LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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\82U041221W.M

Title : SW846 8260

Signal : TIC: VU@43046.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.379 290 323 374 rBV2 126293 892222 57.32% 6.115%
2 2.642 391 405 432 rBV 100949 227201 14.60% 1.557%
3 3.369 619 631 647 rVB2 7107 16138 1.04% 0.111%
4 4.002 813 828 846 rvBs 7518 19899 1.28% 0.136%
5 4.723 1039 1052 1076 rBV 17397 44558 2.86% ©0.305%
6 5.298 1216 1231 1244 rBV2 123030 259614 16.68% 1.779%
7 5.382 1244 1257 1276 rVB 191421 389779 25.04% 2.671%
8 5.710 1344 1359 1371 rBV 140282 285880 18.36%  1.959%
9 5.784 1371 1382 1400 rVB 117146 236827 15.21% 1.623%
10 6.256 1515 1529 1546 rBV 284354 536904 34.49%  3.680%
11 6.780 1680 1692 1714 rBV 14504 30098 1.93% 0.206%
12 7.906 2027 2042 2053 rBV 448500 770168 49.48% 5.278%
13 7.976 2053 2064 2081 rVB 919195 1556671 100.00% 10.669%
14  9.423 2501 2514 2534 rBV 414049 677830 43.54% 4.646%
15 9.578 2550 2562 2577 rBvV 151365 240553 15.45% 1.649%

16 9.700 2585 2600 2616 rBV 663055 1079347 69.34%
17 9.925 2658 2670 2680 rBV3 19863 30630 1.97%
18 10.1e8 2713 2727 2744 rBV 501698 800261 51.41%
19 10.639 2879 2892 2919 rBV 355900 564872 36.29%
20 10.912 2966 2977 2987 rBV 27963 42171 2.71%

o wulo N
N
o)
U1
S

21 11.005 2991 3006 3024 rVV 186141 398311 25.59%
22 11.095 3024 3034 3049 rVB 120539 187431 12.04%
23 11.298 3086 3097 3111 rBV 115913 181690 11.67%
24 11.475 3139 3152 3167 rBV 401523 618994 39.76%
25 11.751 3229 3238 3246 rBV3 12717 17974 1.15%

OhR RN
N
i
Ul
xR

26 11.819 3246 3259 3273 rVB 454426 707830 45.47%
27 11.902 3273 3285 3302 rBV 248424 406399 26.11%
28 12.102 3328 3347 3354 rBV2 129466 237887 15.28%

OO, ND
o))
w
(]
R

29 12.198 3365 3377 3397 rVB3 78794 138273 8.88% 948%
30 12.314 3403 3413 3424 rBV3 14355 24120 1.55% 165%
31 12.385 3424 3435 3446 rVB 27345 41937 2.69% ©.287%
32 12.471 3452 3462 3467 rBV 47082 73534  4.72% 0.504%
33 12.504 3467 3472 3483 rVB2 43698 62199 4.00% 0.426%
34 12.577 3483 3495 3503 rBV 100193 150419 9.66% 1.031%
35 12.619 3503 3508 3519 rVB3 16348 22776 1.46% ©.156%

