LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@44265.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.575 371 384 403 rBvV2 104742 182050 2.56% 0.472%
2 3.363 616 629 646 rBvV 117704 230410 3.24% 0.597%
3 4.678 1013 1038 1075 rBV 2624154 6097267 85.70% 15.805%
4 5.073 1144 1161 1188 rBV 96858 215226 3.03% 0.558%
5 5.735 1345 1367 1373 rBV2 193499 484399 6.81% 1.256%

6 5.784 1374 1382 1399 rVB 315771 631985 8.88% 1.638%
7 6.256 1515 1529 1549 rVB 202658 379405 5.33% ©.983%
8 6.552 1601 1621 1653 rBV 3776614 7084493 99.58% 18.363%
9 6.700 1655 1667 1682 rVB 125041 249630 3.51% 0.647%

7

10 .575 1926 1939 1955 rBV2 66645 118397 1.66% ©.307%
11 7.906 2029 2042 2056 rBV 254342 439021 6.17% 1.138%
12 8.186 2117 2129 2142 rBV 43197 73544 1.03% 0.191%
13 8.562 2231 2246 2260 rBV 4274649 7114307 100.00% 18.441%
14  8.642 2260 2271 2312 rVB 469620 972628 13.67% 2.521%
15 9.452 2505 2523 2551 rVV2 1658339 3228343 45.38%  8.368%
16 9.578 2551 2562 2580 rVB 157201 262203 3.69% ©.680%
17 9.697 2582 2599 2613 rBV 65129 124895 1.76% ©.324%
18 10.1e5 2713 2726 2748 rBV 220510 359255 5.05% ©.931%
19 10.491 2830 2846 2859 rBV 409293 639347 8.99% 1.657%
20 10.764 2920 2931 2945 rBV 103015 165854  2.33% 0.430%

21 10.912 2964 2977 2992 rBV 536362 831703 11.69%
22 11.005 2993 3006 3024 rVV 383268 858791 12.07%
23 11.095 3024 3034 3051 rVB 252984 393659  5.53%
24 11.240 3067 3079 3087 rBV 48073 77589  1.09%
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25 11.298 3087 3097 3114 rVB 464555 728091 10.23% 887%
26 11.475 3141 3152 3166 rVB 472269 738932 10.39% 1.915%
27 11.565 3168 3180 3190 rBV 146906 240072 3.37% 0.622%
28 11.648 3200 3206 3218 rVB 61147 94944  1.33%  0.246%
29 11.751 3227 3238 3246 rBV2 58255 88958 1.25% 0.231%
30 11.822 3246 3260 3261 rBV2 362615 480016 6.75% 1.244%

31 11.899 3276 3284 3297 rVB 285124 442929  6.23%
32 12.102 3334 3347 3365 rVB2 894860 1429469 20.09%
33 12.214 3365 3382 3397 rVB4 581963 1380279 19.40%
34 12.308 3399 3411 3423 rVB5 54678 103216  1.45%
35 12.382 3424 3434 3450 rVB 70432 110832 1.56%
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36 12.488 3450 3467 3481 rBV2 100851 267302 3.76% ©.693%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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\SFAMUTRO62121WMA .M
Title : TRACE VOA SFAM1.0
37 12.578 3484 3495 3503 rBV2 73378 109892 1.54% 0.285%
38 12.716 3522 3538 3550 rVB5 119372 270973 3.81% 0.702%
39 12.880 3578 3589 3600 rVB3 55408 102912 1.45% 0.267%
40 13.031 3627 3636 3648 rVB4 51837 104464 1.47% 0.271%
41 13.111 3649 3661 3676 rBv4 45717 82186 1.16% 0.213%
42 13.455 3758 3768 3777 rBV3 100434 158965 2.23% 0.412%
43 13.632 3809 3823 3836 rVB2 44117 77467 1.09% 0.201%
44 13.844 3875 3889 3905 rBV3 59473 107775 1.51% 0.279%
45 13.976 3922 3930 3947 rVB 66009 113150 1.59% 0.293%

46 14.092 3950 3966 3985 rVB 74491 132004 1.86% 0.342%

Sum of corrected areas: 38579229
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU044265.D\data.ms
4000000

