LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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@51648.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 35 45 67 rBV 163861 562824 1.34% 0.221%
2 2.375 311 322 342 rVB 1627823 2474695 5.88% 0.974%
3  3.989 805 824 851 rBV 1276978 3324811 7.90% 1.308%
4 4.658 1013 1032 1095 rBV2 269786 1025344  2.44%  0.403%
5 5.063 1141 1158 1203 rBV2 367796 1031660 2.45% 0.406%

6 5.774 1344 1379 1398 rBV2 20198104 42063610 100.00% 16.549%
7 6.247 1513 1526 1558 rVB 306446 601090 1.43% 0.236%
8 6.690 1650 1664 1676 rBV 267027 529067
9 7
7

1.26% ©.208%

.896 2014 2039 2050 rBV 437150 842323 2.00% 0.331%

10 .967 2050 2061 2078 rVV 1799482 2999014  7.13% 1.180%
11 8.635 2256 2269 2301 rBvV2 821263 1646636 3.91% 0.648%
12 9.446 2498 2521 2546 rBV 9373547 16149815 38.39% 6.354%
13  9.568 2546 2559 2582 rVB 12516063 20190284 48.00% 7.943%
14 9.690 2582 2597 2612 rBV2 25668013 41580323 98.85% 16.359%
15 10.098 2711 2724 2749 rVB 5906429 9503858 22.59%  3.739%
16 10.481 2829 2843 2856 rBV 3389027 5325408 12.66%  2.095%
17 10.754 2919 2928 2935 rBV 291712 440789 1.05% ©0.173%
18 10.902 2958 2974 2991 rBV 1088275 2032107 4.83% ©.799%
19 10.996 2992 3003 3020 rVB2 552178 1107522 2.63% 0.436%
20 11.086 3020 3031 3046 rBV 763134 1185600 2.82% 0.466%
21 11.288 3083 3094 3116 rVB 1257893 2074361 4.93% 0.816%
22 11.465 3118 3149 3162 rBV 4630517 7297126 17.35%  2.871%
23 11.539 3162 3172 3185 rBV3 265978 479822 1.14% 0.189%
24 11.741 3224 3235 3244 rBV 385279 617723 1.47% ©.243%
25 11.831 3244 3263 3272 rVV3 950513 2442648 5.81% ©.961%

26 11.893 3272 3282 3294 rVB 2816273 4520295 10.75% 1.778%
27 12.092 3327 3344 3362 rBV 16091798 24949621 59.31% 9.816%
28 12.208 3362 3380 3400 rVB3 2293167 4811829 11.44% 1.893%

29 12.465 3449 3460 3465 rBV 311949 529226 1.26% ©0.208%
30 12.568 3482 3492 3501 rBV 1027116 1555854 3.70% 0.612%
31 12.680 3519 3527 3542 rBV5 236645 550036 1.31% 0.216%
32 12.774 3543 3556 3562 rVV6 322466 678940 1.61% 0.267%
33 12.819 3563 3570 3579 rVW 589463 937541  2.23% 0.369%
34 12.970 3597 3617 3625 rBV 563600 943235 2.24%  ©.371%
35 13.024 3625 3634 3646 rVB 620358 934945 2.22% ©.368%

36 13.291 3708 3717 3730 rVB 1430177 2170685 5.16% ©.854%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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

37 13.449 3744 3766 3778 rBV3 1226306 2284585 5.43% ©.899%
38 13.516 3778 3787 3797 rVB 1075952 1617461 3.85% 0.636%
39 13.622 3807 3820 3834 rVB2 2335748 3864811 9.19% 1.520%
40 14.082 3945 3963 3987 rBV 13180763 21501905 51.12%  8.459%

41 14.204 3989 4001 4013 rVB 454542 753677 1.79%  0.297%
42 14.703 4136 4156 4167 rBV5 405473 1193890 2.84% 0.470%
43 15.073 4261 4271 4280 rBV 335829 542754 1.29% 0.214%
44 15.217 4306 4316 4342 rVB 2684687 4490269 10.67% 1.767%
45 15.407 4362 4375 4404 rVB 3964397 6330797 15.05%  2.491%
46 16.407 4667 4686 4693 rBV2 443008 837396 1.99% ©.329%

47 17.092 4889 4899 4916 rBV 396615 652961 1.55% 0.257%

Sum of corrected areas: 254181173
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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: VU051648.D\data.ms
2.5e+07

