LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  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\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51647.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.375 311 322 342 rBV 3825721 5702930 6.26% 1.779%
2 3.356 612 627 649 rVB 437271 967665 1.06% 0.302%
3 3.694 716 732 751 rVB 424041 930933 1.02% 0.290%
4 3,990 805 824 855 rBV 4955629 12678554 13.92%  3.956%
5 4.526 974 991 1013 rBV 1528876 3719467 4.08% 1.160%

6 5.063 1140 1158 1213 rBV2 492213 1411402 1.55% 0.440%
7 5.385 1241 1258 1273 rBV 464688 1069527 1.17% ©.334%
8 5.777 1345 1380 1397 rBV2 41595925 91110990 100.00% 28.426%
9 6.761 1674 1686 1707 rVB 582221 1205620 1.32% 0.376%
7

10 .967 2050 2061 2076 rBV 1630277 2716129 2.98% 0.847%
11 8.632 2256 2268 2298 rBV 778759 1542536 1.69% ©0.481%
12 9.449 2499 2522 2547 rBV2 39833565 66469388 72.95% 20.738%
13 9.568 2548 2559 2582 rVB2 5271469 9261852 10.17%  2.890%
14 9.690 2583 2597 2612 rBV2 27816253 44156330 48.46% 13.776%
15 10.099 2710 2724 2749 rVB 9407458 14927343 16.38% 4.657%
16 10.481 2829 2843 2856 rBV 4518459 7021964  7.71%  2.191%
17 10.902 2956 2974 2988 rBV 3096710 5812518 6.38% 1.813%
18 10.989 2989 3001 3009 rBV2 2134235 4078167 4.48% 1.272%
19 11.086 3022 3031 3047 rVB2 1156950 1879778 2.06% 0.586%
20 11.288 3083 3094 3117 rVB 2708422 4286879 4.71% 1.337%
21 11.465 3139 3149 3162 rVB 4321669 6541881 7.18% 2.041%
22 11.832 3243 3263 3272 rVV3 1126412 2821399 3.10% ©0.880%
23 11.893 3272 3282 3293 rVB 3436066 5393176 5.92% 1.683%
24 12.095 3326 3345 3362 rVV2 4645506 7603022  8.34%  2.372%
25 12.185 3362 3373 3396 rVB6 1269546 3288489 3.61% 1.026%
26 12.475 3449 3463 3483 rBV3 1022375 2571900 2.82% 0.802%
27 12.568 3483 3492 3501 rBV 1246815 1766321 1.94% ©.551%
28 12.819 3563 3570 3575 rVV 991024 1500138 1.65% ©.468%
29 12.857 3575 3582 3601 rVB2 2077351 3325972 3.65% 1.038%
30 12.970 3603 3617 3626 rBV 840389 1345779 1.48% 0.420%
31 13.449 3756 3766 3781 rVB3 1049644 1860274 2.04% ©0.580%

32 16.886 4823 4835 4847 rBV 1036355 1556209 1.71% 0.486%

Sum of corrected areas: 320524532
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU051647.D\data.ms
4e+07 5177

3.5e+07
3e+07
2.5e+07
2e+07

1.5e+07

1le+07

5000000 2.375 3.990

3.356  3.604 /\ 4.526 5063 5385 6.7

0\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\|\\\\‘\\H|\\\/\\‘\H\‘\f\m—rv_v_r\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘m\‘r_v_r\f‘\\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH

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: VU051647.D\data.ms
4e+07 9.449

3.5e+07
3e+07 9.690
2.5e+07
2e+07

1.5e+07

1e+07 10.099

5000000 9.56 10.481 2,095

11.465
10,908aq 11.283 11.89
7.967 /\ }\}%Pw%sa J\ 11.882 j{\gl
8.632 ; : :
ob——— —— i e /- : ‘/\‘Aﬁ‘
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: VU051647.D\data.ms

4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

1214766812 .7970 13.449 16.886
0 T T /‘\ T T T T /\‘ T T \/\‘ T T ‘ T T T T /\ T

T ‘ T T ‘ T T T T ‘ T T ‘ Il ‘ T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 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\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Diisopropyl ether Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.990 0.70 ug/L 12678600  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 91
2 Diisopropyl ether 102 C6H140 000108-20-3 91
3 Diisopropyl ether 102 C6H140 000108-20-3 86
4 Diisopropyl ether 102 C6H140 000108-20-3 83
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 83
Abundance Scan 824 (3.990 min): VU051647.D\data.ms (-805) (-) m/z 45.05 100.00%
45.0
5000
87.0
e
| 59‘-0 1021 3.60 3.80 4.00 4.20 4.40
Obr et 2L PSS myz 43,05 46.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropy! ether
45.0
5000 AR RN
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.05 31.17%
59.0
ol 180 200 -l I 102.0
\\‘\\\\‘\\\\‘\\\\‘11\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
43.0
R
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 14 .86%
87.0
59.0
ol 180 270 |/l "1 710 102.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 AA
Abundance #4985: Diisopropy! ether Ramma
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.05 12.98%
5000
27.0 810
. 59.0
0 15\.0 ‘ | | ‘\ \ ‘ I 10?'0
e e e e e e e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.902 10.30 ug/L 5812520 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 N-Butylbenzylamine 163 C11H17N 002403-22-7 64
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 64

