\data.ms (-4010) (- | m/z 133.20 100.00%
133.2
w /\JL/\
P ——
610 91‘.1 11ﬁ.2 | ‘ 14.00 14.50
2Ll 1622 s 148 00 23.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000 T T \A T /\\ T T T T
14.00 14.50
105.0 m/z 117.15 17.10%
39.0 77.0 ‘ ‘ ‘
\1\5‘\.(‘)\‘\‘\ \“i‘\ “‘}5‘8‘%‘ T \““ T “\”\ \MM‘ T i‘\‘\ T T T
miz-> 20 40 60 80 100 120 140 160
Abundance
133.0 }
=y =
14.00 14.50
5000 m/z 91.10 14.81%
105.0
41.0
15.0 590 /10
B o R e e
miz--> 20 40 60 80 100 120 140 160
Abundance #22771: Benzene, pentamethyl- —= ==
133.0 14.00 14.50
m/z 131.15 14.02%
5000
91.0
115.0
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.436 8.57 ug/L 256172  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 4073 (14.436 min): VU042013.D\data.ms (-4064) (- | m/z 57.10 100.00%
7.1

5
5000 85.2

113.2141.3 1844 9
\H‘HH“‘}\\““\WH}\“\‘\HH“\\}‘\‘\H\H‘HH‘HH‘\‘\H‘\H\‘HH‘HH‘HH m/Z 43.05 77 .93%

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #48835: Tridecane
57.0
5000 LA
85.0 14.50
29.0 m/z 71.15 60.96%
“ \“\ H\ \‘\ Al \\11%0\141'0 184.0
\H‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance
57.0
T
14.50
5000 850 m/z 41.85  41.41%
29.0
1130141016901910 268.(
T T T T T T T e T
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59881: Tetradecane T
57.0 14.50
m/z 85.15 37.71%
5000
85.0
29.0
L‘ I H || 1130141.01690198.0

m/z--> 20 40 60 80 100120140160 180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M

: TRACE VOA SOM@1.0

¢ C:\DATABASE\NIST11.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 28 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
14.475 6.94 ug/L 207567 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91

5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
Abundance Scan 4085 (14.475 min): VU042013.D\data.ms (-4079) (- | m/z 131.20 100.00%
131.2
5000
91.1 115.1 14.50
510 ng | [ 472 : ;
L A L e L o o m/z 146.20 33.79%
miz--> 20 40 60 80 100 120 140
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 T J\\/\w . AJ\
14.50
1150 m/z 129.20 16.50%
39.0 91.0 .
T \‘\‘\ T \“ T \“\‘\6‘4‘}."\0‘\ \“ T \‘\ T ‘ \‘\ \H ‘ \‘U“\\‘]-\?.\()\
miz--> 20 40 60 80 100 120 140
Abundance
131.0
14.50
5000 ITI/Z 115.10 15.97%
115.0
210 510 494 910 147.0
N o B E o
miz--> 20 40 60 80 100 120 140 J
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- ¥ae = ¥
131.0 14.50
m/z 128.15 14.29%
5000
91.0
115.0
390 630 \ | 1470
“‘“ﬂv‘Jf‘wN‘HU“ﬁ“ﬂ\‘yw“““Wt‘Vlh“ —
m/z--> 20 40 60 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 29 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.658 5.64 ug/L 168711 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
Abundance Scan 4142 (14.658 min): VU042013.D\data.ms (-4132) (- | m/z 131.15 100.00%
131.2
5000 A/\
Ee7raserr
51.0 . .
S O PR W L, n “JM M ALRES 2072 14600 31.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 M b J\ -
14.50 15.00
91.0 m/z 115.15 21.47%
39.0 ‘
\\\\‘\‘\\\"\\“\‘\“U\\\‘\\\\‘\\\‘U‘\‘M\‘}M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
= s
91.0 14.50 15000
5000 m/z 129.15 20.94%
39.0
15.0 65.0
Ao
miz--> 20 40 60 80 100 120 140 160 180 200 J\/\
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- L e,
131.0 14.50 15.00
m/z 128.20 18.00%
5000
39.0 63 91.0 ‘
‘“‘_‘“W“‘HMMJ‘H“‘H‘%“M“NH“‘H“‘H““H e Parly
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 30 Benzene, 1-(1,1-dimethyleth... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.796  11.58 ug/L 346020 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 97
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 91
3 Benzene, pentamethyl- 148 C1l1H16 000700-12-9 91
4 Benzene, 1-(1,1-dimethylethyl)-3... 148 C1l1H16 001075-38-3 91
5 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 90