5.774
2e+07

1.5e+07
1le+07

5000000

2.375 3.989
1.485 4.658 5.063 6.247 6.69(

'VTF\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/N\\\‘\\\\‘\\\\‘ﬁ\‘\mm\‘m"\\\‘ /\\\\ /\\\‘?
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: VU051648.D\data.ms

2.5e+07 9.690

2e+07

12.092
1.5e+07
9.568

1le+07 9.44

10.098

5000000 11.465
10.481 11.893

\ 78 1 st =) ungh
‘ A P AU

N — o —T ‘ R
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: VU051648.D\data.ms
2.5e+07

2e+07

1.5e+07
14.082

1le+07

5000000 15.407
15.217

13.622
13.293 349 bj\
o 2 ibmpnnas " [ORR 4200 14703 1s073| |

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@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 Aminomethanesulfonic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.485 4.68 ug/L 562824  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 7
5 Sulfur dioxide 64 02S 007446-09-5 5
Abundance  Scan 45 (1.485 min): VU051648.D\data.ms (-35) (-) m/z 64.00 100.00%
64.0
5000 J\w\
B e a maa
140 160 1.80
45 84.8
-ttty m/z 48.00  43.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
5000 | L L B
140 160 1.80
17.0 m/z 44.95 5.39%
0““!“‘11‘4.‘2‘\.“‘“‘ ‘\\\‘\\9\6\.9\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
BRSNS S S S
140 160 1.80
5000 m/z 66.00 5.28%
32.0
) O
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- B e e
64.0 140 160 1.80
m/z 46.00 2.95%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0 X AL,
R L e R R
m/z--> 20 40 60 80 100 120 140 160 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 Ethyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.375 20.59 ug/L 2474700 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4Hl1e0 000060-29-7 91
2 Ethyl ether 74 C4H1e0 000060-29-7 83
3 Ethyl ether 74 C4H1e0 000060-29-7 83

4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 56
5 Boron trifluoride etherate 142 C4H10BF30 000109-63-7 40

Abundance Scan 322 (2.375 min): VU051648.D\data.ms (-311) (-) m/z 59.10 100.00%

59.1
5000

2.00 2.20 2.40 2.60

Obrr 37O Ll 931 1280 2072 ... 7410 74.93%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #973: Ethyl ether
31.0
5.0
5000 L L L B LA LR R I

2.00 2.20 2.40 2.60
m/z 45.05 66.38%

o
m/z--> 2‘0 4‘0 6‘0 8b 160 12‘0 14‘10 1(‘50 1é0 260
Abundance #972: Ethyl ether
31.0
59.0 AR NV R
2.00 2.20 2.40 2.60
5000 ITI z 42.95 15.92%
0*”w*w‘w‘”wH*‘wmwHwwa”w”w”” j{
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #970: Ethyl ether R RERENEERES S
31.0 2.00 2.20 2.40 2.60

m/z 41.05 11.39%

5000 jt
L

m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 Diisopropyl ether Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.989 27.66 ug/L 3324810 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 (3.989 min): VU051648.D\data.ms (-805) (-) m/z 45.05 100.00%
45.0
5000
87.1
R RAREEEREE
| 59.0 1021 3.60 3.80 4.00 4.20 4.40
Ot 2L L1021 s es 47.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropy! ether
45.0
5000 BEEEE AR R
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.10 31.63%
59.0
ol 180 270 [l T 102.0
\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
45.0
Rmans s RARESRREE
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 15.51%
87.0
59.0
o 180 200 [ 1" 7 1020
R R e o AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4985: Diisopropyl ether T
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.05 12.84%
5000
270 87.0
. 59.0
0 157.0 ‘ L | ‘\ \ ‘ I 10?'0
e e e e e ERERREERiEEE 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@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.902 4.16 ug/L 2032110 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 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 64
5 N-Butylbenzylamine 163 C11H17N 002403-22-7 64

Abundance Scan 2974 (10.902 min): VU051648.D\data.ms (-2958) (- | m/z 91.05 100.00%