36 12.690 3519 3530 3551 rBV3 45426 103156 6.63% ©.707%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 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\82U041221W.M
Title : SW846 8260
37 12.883 3578 3590 3604 rVB 41861 66487 4.27%  ©.456%
38 12.979 3604 3620 3628 rBV 76942 121020 7.77% ©.829%
39 13.034 3628 3637 3651 rVB 131702 198750 12.77% 1.362%
40 13.114 3653 3662 3667 rBv4 10968 18203 1.17% 0.125%
41 13.301 3712 3720 3731 rVB 57289 87242 5.60% ©.598%
42 13.413 3746 3755 3759 rBvV2 14806 23354 1.50% 0.160%
43 13.462 3759 3770 3783 rVB3 223227 377842 24.27% 2.590%
44 13.632 3811 3823 3837 rVB2 66411 113154 7.27% ©.776%
45 13.741 3846 3857 3865 rBv8 19097 34041 2.19% 0.233%
46 13.793 3865 3873 3880 rvv2 29053 49351 3.17% ©.338%
47 13.844 3880 3889 3905 rVVve 53236 130607 8.39% ©.895%
48 13.918 3906 3912 3915 rvv3 19503 28681 1.84% 0.197%
49 13.950 3915 3922 3939 rVB4 36658 86718 5.57% 0.594%
50 14.092 3952 3966 3986 rVB 62487 117373 7.54% 0.804%
51 14.198 3987 3999 4013 rVB3 35303 61905 3.98% 0.424%
52 14.294 4013 4029 4039 rBV3 47608 88664 5.70% 0.608%
53 14.352 4039 4047 4057 rVB2 21071 33721 2.17% 0.231%
54 14.494 4081 4091 4105 rVB 44043 66805 4.29% ©.458%
55 14.693 4136 4153 4171 rBvV3 97801 226663 14.56% 1.553%
56 14.815 4183 4191 4200 rBVvV2 25771 38162 2.45% 0.262%
57 14.886 4203 4213 4223 rVB4 44118 74577  4.79%  0.511%
58 15.024 4243 4256 4268 rBV2 69726 120362 7.73% ©.825%
59 15.208 4303 4313 4317 rBV3 38312 60204 3.87% 0.413%
60 15.278 4327 4335 4350 rVB4 28018 51919 3.34% 0.356%
61 15.356 4350 4359 4368 rBV8 9724 16311 1.05% 0.112%
62 15.417 4368 4378 4388 rVvV3 20865 37585 2.41% 0.258%
63 15.474 4388 4396 4402 rVV5 19070 34414 2.21% 0.236%
64 15.510 4402 4407 4418 rVB8 14754 22768 1.46% ©.156%
65 15.587 4421 4431 4444 rBV3 16742 37929 2.44% 0.260%
66 15.770 4472 4488 4498 rBV5 7998 16258 1.04% 0.111%
67 15.934 4526 4539 4555 rBV2 36431 75057 4.82% ©.514%
Sum of corrected areas: 14590680
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU043046.D\data.ms
800000
600000
400000
6.256
200000 5.382 -
2.379 2642 5.29 ‘5.784
0 3.369 4.002 4.723 6.1
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 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 TIC: VU043046.D\data.ms
7.976
800000
9.700
600000
10.108
7.906 9.423 11.819
E 11.475
400000 10.639
.902
200000 0.57 11.005
’ 1.0951.298 12.102
2.1
9.925 10.9 J\ 11.7
0b——— —— e F— —— e e e e e e St VAL IS
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU043046.D\data.ms
800000
600000
400000
13.462
200000
12.577 13.034 14.693
. 12.91r9
13.301/|13.6323 a4 94,494
NG, IO R T
T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14 oo 14, 50 15 oo 15. 50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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 1 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.379 114.45 ug/1 892222  Pentafluorobenzene 5.382

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Formamide 45 CH3NO 000075-12-7 2
Abundance Scan 323 (2.379 min): VU043046.D\data.ms (-290) (-) m/z 44.95 100.00%

45.0
5000

2.00 2.20 2.40 2.60 2.80
Olrrrrrrrprrerprre e e M/Z 46,08 37.68%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #96: Ethano
31.0
45.0

5000 S A
2.00 2.20 2.40 2.60 2.80

m/z 43.00 21.99%

0 20 180 250 A ‘
\HHH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HHHH‘HH‘H
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #98: Dimethyl ether
45.0
29.0

15.0 2.00 2.20 2.40 2.60 2.80
5000 ITI z 42.00 8.99%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55
Abundance #92: Methane, nitroso- PR A
30.0 2.00 2.20 2.40 2.60 2.80
45.0 ITI z 43.95 3.99%
5000
15.0
0 H‘H‘w“u‘u‘w“ﬂ‘m‘w“u‘ﬂlt“H‘H‘w‘lﬁ‘h“_‘u‘u S S
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.005 28.14 ug/l 398311 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 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3006 (11.005 min): VU043046.D\data.ms (-2991) (-  m/z 105.00 100.00%
105.0
5000
120.0
: —
39.0 63.0 77"0 97'0 11.00
Oberprereprrerprrdprrreflirrepibler el il m/z 120,00 32.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 T M T /\\ T
m/z 91.00 14.02%
77.0 91.0
O 150 L 390 | 6?\)\0 \‘ ‘\ Ly ‘ il
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
e
11.00
5000 m/z 77.00 13.69%
120.0
77.0 91.0
0‘WH"‘2&?””“‘“S‘ﬁ\.“ou?ﬂ"‘q‘m1‘1“””“‘1‘H‘Mwum“uw
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 j\
Abundance #9429: Benzene, 1-ethyl-4-methyl- L
105.0 11.00
m/z 103.00 9.06%
5000
120.0
77.0 91.0
I R 2L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.902  28.71 ug/l 406399 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3285 (11.902 min): VU043046.D\data.ms (-3273) (- z 105.00 100.00%
105.0
5000 120.0
390 630 77‘0 91.0 1150 12,00
o Y P P N N 1 Y z 120.00  40.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 i
120.0 1150 12.00
770 77.00  14.19%
91.0
O \\’:I\-\SHO’H\“\’\\H"‘\\\\i‘\‘\\\??\“(\)\‘\\\‘\“\\\\“\H\‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0
120.0 1150 12,00
5000 m/z 91.00 11.39%
77.0 91.0
oL.15. 380510 640 |° 77 | )
R B e R L RARARSEEEE e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 M
Abundance #9427: Benzene, 1-ethyl-2-methyl- e e
105.0 11.50 12.00
m/z 119.00 9.34%
5000
120.0
77.0 91.0 ‘ J\
510
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@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.102 16.80 ug/l 237887 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 68
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64