Abundance Scan 4185 (14.796 min): VU042013.D\data.ms (-4174) (- | m/z 133.20 100.00%

138.2
5000 L
— —

911 14.50 15.00
39.0 65.0 ' '
22 b el 1823 2072 g 30 30, 34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22771: Benzene, pentamethyl-
133.0

\

5000 = ——
14.50 15.00
91.0 m/z 91.10 12.72%
\1\5\-(‘)\‘\?\9“‘.\(}\‘\‘\6“5\"\9\““ T \‘\ T “\‘\ \m“ T i‘\‘\ ‘ \‘\‘\ T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133.0
= ==
14.50 15.00
5000 m/z 134.20 11.25%
105.0
41.0
15.0 70
T T T T e T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22772: Benzene, pentamethyl- e —
138.0 14.50 15.00
m/z 115.10 9.89%
5000
410 459 91‘-0 |
[T TS [ |
Tt e e e e e e e 5 —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 31 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.864 2.77 ug/L 82916 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 95
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
Abundance Scan 4206 (14.864 min): VU042013.D\data.ms (-4198) (- | m/z 131.20 100.00%
131.2
5000 J\
— A
911 14.50 15.00
51.0 71.1 m : :
I e i ‘”‘:‘L‘l‘z‘ﬁ Al l 1802 n/z 146.15  28.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 b /\ —
14.50 15.00
m/z 129.05 17.20%
39.0 91.0
63.0
\\\\‘\‘i T \“‘\ \“\‘\ ‘W\H \“ T \‘\ T ‘ \;L\l\:é‘\‘(‘)\‘w T ‘].‘\ \g\.q‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
= Pl
14.50 15.00
5000 m/z 115.10 16.23%
150 39.0 63.0 91.0
T e  a e
m/z--> 20 40 60 80 100 120 140 160
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl- — —
131.0 14.50 15.00
m/z 145.20 14.53%
5000
39.0 91.0 A
63.0
L2 N .2 D DY L WL WY PV
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 32 Naphthalene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.208 38.85 ug/L 1161220 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
4 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 94
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
Abundance Scan 4313 (15.208 min): VU042013.D\data.ms (-4300) (- | m/z 142.20 100.00%
142.2
5000
1151
—— : ‘
63.1 15.00 15.50
390 8t Ll 1633 2072 L iar 26 8s.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 1
115.0 15. OO 15 50
m/z 115.1 35.04%
‘\\\\‘\59\9“‘7\%\9‘\9\2\.9‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
15.00 15.50
5000 m/z 143.2 11.20%
115.0
390 630 89.0
e A A B
m/z--> 20 40 60 80 100 120 140 160 180 200 J\
Abundance #19232: Naphthalene, 1-methyl- — —
142.0 15.00 15.50
m/z 139.20 11.05%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 33 Naphthalene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.394  21.53 ug/L 643598 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 95
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94

Abundance Scan 4371 (15.394 min): VU042013.D\data.ms (-4359) (- | m/z 142.15 100.00%

14p.2
5000
115.1

71.1

43.0 ‘ 15. OO 15 50
ol ge2 1984 400 se.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 ]L
115.0 15. 00 15. 50

m/z 115.05 35.83%

‘\\\\‘\59\9“‘7\%\9‘\9\2\.9‘\\\\’\\\\“‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0