6.552

3500000
3000000
4.678
2500000
2000000

1500000

1000000

500000 57 §4
2.575 3.363 5.073 5. 6.256 6.70(

O\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\\H/\‘\\\\|\\\\‘\\H|\\\/\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\/\\\\‘H\\‘\\\\‘H\\‘H\\‘\H\‘Hr_v—rv_ru‘\fr‘r
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: VU044265.D\data.ms
8.562
4000000

3500000

3000000

2500000

2000000
9.452

1500000

1000000 12.102

500000 642 L0108 10491 091 0 11 29&475 11 2@99
7.575 '/\A 8.186 O26%o7 i 10.764

o——— — — —— R e B
Time--> 7.00 7.50 8. OO 8.50 9.00 9.50 10.00 10 50 11 OO 11. 50 12.00

Abundance TIC: VU044265.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000

500000

o/ A30BEREATI0 cpmannt1 13,493 6323.86197002
fo

\\\ﬁ/\ \\\‘\T‘\ ‘\\ T T T T L T T T T T T T T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14

Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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, propyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.912 8.66 ug/L 831703 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 91
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 72

5 Ethanol, 2-[(phenylmethyl)amino]- 151

C9H13NO

Abundance Scan 2977 (10.912 min): VU044265.D\data.ms (-2964) (-

000104-63-2 72

m/z 90.90 100.00%

90.9
5000
120.0 ROAN.
11.00
38.9
e 1928 2808 L0 159 08 22.76%
miz--> 50 100 150 200 250
Abundance #9407: Benzene, propyl-
91.0
5000 TT T
11.00
m/z 64.90 11.21%
39.0
T T ‘\ ‘\‘ i‘ \“\ “\ ‘\‘ “%sz\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9408: Benzene, propyl-
91.0 N /\
A JUM L
11.00
5000 m/z 91.90 10.67%
39.0
20w
miz--> 50 100 150 200 250 ﬂ\
Abundance #9406: Benzene, propyl- A /\
91.0 11.00
m/z 77.90 6.38%
5000
w0 | e Il
R A — T i
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.005 8.95 ug/L 858791 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3006 (11.005 min): VU044265.D\data.ms (-2993) (-  m/z 105.00 100.00%
105.0
5000
120.0
T
389 629 77'9 90"9 11.00
i et b e o m/z 120,00 31.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 \ AU ‘
m/z 76.90 12.70%
- Il 39‘.0 | 63"0 77‘"0 g:IL.O ‘ ‘
H‘\\H‘HH‘HH“HH‘\H\‘\‘\H‘H\}‘HH‘HH‘\M\‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
T
11.00
5000 m/z 90.90 12.45%
120.0
77.0 91.0
A5 e el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl- 4
105.0 11.00
m/z 106.00 9.09%
5000
120.0
39.0 77.0 91.0 \
26)'0 ‘ \‘H 6?‘,-‘0 ‘\‘ ‘\ | ‘ ! ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 4-Octanone, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.240 0.81 ug/L 77589 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 72
2 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 70
3 5-Nonanone 142 C9H180 000502-56-7 64
4 5-Nonanone 142 C9H180 000502-56-7 64
5 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 64

Abundance Scan 3079 (11.240 mln) VU044265.D\data.ms (-3067) (- m/z 57.00 100.00%
57