91.0
5000
A

\ T
290 12L L 10.50 11.00
ol gl [ A2 1929 24902811 0 156 19 22.68%
mi/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
10.50 11.00
m/z 92.05 10.97%
%0 ), | o
O\\‘\ \‘i\‘\‘\ ‘\“\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
TNV VN &
10.50 11.00
5000 ITI/Z 65.05 9.49%
90 12%
ol v T
m/z--> 50 100 150 200 250
Abundance #10699: Benzene, propyl- T T
91.0 10.50 11.00
m/z 78.05 6.27%
5000
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@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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, 1l-ethyl-2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.996 2.27 ug/L 1107520 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 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3003 (10.996 min): VU051648.D\data.ms (-2992) (- | m/z 105.05 100.00%
105.1
5000
1201 | A j\
910 ‘ — e
39.0 57.0 77‘1 o 11.00
O eyt bl m/z 120.10  30.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
c000 L A

m/z 91. 05 13.76%

77.0 91.0
\\‘]\_\5\\0‘\\\\‘\??‘\()\\\“\\\\6‘%\‘9‘\\\‘\“\\\\“\\\\‘\‘}1\‘\\\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

o

1l OO
5000 ITI z 77.10 10.63%
120.0
77.0 91.0
0H\**1*8*\9**w??\*0*H\‘*H*6\*3*‘*0*\H*‘*‘\*Hw‘“w”w”‘*‘*‘\‘”wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 11.00

m/z 106.10 8.99%

5000
120.0
39.0 77.0 91.0 /k
ol 250 | 80 | L N

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04

Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library : 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 6 Benzene, 1l-ethyl-4-methyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.288 4.25 ug/L 2074360 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 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 CO9H12 000108-67-8 90
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90

Abundance Scan 3094 (11.288 min): VU051648.D\data.ms (-3083) (- | m/z 105.05 100.00%
105.1
5000
120.1
771 11.00 11.50
0 ) 1401 ;
ottt = m/z 120.10 30.43%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.50
m/z 91.10 11.74%
77.0
0 \1\5\.0‘ T \3\9“.0\ \‘\5\9‘.(‘)\‘\ T \M‘ T \‘1 T ‘H‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
11.00 11.50
5000 m/z 77.10 11.53%
790 120.0
AR A S
miz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 11.00 11.50
m/z 79.05 8.94%
120.0
5000
77.0
30 so0 77 ]
i
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMUTR102822WMA.M Thu Nov @3 15:54:48 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.539 0.98 ug/L 479822  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 92
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 90
4 Indane 118 C9H10 000496-11-7 89
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 86

Abundance Scan 3172 (11.539 min): VU051648.D\data.ms (-3162) (- | m/z 117.05 100.00%

117.1
5000
91.1
58.0 11.50
— e ey m/z 118.05  71.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
11v.0
5000 —f \/\\/\\/\‘
11.50
91.0 m/z 115.10  40.26%
390 650 ‘
O‘\\\\“\\“\\“‘U\\\“\\‘\\“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10195: Benzene, cyclopropyl-
117.0
11.50
5000 ITI/Z 91.10 25.32%
91.0
51.0
OMLM,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 11.50
m/z 58.00 11.32%
5000
91.0
390 50
0 _“‘NHMu“UHJ“JH‘L“““‘_““H““H““H“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 8 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.893 9.25 ug/L 4520300 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 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3282 (11.893 min): VU051648.D\data.ms (-3272) (- | m/z 105.10 100.00%
106.1
5000
77.0 11.50 12.00
39.0 139.1 : :
Orrrrrereb bbb o 1991 1660 2140 /156 10 41.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 — A
11.50 12.00
m/z 77.05 12.52%
51.0 7.0
O \\\‘2\7\.(\)\“\\“\H\H“\‘\\\‘H‘\\‘\\’H\\‘\“"\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
11.50 12.00
5000 m/z 91.05 10.13%
390 770
0 ‘1‘5"?““”“““‘0““UMMWL‘,U‘“u‘,“m,uu,Hu,m‘,‘m,‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 119.10 9.66%
5000
] 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.092 51.07 ug/L 24949600 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 83
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80

Abundance Scan 3344 (12.092 min): VU051648.D\data.ms (-3327) (- | m/z 117.10 100.00%

11v.1
5000

91.0

39.0 63.1 1200
o‘H‘_‘H‘mu‘Mm‘_‘“”_”!‘_‘134"}‘” m/z 118.10  55.16%

m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane

117.0

5000
12 00

‘ m/z 115.10  32.92%
|

39.0 550 91.0
0“1?‘0\“H“MH‘\““H‘\HHMH R
m/z--> 20 40 60 100 120 140
Abundance #10181. Indane
117.0