Abundance Scan 2974 (10.902 min): VU051647.D\data.ms (-2956) (- | m/z 91.05 100.00%

91.0
5000

[ T
290 12L L 10.50 11.00
ol il J Aokt 16101930 24902811 .5 139 10 22.55%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000

10.50 11.00

m/z 92.05 10.52%

39.0 L
0—+ ‘\‘ i‘ \“\ “\ ‘\‘ “J\-Z\‘ .\0\ LA Bt B By s
Mjze> 50 100 150 200 250
Abundance #10699: Benzene, propyl-
91.0 fL
[

‘ T T
10.50 11.00
5000 m/z 65.05 9.43%

o

39.0 1210
0L b e e
mize> 50 100 150 200 250 A
Abundance #10701: Benzene, propyl- — e
91.0 10.50 11.00
m/z 78.05 6.05%
) M
39.0 h
T - —— ISR AVAV
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1-chloro-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.989 7.23 ug/L 4078170 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 95
2 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 91
3 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 91
4 Benzene, 1l-chloro-2-methyl- 126 C7H7C1 000095-49-8 90
5 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 60
Abundance Scan 3001 (10.989 min): VU051647.D\data.ms (-2989) (- | m/z 105.05 100.00%
105.1
5000
120.1
39.0 67-0 89‘0 ‘ 11.00
Ot 1835 s 91 10 91.33%
miz-> 20 40 60 80 100 120 140
Abundance #12918: Benzene, 1-chloro-2-methyl-
91.0
5000 LN —
11.00
126.0 o
30.0 63.0 ‘ m/z 120.05 30.00%
Ot [T \““ ‘1‘\“\ T “‘}‘\ T T \‘H T \:L:\I-:I\_(\)‘ \“1 T T
miz--> 20 40 60 80 100 120 140
Abundance #12916: Benzene, 1-chloro-2-methyl-
91.0
—
11.00
5000 m/z 126.00 26.73%
126.0
39.0 63.0
Ob el 2080
miz--> 20 40 60 80 100 120 140
Abundance #12914: Benzene, 1-chloro-3-methyl- =t
91.0 11.00
m/z 89.05 16.39%
5000
126.0
s00 3P0
olaao T AW | AL /\j\
m/z--> 20 40 60 80 100 120 140 11.00

SFAMUTR102822WMA.M Thu Nov @3 15:53:56 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.288 7.60 ug/L 4286880 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3094 (11.288 min): VU051647.D\data.ms (-3083) (- | m/z 105.10 100.00%
105.1
5000 j
510 *0 J' 11.00 11.50
Ol et b 14281 1848 2070 /o156 10 30.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
11.00 11.50
m/z 77.05 11.55%
O 150 L 39\0\ Ll 77‘\‘0 n Iy Ll
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0
11.00 11.50
5000 m/z 91.10 11.49%
39.0 77.0
Y R —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: Mesitylene
105.0 11.00 11.50
m/z 79.10 9.03%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1,2,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.893 9.56 ug/L 5393180 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3282 (11.893 min): VU051647.D\data.ms (-3272) (- | m/z 105.10 100.00%
105.1
5000 T
771 11.50 12.00
51.0 :
Ob i W L) 3221998 06 10 42.05%
miz--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000
11.50 12.00
m/z 77.10 12.26%
77.0
O 1T ‘2\7\.(\)\" T \“‘\“\H‘ ‘\‘\ T \‘H‘ T \‘\ T ‘h‘\ \J\.‘“z\.\o\ T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 m/z 91.05 9.91%
39. 77.0
0‘¥5?‘M‘mf‘ﬂ?%g"LM‘J“NM‘%ﬁ%Q“‘H““
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 119.05 9.68%
5000
39. 77.0
ol50 890 | o 1220
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1-propenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.095 13.47 ug/L 7603020 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 60
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 60
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 60
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 60