85.0
5000 j\m
WIPSATENIViN
38‘ 142.0 11.00 11.50
el b 09 L m/z 85.00  90.18%
m/z--> 0 20 40 60 80 100 120 140
Abundance #19988: 4-Octanone, 2-methyl-
57.0
85.0
5000 T
1100 1150
m/z . 37.75%
29.0 142.0
\‘\\\\‘\‘\‘\\ \\\\‘\\Hi\‘\‘\\\}\1\1\3\.()‘\‘\\\“\\\
m/z--> 0 60 80 100 120 140
Abundance #20011. 4-Heptanone, 2,6-dimethyl-
57.0
85.0
1100 1150
5000 ITI/Z 57.9 24.09%
39 142.0
m/z--> 0 20 40 60 80 100 120 140
Abundance #19935: 5-Nonanone 4A4\‘
57.0 11.00 1150
85.0 o,
m/z 42.90  18.48%
29.0 /
5000
142.0
‘2‘9‘»‘“JHMw_m;Wu“;‘1‘1?;?””‘\“ S
m/z--> 0 20 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.298 7.58 ug/L 728091 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-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3097 (11.298 min): VU044265.D\data.ms (-3087) (-  m/z 105.00 100.00%
105.0
5000
120.0
38.9 62.9 76“%‘9 90‘-9 ‘ 11.00 11.50
eprrrrpreerprrepreebe b bl m/z 119,95 30.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 AV -
1200 11.00 11.50
m/z 76.90 12.64%
77.0 91.0
H‘\H\‘\2\6\\0‘\\H“‘\H\i‘\‘ui‘e‘%\‘\ow‘u\‘H‘HH“M\\‘\‘11\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
AL UL A
11.00 11.50
5000 m/z 90.90 12.40%
120.0
77.0 91.0
s 0 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424 Benzene, 1-ethyl-4-methyl- 4 L
105.0 11.00 11.50
m/z 78.90 9.35%
5000
120.0
77.0 91.0
ST U1t OO N V1| 0 A WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 2-Heptanone, 4,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.565 2.50 ug/L 240072 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 90
2 Butanoic acid, 3-oxo-, 2-propeny... 142 C7H1003 001118-84-9 64
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 43
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38

Abundance Scan 3180 (11.565 min): VU044265.D\data.ms (-3168) (-  m/z 42.85 100.00%

42.9
5000
69.0 85.0
T T \
108.9 11.50
SN— w‘lH‘ Al T8 w7 57,90 59.72%
m/z--> 20 40 60 80 100 120 140
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43.0
5000 a AN i
69.0 85.0 11.50
m/z 85.00 35.86%
27.0
\\\‘\ ‘ \‘H\ \“ T \HH‘ \‘\‘\ T “\ L ‘].\()\‘9\.0\ ‘:L\27\.9\ ‘ 1T
mi/z--> 20 40 60 80 100 120 140
Abundance #19505: Butanoic acid, 3-oxo-, 2-propenyl ester j\‘
43.0
R
11.50
5000 ITI/Z 69.00 35.52%
85.0
‘ 27‘\.‘\0 ‘\‘\ h“\ 69\.0 \“\ | 114'0 142'0
R B e I I B e e
m/z--> 20 40 60 80 100 120 140
Abundance #7510: 2-Hexanone, 5-methyl- =t ‘
43.0 11.50
m/z 84.00 35.26%
5000
27.0 59.0 j\
SR TRT SO Tl B A
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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, (1-methylpropyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.648 0.99 ug/L 94944  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 86
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 83
4 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 80
5 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 80
Abundance Scan 3206 (11.648 min): VU044265.D\data.ms (-3200) (-  m/z 105.00 100.00%
105.0
5000
509 769 13?'0 11.50 12.00
e el m/z 134,00 14.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14848: Benzene, (1-methylpropyl)-
105.0
5000 T /f\/\/\ \/\
11.50 12.00
134.0 ITI/Z 76.90 11.88%
\\‘H\\‘HH‘\H\“\H\‘HH‘\\‘H‘\\\H\\H‘\\H‘\}H‘HH“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14852: Benzene, (1-methylpropyl)-
105.0
A Aapll o)
11.50 12.00
5000 m/z 105.90 8.96%
134.0
27.0 51.0 77‘.0 ‘
| [N L i Al
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #14857: Benzene, 1-methyl-4-propyl- ] ‘A‘ =
105.0 11.50 12.00
m/z 78.90 8.94%
5000
134.0 j\
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00

SFAMUTRO62121WMA.M Sat Jul @3 07:41:04 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.899 4.61 ug/L 442929 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 95
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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3284 (11.899 min): VU044265.D\data.ms (-3276) (-  m/z 104.95 100.00%