12.00
5000 ITI z 91.05 15.69%
91.0
01593?\0”6\3“0\“\“\\ i
m/z--> 20 40 60 80 100 120 140
Abundance #10198: Benzene, cyclopropyl-
117.0 12. 00

m/z 119.05 7.30%

5000 91.0

39.0 65.0
o VI T
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
12.465 1.08 ug/L 529226 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3460 (12.465 min): VU051648.D\data.ms (-3449) (- | m/z 119.10 100.00%
119.1
5000
9t 12.50
390 65.0
] O M T ‘ ‘ ‘u“ Al 3400 7 134,05 31.36%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
12.50
J m/z 91.10  17.69%
39.0
15.0 65.0
0 \‘\\\‘\‘\‘\ \\“‘\ \“”\“\‘\\\“ T \‘\ ™ “\\m‘l T \l\‘\G.‘O\\
miz--> 0 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
L
12.50
5000 m/z 105.05 13.83%
91.0
39.0 65.0 ‘ ‘
olsow\»\ I
m/iz--> 0 20 40 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.50
m/z 117.05 10.52%
5000
91.0
39.0
o 0L Y Y Je-o ‘ -
m/z--> 0 20 60 80 100 120 140 12.50

SFAMUTR102822WMA.M Thu Nov @3 15:54:54 2022 Page: 13



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
: Vues51648.D
: 01 Nov 2022 07:04

JC/MD

: N5319-03
: 25.0mL/MSVOA_U/WATER
: 47  Sample Multiplier: 1

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 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 o-Cymene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.568 3.18 ug/L 1555850 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 3492 (12.568 min): VU051648.D\data.ms (-3482) (- | m/z 119.10 100.00%
119.1
5000
39.0 65.0 o 12.50
Ol bt et AL 1482 1672 7 134 05 29.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
5000
12.50
91.0 m/z 91.10 15.47%
41.0 65.0
0 H\.‘\‘\H"‘H‘\ \H“l‘\\\‘”‘\\i‘\‘w\\‘\w\\\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
T
12.50
5000 m/z 120.05 9.91%
91.0
oltso 20 0 el
m/z--> 20 40 60 80 100 120 140 160
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50
m/z 117.10 9.24%
5000
91.0
150 40 680 | |
O 8 e —T
m/z--> 20 40 60 80 100 120 140 160 12.50

SFAMUTR102822WMA.M Thu Nov @3 15:54:56 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 Indan, 1-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.680 1.13 ug/L 550036 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 81
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 80
Abundance Scan 3527 (12.680 min): VU051648.D\data.ms (-3519) (- | m/z 117.10 100.00%
117.1
- \Aﬁ_\/\fmJ\AAJKJV\KA
S 1250 1300
390 651 || 142 : :
Obv oy e bbbl R m/z 115.10  33.45%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 SRS A A%
12.50 13.00
200 910 m/z 132.05  28.26%
. 65.0 | ‘ 133.0
O\\\‘\‘\\\“\\“\‘\"H‘\\\“\\‘\\‘\\\H‘\V\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
e —
12.50 13.00
5000 m/z 91.10 17.31%
91.0
39.0
B GO B
0 b e e e e e e
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- N T
117.0 12.50 13.00
m/z 119.05 14.93%
5000
0 91.0
51.
133.0
b ZO Uy T0 |y RO
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@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 13 Benzene, 1-chloro-2,3-dimet... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.774 1.39 ug/L 678940 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2,3-dimethyl- 140 C8H9Cl 000608-23-1 76
2 m-Xylene, 5-chloro- 140 C8H9C1 000556-97-8 74
3 Benzene, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 70
4 Benzene, 2-chloro-1,4-dimethyl- 140 C8H9Cl 000095-72-7 60
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 52

Abundance Scan 3556 (12.774 min): VU051648.D\data.ms (-3543) (- | m/z 73.10 100.00%

73.1 105.1
5000 140.1
43.1
T

12.50 13.00
267.C
W"‘M‘LMM“m“\‘m :““‘_‘Uuw‘mW““1‘9?7"9”w_wm m/z 105.10  93.15%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21431: Benzene, 1-chloro-2,3-dimethyl-
105.0
5000 140.0

12.50 13.00
m/z 69.10 76.04%

77.0
\H‘H?\’\g‘\()\u\“‘\HH\‘H‘H‘H“\‘\H‘\“\H““HH‘\\H‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21414: m-Xylene, 5-chloro-
105.0