Abundance Scan 3345 (12.095 min): VU051647.D\data.ms (-3326) (- | m/z 117.10 100.00%
1

i
5000
91.1
T T

39.0 63.0 L 12.00
R 140.1 1682 2069 /7 119.10  65.25%

(O e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10193: Benzene, 1-propenyl-
117.0
5000
12.00
91.0 m/z 105.05  62.80%
51.0
O\\\‘2\7‘\.(\)\“\\“}\““‘U\\WH‘\!M\[“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0
12.00
m/z 118.10 51.77%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl- = I
117.0 12.00

m/z 115.05 35.30%

5000
91.0
51.0 ‘ Lm
27.0
0 e :

P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

L
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.475 4.56 ug/L 2571900 1,4-Dichlorobenzene-d4 11.809
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 93
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 43
Abundance Scan 3463 (12.475 min): VU051647.D\data.ms (-3449) (- | m/z 83.10 100.00%
3.1
5000
55.0 1191
"~ 140.0 =
% ‘ 12.50
o370l b 2009 L) 1L 1681 L go10  48.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21578: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 T
55.0 12.50
140.0 m/z 55.05 32.33%
29.0
O \\\‘\U\ \“’H\ T \‘\“ \‘\‘\ T “!‘\ T }“‘\]-\]-\2.\()‘ \‘\ T “\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
=
12.50
5000 m/z 56.05 30.51%
55.0
210 140.0
I | O Y L £ 2
m/z--> 20 40 60 80 100 120 140 160
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- P
83.0 12.50
m/z 119.05  25.25%
140.0
ots0 | L o |
m/z--> 20 40 60 80 100 120 140 160 12.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38

Operator JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.568 3.13 ug/L 1766320 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3492 (12.568 min): VU051647.D\data.ms (-3483) (- | m/z 119.10 100.00%
119.1
5000 h
00 650 91"1 1250
Obrr et et A 143:2. 1670 1y 134 05 28.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50
m/z 91.10 15.32%
91.0
0 \1\5\.9\‘\ \3\9““0\\‘\ \?%‘\O\ \‘”‘ T \‘\ T “H\ \‘\“l i L B
miz--> 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
12.50
5000 m/z 120.10 10.06%
91.0
oldso TP L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50
m/z 105.10 8.80%
5000
91.0
oliso B0 P27 A
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 m-Xylene, 5-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.819 2.66 ug/L 1500140 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Xylene, 5-chloro- 140 C8HOC1 000556-97-8 96
2 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 95
3 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 94
4 Benzene, 1-chloro-2,3-dimethyl- 140 C8H9Cl 000608-23-1 94
5 Benzene, 4-chloro-1,2-dimethyl- 140 C8HICl 000615-60-1 94
Abundance Scan 3570 (12.819 min): VU051647.D\data.ms (-3563) (- | m/z 105.10 100.00%
105.1
77.1 - s
51‘0 | J 12.50 13.00
) S Y VI N S m/z 140.05  38.91%
m/z--> 20 40 60 80 100 120 140
Abundance #21414: m-Xylene, 5-chloro-
105.0
140.0 Jk
5000 — —
12.50 13.00
51.0 77.0 m/z 125.00  23.10%
O\\\‘2\7\0\\“\\“\‘\\\\"\\‘\\“‘1\\?“2:#.‘9\\"“\\\\
m/z--> 20 40 80 100 120 140
Abundance #21436: Benzene, 4-chloro-1,2-dimethyl-
105.0 xAJ\¥7 j\¥
- —
12.50 13.00
5000 140.0 m/z 77.10 19.14%
51.0 77.0
T O < N
miz--> 20 40 60 80 100 120 140
Abundance #21432: Benzene, 4-chloro-1,2-dimethyl- r— P
105.0 12.50 13.00
m/z 103.10 14.70%
5000
140.0
510 770
I N [
0 ““J“““w‘“‘NMM‘J“‘H““‘M“MM“‘
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.857 5.89 ug/L 33259760 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 40
2 1-Octanol, 3,7-dimethyl- 158 C10H220 000106-21-8 40
3 5-Ethyl-1-nonene 154 C11H22 019780-74-6 40
4 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 37
5 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 35
Abundance Scan 3582 (12.857 min): VU051647.D\data.ms (-3575) (- | m/z 73.10 100.00%
3.1
55.1
5000
— —
‘ ‘91 111.1129.2 12.50 13.00
Ot oo alh ol 930 Tl 148.11682 55 10 63.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34655: 3-Octanol, 3,7-dimethyl-
73.0
55.0
5000 r= —r
12.50 13.00
m/z 70.10 52.03%
2‘9‘.0 ‘ Jj | ‘ 11‘1'0 140.0
0 H\‘HH"‘\‘H‘ “\‘H‘\M‘\H‘HH‘H‘H}‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #34636: 1-Octanol, 3,7-dimethyl-
55.0
— —
12.50 13.00
5000 m/z 69.10 45.61%
83.0
31.0 112.0
o 00
m/z--> 20 40 60 80 100 120 140 160
Abundance #31408: 5-Ethyl-1-nonene T e
70.0 12.50 13.00
41.0 m/z 43.10 28.65%
5000
97.0
0 H ‘ ‘ ! | ! \‘ \‘\ 12\50 1540
e e e e — =
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.970 2.38 ug/L 1345780 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 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 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96