105.0
5000 120.0
5 76.9 90.9 11.50 12.00
Oberrrrrny B8 839 Ll w7z 120.00 41.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 —J\
5000
11. 50 12. OO
76.90 12.98%
77.0 91.0
\\’\\\\’\\\‘\’\\\\"‘\\\\"\‘\\\6‘%\‘\0\‘\\\‘}“\\\\“\\\\‘\Ml\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
iy Aah
11.50 12 00
m/z 90.90 10.56%
5000 120.0
77.0 91.0
SECL T a0 N
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\\ /\
Abundance #9420: Benzene, 1,2,4-trimethyl- .
105.0 11. 50 12. 00
m/z 119.00 9.32%
120.0
5000
77.0
27.0 51.0 91.0 J\
| i u64?'0 ‘\\ l 1l ‘ - ‘M/‘\ {\ : A

e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00

SFAMUTRO62121WMA.M Sat Jul @3 07:41:05 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.102 14.89 ug/L 1429470 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Indane 118 C9H1e 000496-11-7 76
4 Indane 118 C9H1e0 000496-11-7 76
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68
Abundance Scan 3347 (12.102 min): VU044265.D\data.ms (-3334) (-  m/z 116.95 100.00%
117.0
5000
90.9 T T
389 629 ‘ | 1300 12.00 12.50
oHH‘HH‘,H‘MW“JM“H‘H LA TN wyz 118.00 55.56%
m/z--> 20 40 60 100 120 140
Abundance #8966:Benzene,cydopropyL
117.0
5000 — —
91.0 12.00 12.50
51.0 m/z 114.90  33.35%
\\\\‘2\7‘{0\\“’\\“%\““‘\7\4‘.‘-}‘\\“1\“‘\\\\“\\\\’\
miz--> 20 40 60 80 100 120 140
Abundance #8961: Benzene, 2-propenyl-
117.0 /\A
—
12.00 12.50
m/z 90.90 18.67%
5000 91.0
39.0 65.0
SR N A V| SV |
miz--> 20 40 60 80 100 120 140 A\ A
Abundance #8949: Indane ‘
117.0 12. 00 12 50
m/z 119.00  15.97%
5000 /\j\
39.0 910 ‘
580
180 7 I MM\ I

m/z--> 20 40 60 100 120 140 12.00 12.50

SFAMUTRO62121WMA.M Sat Jul @3 07:41:05 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.308 1.08 ug/L 103216 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 76
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 76
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 76
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 70

Abundance Scan 3411 (12.308 min): VU044265.D\data.ms (-3399) (-  m/z 105.00 100.00%
105.0

5000 134.0
76.9 ‘ M/\J\ \
50.9 ‘ ‘ H 12.00 12.50
\\‘HH‘\\H‘H\\"‘HH““\‘H‘\HMM‘\‘\HMH\\"M‘H“\‘Hh\’\H‘\}‘HH‘HH\\‘H m/z 119.09 83.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14837: Benzene, 1,2-diethyl-
105.0 M
5000 134.0 k/\{\ /\ w A
12.00 12.50
77.0 m/z 134.00 46.76%
\\‘:L\s\ﬂ\\\‘\“H\\"‘HH“EZ\R‘\‘\\‘\H‘H‘H\\"“\H‘\‘\1\’\\‘\‘\}HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14838: Benzene, 1,4-diethyl-
119.0 A
\
12.00 12.50
5000 134.0 m/z 90.90  37.79%
91.0
41.0
B2 IO O | Y B O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14841: Benzene, 1,4-diethyl- ‘ ﬂv&“f\~
119.0 1200 1250
m/z 114.90  30.21%
5000 134.0
91.0
41.0 65.0 Xﬁ
260 ° N I 1ll

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1200 1250

SFAMUTRO62121WMA.M Sat Jul 03 07:41:06 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14

Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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-methyl-4-propyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.382 1.15 ug/L 110832 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 95
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 91
4 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 91
5 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 91

m/z 105.00 100.00%

Abundance Scan 3434 (12.382 min): VU044265.D\data.ms (-3424) (-
1

05.0
5000
o Ll
42.9 75‘-9 12.00 12.50
\\\\‘\\\\““\\‘\\"“\‘\‘\\“‘i\‘\\“‘\‘\\‘\”‘\\\‘\‘\ m/Z 134.00 22.85%
miz--> 20 40 60 80 100 120 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0 M
5000 \/\ M\/\J
12.00 12.50
134.0 m/z 76.90 11.62%
51.0 o
\\\\‘2\7‘\.0\\“\\‘\'\“\‘\\\M‘\\‘i\“}‘\\‘\“\\\‘\‘\
miz--> 20 40 60 80 100 120 140
Abundance #14860: Benzene, 1-methyl-4-propyl-
105.0 /\J
NAVYVN IS
12.00 12.50
5000 m/z 105.90  9.62%
134.0
39.0 77.0
miz--> 20 40 60 80 100 120 140 M J\
Abundance #14861: Benzene, 1-methyl-2-propyl- BB ANV A\
105.0 12.00 12.50
m/z 90.90 9.12%
5000
134.0
27.0 77.0
BT Tl VA O N N UN LV VO N’
m/z--> 20 40 60 80 100 120 140 12.00 12.50

SFAMUTRO62121WMA.M Sat Jul @3 07:41:06 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.488 2.78 ug/L 267302 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 70
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 58
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 38

Abundance Scan 3467 (12.488 min): VU044265.D\data.ms (-3450) (- m/z 82.90 100.00%

82.9
5000 119.0
54.9
38)9 140.0 e
‘ 12.50
S | R T S %O%guu“”“_‘ m/z 68.90  49.70%
miz--> 20 40 60 80 100 120 140
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 IR
55.0 12.50
140.0 m/z 119.00  49.44%
39{0
T \]-\5\-0‘ T H\ \‘i“\ T \‘ \“ \‘\‘\ T ‘ ! T U“ \1\1\2.\0‘ \‘\ T “\ T
miz--> 20 40 60 80 100 120 140
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83.0 AJLﬁ
AL JUY A
12.50
5000 m/Z 54.90 34.21%
55.0
39/0 140.0
o L e
miz--> 20 40 60 80 100 120 140
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl- ]
83.0 12.50
m/z 55.90 32.90%
5000 55.0
39.0
I M - ‘ Joo, 1120 |

m/z--> 20 40 60 80 100 120 140 1250

SFAMUTRO62121WMA.M Sat Jul @3 07:41:07 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.578 1.14 ug/L 109892 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 3495 (12.578 min): VU044265.D\data.ms (-3484) (-  m/z 118.95 100.00%
119.0
90.9 R
389 648 | | 1350 12.50
el L T m/z 133.95  28.60%
miz--> 0 20 40 60 80 100 120 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 M\ uR /\A/\j\
12.50
910 m/z 90.90 14.61%
39.0 65.0 ‘ ‘
T \1\5\-0‘ T \"‘\ \“V T “1‘\ T \‘H‘ T "H“\ \“\w T \1\3?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0
SVANVANVAV.VIN
Ll LA
12.50
5000 m/z 120.00 10.86%
91.0
SR Y P R RO WYY e
miz--> 0 20 40 60 80 100 120 140 I /\ /\ /\/\
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl- A
119.0 12.50
m/z 104.90 10.32%
5000
39.0 65.0 91.0 A
e T S L d e T s
m/z--> 0 20 40 60 80 100 120 140 12.50