T
12.50 13.00
140.0
5000 m/z 55.05 64.46%

77.0
0
‘H‘HH‘W‘m““m“‘H‘H“l“H_‘m“‘mwm‘mwm‘mwm“m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #21432: Ben i

zene, 4-chloro-1,2-dimethyl- T N
105.0 12.50 13.00
m/z 70.05 55.06%

5000
140.0
51.0
0 | ‘u\\ mh\ \ ‘\ I e o

m/z--> 20 40 60 80 100120140160180200220240260 12.50 13.00

o

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 14 m-Xylene, 5-chloro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.819 1.92 ug/L 937541 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, 4-chloro-1,2-dimethyl- 140 C8H9Cl 000615-60-1 94
5 Benzene, 1-chloro-2,3-dimethyl- 140 C8HICl 000608-23-1 93
Abundance Scan 3570 (12.819 min): VU051648.D\data.ms (-3563) (- | m/z 105.10 100.00%
105.1
77.1
51 0 ‘ 12.50 13.00
S ‘u ‘ M S “‘1‘2‘49““““ —~——  m/z 140.05 40.58%
m/z--> 20 40 100 120 140
Abundance #21414.anybne,5-chbro-
105.0
140.0
5000 — ——
12.50 13.00
51.0 77.0 m/z 125.00  23.50%
O\\\‘2\7\(\)\"\\“\‘\\\\“\\‘\\“}\\\J-‘Zd{i\\\“\\\\ 1
m/z--> 20 40 80 100 120 140
Abundance #21436: Benzene, 4-chloro-1,2-dimethyl-
105.0
— —
12.50 13.00
5000 140.0 m/z 77.10 19.99%
51.0 77.0 J
L R R TN 1 M
miz--> 20 40 60 80 100 120 140
Abundance #21432: Benzene, 4-chloro-1,2-dimethyl- — T
105.0 12.50 13.00
m/z 103.10 14.93%
5000
140.0
5.0 770
27.0 ‘ ‘
0m‘“m,H:u"mm“H‘H‘:‘m_“m“‘“m ‘ J\‘ : A
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTR102822WMA.M Thu Nov ©3 15:55:00 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 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 15 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.970 1.93 ug/L 943235  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 C1eH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3617 (12.970 min): VU051648.D\data.ms (-3597) (- 119.10 100.00%
119.1
- M J\
91.1
39.0 65.0 1300
o"wH‘w‘mwu‘u“"“‘wum“‘l‘H‘M‘lf‘?"l_‘H_H?‘Q?:q m/z 134.00  46.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
91.0 m/z 91.10 16.03%
39.0 650
O\]-\5\‘0\‘\\\“‘\\‘\\“\‘\\\“\1‘\\“\‘\\U"\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
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 120.05 9.87%
0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- ‘ %“K 4
119.0 13.00
m/z 133.05 9.54%
5000
91.0
390 650
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

SFAMUTR102822WMA.M Thu Nov ©3 15:55:02 2022 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 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 16 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.024 1.91 ug/L 934945  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3634 (13.024 min): VU051648.D\data.ms (-3625) (- | m/z 119.10 100.00%
119.1
5000
91.1 Talon !
>0 749 | Il 891 b
Ol e RS m/z 134.05 42.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
13.00
m/z 91.10 14.74%
300 g0 1O
0 \1\5‘\'(‘)\‘\ T ’.‘\ \“\‘\ ‘ﬁ.\ T \‘H‘ T \‘\ T ‘W\ \‘M T \1\ ‘\6‘0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
RN \
13.00
5000 m/z 120.10 9.93%
91.0
39.0  65.0
o80Tl Tl 1360
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- ‘ /J\ - ]
119.0 13.00
m/z 133.05 9.89%
5000
0 91.0
oldso B0 %0 | .m0 L
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\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 17 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.291 4.44 ug/L 2170690 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 91
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 83
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
Abundance Scan 3717 (13.291 min): VU051648.D\data.ms (-3708) (- | m/z 117.10 100.00%
117.1
5000 1321 M
e —
91.1
390 640 | “ 13.00 13.50
O el e gl ol e m/z 132,050 38.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
132.0 13.00 13.50
m/z 115.10 27.86%
390  g59 910 ‘ ‘
O\\‘\\\\‘\\i‘\‘\\H““\\\\}‘UH\‘1‘“\\‘\i‘\‘}‘H\\“\H\‘W\\’HH‘\H‘“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
A —
13.00 13.50
5000 132.0 m/z 131.05 21.61%
390 50 910 ‘ ‘
0\w\uw\ﬂw\umu\dh\wMMwuﬂuu\quu‘mm,uu‘uﬂhﬁu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- o P
117.0 13.00 13.50
m/z 91.10 13.16%
5000 132.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 18 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.449 4.68 ug/L 2284590 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 91
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 86
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 80
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 55
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55

