LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59757.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 86 94 110 rVB 86757 101929 11.06% 0.960%
2 1.907 183 192 207 rBV 64116 87940 9.54% 0.828%
3 1.991 208 218 236 rVB 94621 132114 14.34% 1.244%
4 2,197 272 282 296 rVB 129414 181998 19.75% 1.714%
5 2.313 308 318 327 rBvV2 6771 10668 1.16% ©0.100%
6 2.560 382 395 415 rBV 122698 210685 22.87%  1.984%
7 2.962 506 520 530 rBV6 7338 19836 2.15% 0.187%
8 3.036 532 543 546 rV4 15136 26485 2.87% 0.249%
9 3.075 547 555 565 rWw4 33030 72270 7.84% 0.680%
106 3.136 566 574 596 rVB8 11825 34804 3.78% 0.328%
11 3.351 627 641 658 rBv2 30467 68205 7.40% 0.642%
12 3.692 733 747 766 rVB3 26145 58767 6.38% 0.553%
13 3.827 777 789 801 rBv4 7322 16531 1.79% 0.156%
14 3.911 801 815 828 rBvV2 25013 58098 6.31% 0.547%
15 3.972 829 834 852 rVB3 6714 13990 1.52% 0.132%
16 4.084 854 869 883 rBV6 3978 9950 1.08% 0.094%
17 4.181 883 899 900 rBV5S 8024 13160 1.43% 0.124%
18 4.521 985 1005 1023 rBV 114269 277797 30.15% 2.615%
19 4.657 1024 1047 1088 rVV3 226319 639239 69.38% 6.018%
20 5.055 1156 1171 1186 rBV 103472 236916 25.71% 2.231%
21 5.380 1256 1272 1287 rBV2 105066 252298 27.38%  2.375%
22 5.589 1324 1337 1345 rBV5 6637 14836 1.61% 0.140%
23 5.718 1358 1377 1406 rBv4 220052 573614 62.26% 5.401%
24  5.965 1444 1454 1472 rVB7 12342 33302 3.61% 0.314%
25 6.129 1490 1505 1516 rBV5S 6489 13241 1.44% 0.125%
26 6.242 1528 1540 1567 rBV 201689 414044 44.94% 3.898%
27 6.547 1622 1635 1653 rBV5 27119 56264 6.11% 0.530%
28 6.682 1664 1677 1691 rBV 132204 261962 28.43%  2.466%
29 6.753 1691 1699 1713 rVBS5 29381 61490 6.67% 0.579%
30 7.155 1814 1824 1845 rVB9 9414 27886 3.03% 0.263%
31 7.390 1886 1897 1910 rBV2 18391 34708 3.77% 0.327%
32 7.560 1935 1950 1965 rBV2 61494 112862 12.25% 1.063%
33 7.753 2001 2010 2024 rVB3 11752 21147 2.30% 0.199%
34 7.891 2032 2053 2068 rBV 273768 486077 52.76% 4.576%
35 7.965 2068 2076 2091 rVB 34622 61392 6.66% ©.578%
36 8.174 2126 2141 2157 rBV2 36264 66637 7.23% 0.627%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0
37 8.406 2205 2213 2223 rVB3 6865 11203 1.22% 0.105%
38 8.550 2247 2258 2271 rBV3 17661 29104 3.16% 0.274%
39 8.627 2271 2282 2313 rBV 242746 496030 53.84% 4.670%
40 9.412 2513 2526 2546 rBV 294919 496515 53.89% 4.675%
41 9.566 2562 2574 2591 rBvV 150361 244566 26.54% 2.303%
42 9.688 2599 2612 2639 rBV 416604 698872 75.85% 6.580%
43 10.094 2728 2738 2759 rBv2 67943 113837 12.36% 1.072%
44 10.479 2846 2858 2871 rBV2 16546 25817 2.80% 0.243%
45 10.750 2930 2942 2957 rBV 104452 166891 18.11% 1.571%
46 10.901 2977 2989 3004 rBV 49944 78226 8.49% 0.736%
47 10.994 3006 3018 3021 rBV 126654 186794 20.27% 1.759%
48 11.081 3036 3045 3059 rVB 65297 101974 11.07% 0.960%
49 11.286 3094 3109 3124 rBV 135315 220331 23.91% 2.074%
50 11.460 3151 3163 3180 rBV 595917 921353 100.00% 8.674%
51 11.807 3257 3271 3286 rBV 311764 508983 55.24% 4.792%
52 11.888 3287 3296 3308 rVB 53586 84707 9.19% 0.798%
53 12.087 3345 3358 3377 rBV2 152388 276326 29.99% 2.602%
54 12.187 3377 3389 3410 rVB 284387 493007 53.51% 4.642%
55 12.373 3439 3447 3459 rVB2 8818 12862 1.40% 0.121%
56 12.457 3464 3473 3479 rWW 23811 36916 4.01% 0.348%
57 12.489 3480 3483 3495 rvv3 16733 21385 2.32% 0.201%
58 12.566 3497 3507 3514 rVWV 44695 66818 7.25% 0.629%
59 12.608 3514 3520 3530 rVvv2 14981 21715 2.36% 0.204%
60 12.675 3530 3541 3560 rVB2 52475 89825 9.75% 0.846%
61 12.968 3623 3632 3640 rBV 26001 39582 4.30% 0.373%
62 13.020 3640 3648 3661 rVB 33894 51592 5.60% 0.486%
63 13.286 3722 3731 3744 rBV3 34111 50816 5.52% 0.478%
64 13.447 3771 3781 3795 rVB2 65686 108178 11.74% 1.018%
65 13.621 3826 3835 3847 rBV5 12773 22166 2.41% 0.209%
66 13.778 3875 3884 3893 rVV3 11352 18552 2.01% 0.175%
67 13.830 3893 3900 3913 rBV6 11608 21818 2.37% 0.205%
68 14.084 3965 3979 4001 rBV 72490 125614 13.63% 1.183%
69 15.228 4325 4335 4350 rBV5 8151 15885 1.72% 0.150%
Sum of corrected areas: 10621402
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe70324\