Abundance Scan 3347 (12.102 min): VU043046.D\data.ms (-3328) (-  m/z 117.00 100.00%
117.0

5000 /\
91.0 VIS Wil
3570 63‘0 ‘ ‘ 134.1 12.00 12.50
o‘Hw_‘Hw‘um;‘;m,:JH_H‘:w‘_ww,m b m/z 118,00 51.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8950: Indane
117.0
5000 L — P
12.00 12.50
m/z 115.00 37.21%
390 630 91‘0 ‘
O\H‘:L\?H()‘H}‘\‘\\H“HH“}H‘\’}‘\‘H‘\Hw‘HH“HH‘HH’H!“HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8964: Benzene, cyclopropyl-
117.0 ]\
R 45
12.00 12.50
5000 ITI/Z 91.00 20.36%
91.0
510 ]
0‘H_Hw%zeuﬁ‘HJHNNNZﬁh_Hﬁ:HWNH“JHHH“HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 m
Abundance #8959: Benzene, 2-propenyl- ‘A4\‘ £t A
11v.0 12.00 12.50
m/z 119.00 18.76%
5000
39.0 >80 T /\/\
I N O O N P 0 | 0 ¥ | DO A
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@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.578 10.63 ug/l 150419 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 3495 (12.577 min): VU043046.D\data.ms (-3483) (-  m/z 119.00 100.00%

119.0
5000 ﬁq
134.1 A
91.0 /\ T T ‘ T T T ‘
39.0 65.0 ‘ 12.50
Oyl et bl m/z 134,05 28.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 J\Alﬁ/\so A \
134.0 :
91.0 m/z 91.08  17.35%
65.0 ‘
O H‘lH\.\‘H\‘\‘\ﬁ?"‘\O\H“\‘H\’\‘i‘\\‘\H‘“‘HH‘H\HHH‘M’\\M\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
% Nl
AL AL AL AN
12.50
5000 ITI/Z 77 .00 10.66%
91.0 134.0
39.0 65.0 ‘ ‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ j\/\ A Aj\
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl- A LAMALA S
119.0 12.50
m/z 117.00 10.35%
5000
134.0
91.0
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@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.034 14.04 ug/l 198750 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, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 3637 (13.034 min): VU043046.D\data.ms (-3628) (-  m/z 119.00 100.00%

119.0
5000 134.0 f\

91.0 el Y ;
39.0 65.0 13.00
Obrerrrrprrerpretre e oo bbb m/z 134,00 42.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 /\ . :
13.00
m/z 91.00 16.48%
39.0 65.0 91.0
O \\‘].\?\.\CJ‘H\‘\‘H\\"‘HHi‘i‘\\\’\w\.\‘\HM“HH"HH‘\w\\’\\‘ml\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0 AJ\
. :
13.00
5000 134.0 m/z 133.05 9.75%

o

Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00

m/z 119.95 9.44%

5000 134.0
39.0 91.0 /\
65.0
T PR et U M) N AWNIVE /J\ o af

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

39.0 o0
. 65.0
H‘l“s(ﬂmh‘HH,wi‘m,“mm‘:“m,‘mH‘“m,uwmw““w
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 LA k /\/\
A
RS

o

82U041221W.M Wed Apr 14 18:24:32 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.462 26.69 ug/l 377842  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 70
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 62
5 Indan, 1-methyl- 132 C10H12 000767-58-8 62

Abundance Scan 3770 (13.462 min): VU043046.D\data.ms (-3759) (-  m/z 117.00 100.00%
11y7.0