Abundance Scan 3766 (13.449 min): VU051648.D\data.ms (-3744) (- | m/z 117.10 100.00%

117.1
5000
91.1
o
39.0 650 ‘ 13.50
B T Y n!““‘u_15‘3;?””_”?‘9‘7:9 m/z 119.10  89.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000 T
910 13.50
L m/z 134.05  37.00%
700 |
O\\\‘\‘\\\‘\\‘}H\‘H\\\“\\‘}\‘HU‘\\\’\‘Uf‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
e
13.50
5000 ITI/Z 132.00 33.92%
0! A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- =
117.0 13.50
m/z 115.05 32.52%
5000
91.0
51.0
270~ ‘
0 H“H‘“HWJJWHu_“WW“M‘MJW“H“‘H“H“‘H‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMUTR102822WMA.M Thu Nov @3 15:55:05 2022 Page: 21



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04

Operator JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
: 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 19 2-Methylindene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.516  3.31 ug/L 1617460 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 cleme 002177-47-1 96

065051-83-4 95
015677-15-3 95

2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10

4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
5 Benzene, 1-butynyl- 130 C1oH1e 000622-76-4 93
Abundance Scan 3787 (13.516 min): VU051648.D\data.ms (-3778) (- | m/z 130.05 100.00%
130.1
= \
64.0
102.1 13.50
39.0
ol 20 e I 1520 ns 115016 92.92%
miz--> 20 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0
5000 AN :
13.50
m/z 129.05 83.13%
51.0
28.0 ‘ I 770 102.0 ‘
0 ‘\‘}\\“\\‘\‘\“\‘\\H}“‘\\‘\\"‘\\11‘\‘ ‘\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
T T
13.50
5000 m/z 128.00 43.45%
51.0
27.0 ‘ ‘ 77.0 102.0 ‘
0 ‘H"H“H‘m‘““u”l“_“H,“H‘MH ‘H‘HH,H
m/z--> 20 40 60 80 100 120 140 160
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- e ‘
129.0 13.50
m/z 127.10 19.54%
) LM
64.0
102.0
P N <Y S | Al
m/z--> 20 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 20 Benzene, (1-methyl-2-cyclop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.622 7.91 ug/L 3864810 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 94
4 1H-Indene, 1-methyl- 130 C1leH1e 000767-59-9 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 94
Abundance Scan 3820 (13.622 min): VU051648.D\data.ms (-3807) (- | m/z 130.00 100.00%
130.0
5000
30.0 64‘-0 a7 104.1 ‘ 13.50 14.00
ot e e 879 il Ll 14811820 s 155016 97.35%
m/z--> 20 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0
5000 SAIRS —
13.50 14.00
m/z 129.05 81.86%
51.0
28.0 ‘ I 770 102.0 ‘
0 ‘\‘}\\“\\‘\‘\“\‘\\H}“‘\\‘\\"‘\\11‘\‘ ‘\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
13.50 14.00
5000 m/z 128.00 40.23%
51.0
27.0 ‘ ‘ 77.0 102.0
0 ‘H‘H“H‘m‘““u”l“_“H,“H‘MH ‘H‘HH,H
m/z--> 20 40 60 80 100 120 140 160
Abundance #15050: Benzene,1-methyl-1,2-propadienyl- —r— —
115.0 13.50 14.00
m/z 127.10  18.80%
5000
51.0
77.0
27.0 131.0
NI A T Y T A o
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 21 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.082 44.01 ug/L 21501900 1,4-Dichlorobenzene-d4 11.809
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 93
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3963 (14.082 min): VU051648.D\data.ms (-3945) (- | m/z 128.05 100.00%
128.1
5000
14.00 |
51.0 7549 1021 .
O b bl UL 1490 18492071 s 957 05 12.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 — :
14.00
m/z 129.00 11.09%
O‘\\\\‘\5\:!‘-\-\0‘”\7\?}‘.‘?\\\]-\()“‘2\.\0\\‘\“\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
: —
14.00
5000 m/z 102.05 8.34%
JL27.0 510 770 1020 |
ettt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene 7 I
128.0 14.00
m/z 126.10 7.26%
5000
102.0
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\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 22 Benzo[c]thiophene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.204 1.54 ug/L 753677 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 4001 (14.204 min): VU051648.D\data.ms (-3989) (- | m/z 134.00 100.00%
134.0
5000
— —
30,0 63.0 89.0 14.00 14.50
b2 e 1600 22110 g9 65 12.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17519: Benzo[c]thiophene
134.0
5000 1
1400 14.50
m/z 135.00 10.00%
63.0 89.0
O\\\\’\\\\’\\\\"‘\‘\‘\\‘\\H\\‘\1\\‘\\\‘M‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17518: Benzo[b]thiophene
134.0
= —
14.00 14.50
5000 m/z 90.10 8.67%
89.0
Obrreyrr 30l e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17521: Benzo[b]thiophene —
134.0 14 00 14.50
m/z 63.05 6.30%
5000
89.0
63.0
R ERE I R PR |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 23 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.703 2.44 ug/L 1193890 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,2,3,3,5,5,6,6-oct... 226 C15H300 016424-66-1 38
2 4-Heptanone, 5,5-diethyl-2,2,3,3... 226 C15H300 016424-67-2 37
3 2-Pentene, 5-butoxy-, (E)- 142 C9H180 054004-23-8 35
4 Fumaric acid, 2,4,4-trimethylpen... 280 C16H2404 1000405-60-0 32
5 Heptane, 2-iodo- 226 C7H15I 018589-29-2 32