15.00 15.50
5000 m/z 71.10  14.10%
115.0
390 630 89.0
T IR o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0 15. 00 15 50

m/z 57.05 13.33%

5000 115.0
30.0 030 890 I
) Ay il i

m/z--> 20 40 60 80 100 120 140 160 180 200 15. 00 15 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11321\
Data File : VU@42013.D

Acqg On : 14 Jan 2021 04:40
Operator : SY/MD

Sample : M1129-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.90

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1,2,4-... 11.896 3.1 ug/L 91604 3 11.816 149465 5.0
Benzene, 1-meth... 12.124 3.4 ug/L 100636 3 11.816 149465 5.0
Benzene, 1-meth... 12.375 5.7 ug/L 170630 3 11.816 149465 5.0
Benzene, 2-ethy... 12.462 18.3 wug/L 545641 3 11.816 149465 5.0
p-Cymene 12.494 22.7 wug/L 678871 3 11.816 149465 5.0
Benzene, 2-ethy... 12.568 59.5 wug/L 1777760 3 11.816 149465 5.0
Benzene, 1l-ethy... 12.693 14.6 ug/L 436380 3 11.816 149465 5.0
Benzene, 4-ethy... 12.873 41.2 ug/L 1230290 3 11.816 149465 5.0
Benzene, 1,2,3,... 12.967 101.5 ug/L 3034100 3 11.816 149465 5.0
Benzene, 1,2,4,... 13.021 173.2 wug/L 5176490 3 11.816 149465 5.0
Benzene, 1l-ethy... 13.099 4.2 ug/L 126186 3 11.816 149465 5.0
Benzene, 1,4-di... 13.131 4.2 ug/L 125993 3 11.816 149465 5.0
Benzene, 1-meth... 13.160 4.8 ug/L 142563 3 11.816 149465 5.0
1H-Indene, 2,3-... 13.285 46.0 ug/L 1373680 3 11.816 149465 5.0
Benzene, 1-meth... 13.343 3.3 ug/L 98099 3 11.816 149465 5.0
o-Cymene 13.401 11.0 ug/L 329988 3 11.816 149465 5.0
Benzene, 2-bute... 13.443 174.0 wug/L 5201030 3 11.816 149465 5.0
Benzene, (1,1-d... 13.552 11.2 ug/L 334350 3 11.816 149465 5.0
1H-Indene, 1-me... 13.619 8.3 ug/L 247052 3 11.816 149465 5.0
Benzene, pentam... 13.719 4.9 ug/L 147034 3 11.816 149465 5.0
Benzene, 1-ethy... 13.825 30.5 wug/L 910497 3 11.816 149465 5.0
Benzene, 1,3-di... 13.954 17.7 ug/L 528989 3 11.816 149465 5.0
Azulene 14.076 246.3 ug/L 7362170 3 11.816 149465 5.0
(DEL) Alkane: S... 14.172 3.0 ug/L 91117 3 11.816 149465 5.0
3,4-Dimethylcumene 14.285 7.6 ug/L 226071 3 11.816 149465 5.0
(DEL) Alkane: S... 14.436 8.6 ug/L 256172 3 11.816 149465 5.0
1H-Indene, 2,3-... 14.475 6.9 ug/L 207567 3 11.816 149465 5.0
1H-Indene, 2,3-... 14.658 5.6 ug/L 168711 3 11.816 149465 5.0
Benzene, 1-(1,1... 14.796 11.6 ug/L 346020 3 11.816 149465 5.0
1H-Indene, 2,3-... 14.864 2.8 ug/L 82916 3 11.816 149465 5.0
Naphthalene, 2-... 15.208 38.9 ug/L 1161220 3 11.816 149465 5.0
Naphthalene, 1-... 15.394 21.5 ug/L 643598 3 11.816 149465 5.0
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