Abundance Scan 3617 (12.970 min): VU051647.D\data.ms (-3603) (- | m/z 119.10 100.00%
119.1
5000
91.1
39.0 650 | | L149.0 207.0 13,00
Obrrrrrrr bbb b e P2 5T m/z 134.00 45.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T
13.00
m/z 91.10 14.72%
390 65.0 91.0
0 \1\5\.‘0\‘\\\“‘\\‘\‘\“\“.\\\L“\\‘\\‘m\\m‘"\\r“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
=
13.00
5000 m/z 120.10 9.96%
410 650 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 133.00 9.33%
5000
39.0 91.0 M
65.0
0 ‘H‘“H““““1““1“”“”"“‘wwm‘;‘,“H“‘_m‘uu‘mwm AL -
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1-Phenyl-1-butene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.449 3.30 ug/L 1860270 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 92
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 86
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 62
Abundance Scan 3766 (13.449 min): VU051647.D\data.ms (-3756) (- | m/z 117.10 100.00%
117.1
5000
91.1 A
39.0 650 ‘ 13.50
) Tl Y S O I ‘u”‘“‘h“1‘5‘:’)"‘1”“1‘35"9 119.10  85.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000
1350
91.0 m/z 134.05  36.39%
510 ‘
O\\\‘2\7‘\\0\“\\‘}H\“\?\\q‘\\\\‘HU‘\\!‘\‘\H‘\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
e
13.50
5000 m/z 132.05 35.55%
91.0
51.0
o 20 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 13.50
m/z 115.05 31.80%
5000
91.0
ol 220 700 L L
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38

Operator JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Butylated Hydroxytoluene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.886 2.76 ug/L 1556210 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 94

Abundance Scan 4835 (16.886 min): VU051647.D\data.ms (-4823) (- | m/z 205.15 100.00%
205.2
5000
57.1 N T
105.1 1451 ‘ 16.50 17.00
ol Aoty b L 2788, 1 L 28LIn/7 220.20  23.23%
miz-> 50 100 150 200 250
Abundance #99218: Butylated Hydroxytoluene
205.0
5000 — -
16.50 17.00
m/z 57.10 18.47%
57.0 1050 1450 ‘
oLb— ‘\“\‘M‘\ ‘\\ ‘ TN h‘ ‘;‘5‘0‘ A
miz--> 50 100 150 200 250
Abundance #99214: Butylated Hydroxytoluene
205.0
16. 50 17 00
5000 m/z 206.20 15.91%
57.0
105.0 145.0 ‘
0l 2700 |y Ll 4780 | |
miz--> 50 100 150 200 250
Abundance #99219: Butylated Hydroxytoluene
205.0 16. 50 17 00
m/z 145.05 13.49%
5000
57.0
105.0 145.0 ‘
0 270, st ‘M L by h‘ ‘FI-‘EP‘O‘ =
m/z--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51647.D

Acqg On : 01 Nov 2022 06:38
Operator : JC/MD

Sample : N5319-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Diisopropyl ether 3.990 0.7 ug/L 12678600 1 6.247 91111000 5.0
Benzene, propyl- 10.902 10.3 wug/L 5812520 3 11.809 2821400 5.0
Benzene, 1-chlo... 10.989 7.2 ug/L 4078170 3 11.809 2821400 5.0
Benzene, 1l-ethy... 11.288 7.6 ug/L 4286880 3 11.809 2821400 5.0
Benzene, 1,2,3-... 11.893 9.6 ug/L 5393180 3 11.809 2821400 5.0
Benzene, 1-prop... 12.095 13.5 ug/L 7603020 3 11.809 2821400 5.0
Cyclohexanone, ... 12.475 4.6 ug/L 2571900 3 11.809 2821400 5.0
Benzene, 1l-ethy... 12.568 3.1 ug/L 1766320 3 11.809 2821400 5.0
m-Xylene, 5-chl... 12.819 2.7 wug/L 1500140 3 11.809 2821400 5.0
unknown-01 12.857 5.9 wug/L 3325970 3 11.809 2821400 5.0
Benzene, 1,2,4,... 12.970 2.4 ug/L 1345780 3 11.809 2821400 5.0
1-Phenyl-1-butene  13.449 3.3 ug/L 1860270 3 11.809 2821400 5.0
Butylated Hydro... 16.886 2.8 wug/L 1556210 3 11.809 2821400 5.0
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