Abundance Scan 4156 (14.703 min): VU051648.D\data.ms (-4136) (- | m/z 57.10 100.00%

57.1
5000 99.1

‘M L ] m 129.0 14.50 15.00
o il H I

54.2
SN 1Y “‘Hw‘w!‘u“u“‘1‘?‘3‘1“2‘999_“ m/z 99.10  42.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #107170: 4-Heptanone, 2,2,3,3,5,5,6,6-octamethyl-
57.0

o

99.0

5000 e ——
14.50 15.00

m/z 81.05 26.94%

127.0
0 ‘ T h \ 170.0 226.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107172: 4-Heptanone, 5,5-diethyl-2,2,3,3-tetramethyl-
57.0
=

99.0 14.50 15.00
5000 m/z 41.05 22.59%

28.0 127.0

| H b I 1700 226.0

e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

#23064: 2-Pentene, 5-butoxy-, (E)- T —
57.0 14.50 15.00
m/z 83.10 17.92%

5000
99.0
141.0
0 Lol L _— SAVE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 24 (DEL) Alkane: Cyclicl5.073 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.073 1.11 ug/L 542754  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1,2-trimethyl-3-... 140 C10H20 041977-43-9 49
2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 38
3 cis-4-Decene 140 C10H20 019398-88-0 30
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 30
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 30
Abundance Scan 4271 (15.073 min): VU051648.D\data.ms (-4261) (-~ | m/z 55.10 100.00%
5!:
140.2
5000
95.1
T T f
M | \‘\ ‘ L Ll 207.0 281.( 15.00
oWw;u‘w”HJ‘W uJ‘:wwMm,uH‘H;wwwu,n m/z 83.05 80.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20792: Cyclopropane, 1,1,2-trimethyl-3-(2-methylpropy!
55.0
84.0
5000 EASS :
15.00
‘ 140.0 m/z 69.10 73.69%
O\H‘H\\“H‘M"\‘\H“M\\H‘HH‘HH}\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20736: Cyclohexane, (2-methylpropyl)-
83.0 kJH
T e
15.00
soo0] 0 m/z 140.15  57.55%
H ‘ ‘ ‘ 140.0
oW:H‘Nm‘“,“w “‘1,,““,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20649: cis-4-Decene = ‘
55.0 15.00
m/z 129.05 55.58%
5000
4\‘ 140.0
om‘H‘“H““M,“EM‘IH‘WH"!m‘,‘m,"H_HWWWW,H Al
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 27 Naphthalene, 2,3-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.407 1.71 ug/L 837396 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 4686 (16.407 min): VU051648.D\data.ms (-4667) (- | m/z 156.05 100.00%