5000
132.0 Jk

51.0
36, ‘7\ \‘H I '{ I Iim H

‘ 13.50
o"_H‘_HwH‘wHH‘HH_H‘_HW‘HWHH‘HH_‘HMHNMMW“ m/z 119.00  44.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
11y.0
132.0
5000 T
91.0 13.50
51.0 m/z 132.00 34.56%
70 ) A
O \\‘H\\‘H\\‘H\\‘H\\}UH‘\‘}‘H\\‘\}‘\\‘\H\‘\H\‘MH‘\H!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0 J\ J\
Py
13.50
5000 132.0 ITI/Z 114.95 33.13%

91.0
P R .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AA\ MJ%“
Abundance #14033: 3-Phenylbut-1-ene i ‘A4ﬂfﬂ

117.0 13.50
m/z 90.95 19.64%

5000
91.0 132.0
39.0
650
SO I Wl R TR O o

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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, (1-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.844 9.23 ug/l 130607 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 50
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 50
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 50

Abundance Scan 3889 (13.844 min): VU043046.D\data.ms (-3880) (-  m/z 133.00 100.00%
133.0
1.
9.0 1150 /\‘/‘”/k”_“
39‘0 650 ‘ 1569 1818 13.50 14.00
o‘,wam‘\‘mm el S m/z 131.00  80.33%
m/z--> 20 60 80 100 120 140 160 180
Abundance #21632:Benzene,(lqnethybl-butenyb-
131.0
5000 91.0 “A‘ T
13.50 14.00
390 50 m/z 148.00  32.19%
0\’\\\\“‘\\@\‘ ‘LLJL“\“}“dﬂ“JTO" \‘\“\\\‘\\\\‘\\
miz--> 20 60 80 100 120 140 160 180
Abundance #21633.Benzene,(24nethyL1—butenyD—
131.0 A A
D ALV A
13.50 14.00
5000 91.0 m/z 91.00 28.99%
39.0 650 m 1l
N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- AAAJALM Jk/k
131.0 1350 1400
m/z 146.00 26.24%
5000
39.0 91.0
63.0
o B e N . U W AL 4
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09

Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
. SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.693 16.01 ug/l 226663 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 70
5 Benzene, 2-ethenyl-1,3,5- trlmethyl 146 C11H14 000769-25-5 68

m/z 131.00 100.00%

Abundance Scan 4153 (14.693 min): VU043046.D\data.ms (-4136) (-
131.0

5000
105.0 Ll Ll
39 0 77.0 14.50 15.00
gl L o S0 e
oHH_mW s Hm“\m m/z 118.60  71.30%
miz--> 20 100 120 140 160
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 Ma o SuAN
39.0 91.0 14.50 15.00
15.0 63.0 L m/z 146.05  60.07%
0- ‘\‘\H\“‘\ \1\ ‘\““!\“\“\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 \ M A
Ml re
14.50 15.00
5000 ITI/Z 117.00 37.67%
105.0
39.0 77.0 ‘
0\\\\‘\‘\\\““\\M\ H“h\\‘}\“‘“\\ \“\“\\\‘\\
miz--> 20 40 60 80 100 120 140 160 }
Abundance #21630: Benzene, (3-methyl-2-butenyl)- : A“ ‘ : A\ ‘
131.0 14.50 15.00
m/z 114.95 31.17%
91.0
5000
39.0 }bkﬁ
65.0
oﬂlé”0 S \ ‘_J
mlz--> 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43046.D

Acqg On : 13 Apr 2021 13:09
Operator : SY/MD

Sample : M1952-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 2.379 114.5 ug/l 892222 1 5.382 389779 50.0
Benzene, 1-ethy... 11.005 28.1 wug/l 398311 4 11.819 707830 50.0
Benzene, 1,2,3-... 11.902 28.7 ug/l 406399 4 11.819 707830 50.0
Indane 12.102 16.8 ug/l 237887 4 11.819 707830 50.0
Benzene, 4-ethy... 12.578 10.6 ug/l 150419 4 11.819 707830 50.0
Benzene, 1,2,3,... 13.034  14.0 ug/l 198750 4 11.819 707830 50.0
Benzene, 2-ethe... 13.462 26.7 ug/l 377842 4 11.819 707830 50.0
Benzene, (1-met... 13.844 9.2 ug/l 130607 4 11.819 707830 50.0
Naphthalene, 1,... 14.693 16.0 ug/l 226663 4 11.819 707830 50.0
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