SFAMUTRO62121WMA.M Sat Jul @3 07:41:07 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 4,7-Methano-1H-indene, octa... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.716 2.82 ug/L 270973 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7-Methano-1H-indene, octahydro- 136 C1@H16 006004-38-2 98
2 Endo-tricyclo[5.2.1.0(2.6)]decane 136 C10H16 1000215-28-8 97
3 4,7-Methano-1H-indene, octahydro- 136 C1OH16 006004-38-2 96
4 Exo-tricyclo[5.2.1.0(2.6)]decane 136 C1eH16 1000215-28-7 95
5 4,7-Methano-1H-indene, octahydro- 136 C1@H16 006004-38-2 95
Abundance Scan 3538 (12.716 min): VU044265.D\data.ms (-3522) (- m/z 95.00 100.00%
668 930 1100
5000 40.9 136.0 /\
= P
M ‘ “ m ‘ 12.50 13.00
“‘,““““W ‘ e W e myz e6.85  93.64%
m/z--> 20 80 100 120 140
Abundance #15787. 4,7-Methano-1H-indene, octahydro-
67.0 95.0
N
5000 41.0 [ — L —
136.0 12.50 13.00
m/z 119.00 85.58%
15.()”
miz--> 20 40 60 80 100 120 140
Abundance #15783: Endo-tricyclo[5.2.1.0(2.6)]decane J\/\A
670  95.0 A A
VA L VAL ANV /\W
12.50 13.00
5000 28.0 m/z 104.90 67.88%
121.0
— “;w‘r"l‘iﬂ “M ‘ “1 ‘ 1 ‘1‘3!7;0‘ —
miz--> 20 40 60 100 120 140 /\
Abundance #15786: 4,7—I\/Iethano—1H—mdene, octahydro- (WAIA M /\JM/\‘M ‘
67.0 95.0 12.50 13.00
390 m/z 133.00 60.25%
5000
121.0
s bl T Y MM
miz--> 20 80 100 120 140 12.50 13.00

SFAMUTRO62121WMA.M Sat Jul @3 07:41:08 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14

Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.880 1.07 ug/L 102912 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 92
2 o-Cymene 134 C10H14 000527-84-4 83
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 64
4 p-Cymene 134 C10H14 000099-87-6 64
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 64

Abundance Scan 3589 (12.880 min): VU044265.D\data.ms (-3578) (-  m/z 118.95 100.00%
119.0
5000
Al
P ey
38.9 64.9 ‘ ‘ 145.9 12.50 13.00
\\\’\\\\“‘\\“\‘\““u“\\\‘M‘\\“\\“H“\\‘\H\“\H\\‘\\\\ m/Z 131.00 45.24%
miz--> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 f /\\/\/\\\/\\ T T /\M
12.50 13.00
910 m/z 133.95  29.47%
65.0
\J-\S\O’\\ \:3\9‘0\\‘\ T “f‘\ T \“ T T ‘M“\ \Ul T \]-:\35\.‘0\ L
miz-> 20 40 60 80 100 120 140
Abundance #14806: o-Cymene
119.0 A
o —
12.50 13.00
m/z 90.90 27.39%
5000 91.0
39.0 65.0
B 1 o
miz--> 20 40 80 100 120 140 w
Abundance #14879:Benzene,Z%ﬁhyLlS—deeﬂwL
119.0 1250 1300
m/z 114.90 12.65%
5000
91.0
o wo e WL
15.0 e i |l 1350 ISR M

m/z-->

20 40 60 80 100 1

20 140

SFAMUTRO62121WMA.M Sat Jul @3 07:41:08 2021

12.50 13.00

Page:

17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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, 1,2,3,4-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.031 1.09 ug/L 104464  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 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

Abundance Scan 3636 (13.031 min): VU044265.D\data.ms (-3627) (-  m/z 119.00 100.00%
1

AMMJ

38.9 64.9 90.9 13.00

\\\‘\\\\“‘\\‘\‘\‘w ‘H‘\\“\\‘W\\‘\H‘\\\“\‘\\1\5\6‘-9\ m/Z 134.00 49,23%

m/z--> 20 40 60 80 100 120 140 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 /\ ‘ J\ M
13.00
m/z 133.00 11.85%
39.0 65.0 9L.0
\1\5‘\'?\ — \“‘\ Pt \““ \ \‘\ T \‘M L §‘0\ T
mi/z--> 20 40 60 80 100 120 140 160
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- /\j\ /AW
119.0
A/ M /J\ AL
13.00
5000 ITI/Z 90.90 10.17%
91.0
150 200 L N0 L ms0 /UU\M
m/z--> 20 40 60 80 100 120 140 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- . I
119.0 13.00
m/z 116.90 9.96%
5000
39.0 91.0
i N B Y- B A AJ\
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.111 0.86 ug/L 82186 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 53
2 Benzoic acid, 2,4-dimethyl-, (2,... 268 C18H2002 055000-43-6 38
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 38
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 38
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 38