156.1
5000
1151
16.50
39. ‘
0 Ww‘w‘w”uHuwe‘u‘lm“‘uw‘HH‘WRTHWE?’%QM m/z 141.05 91.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
16.50
m/z 155.10 28.61%
7
390 4 T) 4‘ o | Il
O\\\‘H\\[\\‘\\“‘1\‘\“\“\!‘\\‘\\\\‘\‘\H‘H ‘HH‘HH‘HH‘HH‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
A e
16.50
5000 /Z 115.05 19.89%
770 115.0
390 ‘\ HH\ m ‘ “\ H
O hrr ettt el e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0 1&50
m/z 128.05 15.92%
0 S — i
m/z--> 20 40 60 80 100120140160180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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 28 2,4,6-Trihydroxybenzaldehyde Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
17.092 1.34 ug/L 652961 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 70
2 2,4,6-Trihydroxybenzaldehyde 154 C7H604 000487-70-7 50
3 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50
4 Acenaphthene 154 C12H1e 000083-32-9 46
5 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 45

Abundance Scan 4899 (17.092 min): VU051648.D\data.ms (-4889) (- | m/z 153.05 100.00%
153.1
5000 K
76.0 — ‘
200 ‘ ( 17.00
ol 2% 1. 130 W 2071 2810 /7 154.10  85.95%
miz-> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
5000 e :
76.0 17.00
m/z 152.05 53.81%
O T T \39‘\.0}‘ \“‘ \‘H\ H\ ”‘]‘_1\3.\()‘\ T m\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #31821: 2,4,6-Trihydroxybenzaldehyde
158.0
T T
17.00
5000 m/z 76.00 23.75%
69.0
39.0 108.0
e 0 VPN S
miz--> 50 100 150 200 250
Abundance #32046: 3-Fluoro-para-anisaldehyde A == T
153.0 17.00
m/z 151.00  19.34%
5000
57.0 950
m/z--> 50 100 150 200 250 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51648.D

Acqg On : 01 Nov 2022 07:04
Operator : JC/MD

Sample : N5319-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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|
Aminomethanesul... 1.485 4.7 ug/L 562824 1 6.247 6010990 5.0
Ethyl ether 2.375 20.6 ug/L 2474700 1 6.247 6010990 5.0
Diisopropyl ether 3.989 27.7 wug/L 3324810 1 6.247 601090 5.0
Benzene, propyl- 10.902 4.2 ug/L 2032110 3 11.809 2442650 5.0
Benzene, 1-ethy... 10.996 2.3 ug/L 1107520 3 11.809 2442650 5.0
Benzene, 1l-ethy... 11.288 4.3 ug/L 2074360 3 11.809 2442650 5.0
Benzene, 1l-ethe... 11.539 1.0 ug/L 479822 3 11.809 2442650 5.0
Benzene, 1,2,3-... 11.893 9.3 ug/L 4520300 3 11.809 2442650 5.0
Indane 12.092 51.1 wug/L 24949600 3 11.809 2442650 5.0
Benzene, 2-ethy... 12.465 1.1 wug/L 529226 3 11.809 2442650 5.0
o-Cymene 12.568 3.2 ug/L 1555850 3 11.809 2442650 5.0
Indan, 1-methyl- 12.680 1.1 ug/L 550036 3 11.809 2442650 5.0
Benzene, 1-chlo... 12.774 1.4 ug/L 678940 3 11.809 2442650 5.0
m-Xylene, 5-chl... 12.819 1.9 wug/L 937541 3 11.809 2442650 5.0
Benzene, 1,2,4,... 12.970 1.9 ug/L 943235 3 11.809 2442650 5.0
Benzene, 1,2,3,... 13.024 1.9 wug/L 934945 3 11.809 2442650 5.0
1H-Indene, 2,3-... 13.291 4.4 wug/L 2170690 3 11.809 2442650 5.0
1-Phenyl-1-butene  13.449 4.7 ug/L 2284590 3 11.809 2442650 5.0
2-Methylindene 13.516 3.3 ug/L 1617460 3 11.809 2442650 5.0
Benzene, (1-met... 13.622 7.9 ug/L 3864810 3 11.809 2442650 5.0
Azulene 14.082 44.0 ug/L 21501900 3 11.809 2442650 5.0
Benzo[c]thiophene 14.204 1.5 wug/L 753677 3 11.809 2442650 5.0
unknown-01 14.703 2.4 ug/L 1193890 3 11.809 2442650 5.0
(DEL) Alkane: C... 15.073 1.1 ug/L 542754 3 11.809 2442650 5.0
Naphthalene, 2,... 16.407 1.7 ug/L 837396 3 11.809 2442650 5.0
2,4,6-Trihydrox... 17.092 1.3 ug/L 652961 3 11.809 2442650 5.0
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