Abundance Scan 3661 (13.111 min): VU044265.D\data.ms (-3649) (-  m/z 55.90 100.00%

55.9 119.0
5000 Jk
13 00 13 50
—ALes “‘”‘um il 1#39 84S o m/z 119.00 94.58%
miz--> 0 50 100 150 200 250
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 /\MM T
13.00 13.50
m/z 97.00 42.29%
39.0 ‘
- \‘\“ “\ I ‘H‘ ‘H‘ b i H! “\‘1‘4\"9‘ e
miz--> 0 50 100 150 200 250
Abundance #117576: Benzoic acid, 2,4-dimethyl-, (2,4-dimethylpheny
119.0
Y Y . P
13.00 13.50
5000 ITI/Z 90.90 38.09%
77.0
UL 11490 194.0 268.(
— L e i
miz--> 0 50 100 150 200 250
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl- 4 —
119.0 13.00 13.50
m/z 131.00 37.62%
5000
39.0 77.0 A
20 iy A NVAWNIWFIWY
m/z--> 0 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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, 1,2,4,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.455 1.66 ug/L 158965 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 90
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 87
3 o-Cymene 134 C1leH14 000527-84-4 87
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 3768 (13.455 min): VU044265.D\data.ms (-3758) (-  m/z 118.95 100.00%

119.0
5000 /\j\
90.9 M T
389  65.0 ‘ | 13 13.50
\‘\\\\‘\\\\"‘\\‘M‘\‘H“\\\‘H‘\\‘\\"H‘\\‘\“\\‘\‘\‘\ m/Z 133.95 45.06%
miz--> 0 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 fd\ U
13.50
91.0 m/z 116.95 26.93%
65.0
\‘\\]-\5\0‘\‘\\\"‘\\‘\\“\‘\\\“\\‘\\"\‘\\H‘\\].?\‘\
miz--> 0 20 60 80 100 120 140
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119.0
WA(\TJA“\ ‘ﬁA‘ SRS
13.50
91.0
150 | 39\\0 Ly 65\’0 L Ly 130
e e e e e e
miz--> 0 20 40 60 80 100 120 140 W\
Abundance #14806: 0-Cymene ”JA““
119.0 1350
m/z 114.90 14.00%
5000 91.0
39.0 65.0 ‘ «A
S\ I u““‘ el el “} : 135? M I el
m/z--> 0 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\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14

Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR062121WMA.M
: TRACE VOA SFAM1.0

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.632 0.81 ug/L 77467 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 95
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 94
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 89
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 55

Abundance Scan 3823 (13.632 min): VU044265.D\data.ms (-3809) (-  m/z 103.90 100.00%
108.9
ey —
s09 /79 m 148.0 13.50 14.00
\\\‘\\\\“\\“‘\‘\“‘M\\m\“\\H\\““\\‘\‘i\“\“‘\\‘\\-\\ m/Z 132.00 48.43%
miz--> 20 60 80 100 120 140
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 Y LU A W L Y S
13.50 14.00
m/z 90.90 44.82%
78.0
27.0 51.0 ‘ H
\\\‘\‘\\\“\\“1‘\“‘”\\”i“\\‘}\“H\\}‘\‘M\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104.0
— n”%“?“f £
132.0 13.50 14.00
5000 ' m/z 119.00  26.77%
270 | S0 P L L
T o Bt L
miz--> 20 40 60 80 100 120 140
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro- —S ——
104.0 13.50 14.00
m/z 114.90  21.29%
5000 132.0
28.0 51.0 78.0
R ;‘M“M‘WMM NM‘\Ni\‘M\\M“Nhh\‘\\\\ LY, | “”ﬂﬁ4\‘Af
m/z--> 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\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.976 118 ug/L 113150  1,4-Dichlorobenzene-dd  11.819

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4-Dipropyl-5

-ethyl-1,3-dioxane 200 C12H2402

2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160
3 Cyclopentanamine 85 C5H11N
4 Pentane, 2,3-dimethyl- 100 C7H16

5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802

Abundance Scan 3930

(13.976 min): VU044265.D\data.ms (-3922) (-

006413-83-8 90
054644-32-5 43
001003-03-8 35
000565-59-3 33
000144-19-4 28

m/z 56.00 100.00%

56.0
5000
111.0 N P
M 84.8 144.9 199.0 14.00
el lle e e b e m/z 76.90 0 39.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane
568.0
5000 /\ T e
14.00
29.0 111.0 m/z 56.90 32.71%
145.0
85.0
\\\\“\M‘\ T \“\‘\H“H‘H‘\1‘\\‘\\\\‘}\7\9.\0‘\\1\9\?.\9\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
ﬂNYLf*“ e D
14.00
5000 m/Z 68.95 30.30%
L ‘“ 95.0 128.0
e e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #1571: Cyclopentanamine = Ao L
56.0 14.00
m/z 54.95 30.09%
5000
30.0 ‘ 85.0 AM
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Azulene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.092 1.38 ug/L 132004 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3966 (14.092 min): VU044265.D\data.ms (-3950) (-  m/z 127.90 100.00%
127.9
5000
T \
379 599 63.9 769 101.9 | 14.00
el A myz 126,90 12.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11942: Naphthalene
128.0
5000 - f A ' \
14.00
m/z 128.90  11.20%
0640 770 120l
\‘HH‘HH‘\H\i\\\\‘HH‘\M‘H\H\‘HH“H\\‘\\H‘H\ ‘H\\‘
m/z--> 20 30 40 50 60 70 80 90 100110 120 130
Abundance #11939: Naphthalene
128.0
A‘ Lo N LN oA
14.00
5000 m/z 101.90 9.33%
o 510 640 779 102.0 I
: | 1 T L |
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11935: Azulene A‘ — ‘
128.0 14.00
m/z 50.90 8.08%
5000
102.0
o 210 64.0 77,0 \ /\
w‘H‘_‘HM‘HNH‘WMMW‘MWMH‘_‘HVHH‘H‘WulM‘H“ - Lopan | e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063021\
Data File : VU@44265.D

Acqg On : 30 Jun 2021 17:14
Operator : SY/MD

Sample : M2905-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO62121WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, propyl- 10.912 8.7 ug/L 831703 3 11.819 480016 5.0
Benzene, 1l-ethy... 11.005 8.9 wug/L 858791 3 11.819 480016 5.0
4-Octanone, 2-m... 11.240 0.8 ug/L 77589 3 11.819 480016 5.0
Benzene, 1l-ethy... 11.298 7.6 ug/L 728091 3 11.819 480016 5.0
2-Heptanone, 4,... 11.565 2.5 ug/L 240072 3 11.819 480016 5.0
Benzene, (1-met... 11.648 1.0 ug/L 94944 3 11.819 480016 5.0
Benzene, 1,2,3-... 11.899 4.6 ug/L 442929 3 11.819 480016 5.0
Benzene, cyclop... 12.102 14.9 wug/L 1429470 3 11.819 480016 5.0
Benzene, 1,2-di... 12.308 1.1 ug/L 103216 3 11.819 480016 5.0
Benzene, 1-meth... 12.382 1.1 ug/L 110832 3 11.819 480016 5.0
Cyclohexanone, ... 12.488 2.8 wug/L 267302 3 11.819 480016 5.0
Benzene, 2-ethy... 12.578 1.1 wug/L 109892 3 11.819 480016 5.0
4,7-Methano-1H-... 12.716 2.8 wug/L 270973 3 11.819 480016 5.0
Benzene, 4-ethy... 12.880 1.1 wug/L 102912 3 11.819 480016 5.0
Benzene, 1,2,3,... 13.031 1.1 ug/L 104464 3 11.819 480016 5.0
Benzene, 1,3-di... 13.111 0.9 ug/L 82186 3 11.819 480016 5.0
Benzene, 1,2,4,... 13.455 1.7 wug/L 158965 3 11.819 480016 5.0
Naphthalene, 1,... 13.632 0.8 ug/L 77467 3 11.819 480016 5.0
2,4-Dipropyl-5-... 13.976 1.2 ug/L 113150 3 11.819 480016 5.0
Azulene 14.092 1.4 ug/L 132004 3 11.819 480016 5.0
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