: VU@59757.D

: 02 Jul 2024 23:09

: MD/SY

: P3121-05

: 25.0mL/MSVOA_U/WATER
. 38

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
LSCINT.P
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500000

400000

300000

200000

100000

o

TIC: VU059757.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.991 1.60 ug/L 132114  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 72
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Pentane 72 C5H12 000109-66-0 43
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 218 (1.991 min): VU059757.D\data.ms (-208) (-) m/z 42.95 100.00%
3.0
57.0
5000
R AR Raaaa REE
‘ ‘ 72.0 1.60 1.80 2.00 2.20 2.40
obrr et el b m/z 42,00 81.33%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 T T T TR
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 57.00 78.73%
72.0
0\\\‘2?()\\\‘\\‘\\‘\\\‘1‘\\\\}\‘\\i‘\‘\‘\‘}‘\\\\“}\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
R R RRE
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 40.90 77 .09%
29.0
15,0 S
L0 0 B s o B B B
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol T e
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 56.00 27.03%
5000
0 120 “‘57‘0‘7‘2‘0‘ NS | S A
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.197 2.20 ug/L 181998 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86

4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 78

Abundance Scan 282 (2.197 min): VU059757.D\data.ms (-272) (-) m/z 42.95 100.00%

5000
570 AR
d 72‘-0 1.80 2.00 2.20 2.40 2.60
o2l L m/z 41.95  55.22%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 I N L R
1.80 2.00 2.20 2.40 2.60
. m/z 40.95 49.53%
27.0 570 5 /
15'0 \‘\‘ \‘\ | L M‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #808: Pentane
43.0
P e
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.00 17.70%
27.0 57.0 72.0
150 H “ | il ‘
e NE R
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane _m,uwuwm/,\u
43.0 1.80 2.00 2.20 2.40 2.60
m/z 38.85 15.04%
5000 27.0
15.0 ‘ ‘ 5710 720
ob—29 LAl VAN AN -
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
3.075 0.87 ug/L 72270  1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
2 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 39
3 Pentane 72 C5H12 000109-66-0 37
4 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 37
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 33

Abundance Scan 555 (3.075 min): VU059757.D\data.ms (-547) (-) m/z 43.00 100.00%

43.0
71.0
5000
57.0 Al

‘ M 2.80 3.00 3.20 3.40

84.9 -
0m"‘H“m"m‘m:"m_m"H“HHWH‘HHWH‘ m/z 71.00 65.48%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2044: Pentane, 2-methyl-
43.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\

2.80 3.00 3.20 3.40
m/z 41.90 44.60%
57.0

14,0 ‘ U | 860
TTT ‘ TTTT ‘ TrTT ‘ TT \ \ ‘ TTTT ‘ T \ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT \ T ‘ TTTT ‘ TTTT ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5044: 1-Butanol, 2,3-dimethyl-
43.0

2.80 3.00 3.20 3.40

27.0 71.0

o

5000 71.0 m/z 40.95 40.18%
29.0 ‘ . ‘ 84.0
0 \\\H\“\\?H\l\‘\m\lo
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #806: Pentane &mwu_m,mwm
43.0 2.80 3.00 3.20 3.40

m/z 57.00  23.29%

5000 27.0

57.0

~ 720
14,0 ‘ ‘
0 """H"}H"‘1!""‘i‘1"““1“"m‘luwmwmwuw /\

m/z--> 0O 10 20 30 40 50 60 70 80 90 100

2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.351 0.82 ug/L 68205 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 72
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 641 (3.351 min): VU059757.D\data.ms (-627) (-) m/z 57.00 100.00%
57.0
40.9
5000
e A RBARS mamnE R
‘ || 820 859 79 3.00 3.20 3.40 3.60
e e nat | L MR R L m/z 56.00  92.46%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000 /N\/Nﬁ“uu,uu‘uu‘\
29.0 3.00 3.20 3.40 3.60
m/z 40.90 56.90%
o Lol ThO 860
O \\\‘\\\\‘\\\\‘\\\{‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-
57.0
LW AN NAV
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.00 24 .44%
Ot e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl- o ARAEmaaREEE T
57.0 3.00 3.20 3.40 3.60
m/z 38.90 16.74%
290 410
5000
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 2-Ethyl-oxetane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.692 0.71 ug/L 58767 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 83
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 78
4 n-Hexane 86 C6H14 000110-54-3 72
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 50

Abundance Scan 747 (3.692 min): VU059757.D\data.ms (-733) (-) m/z 57.00 100.00%

57.0
40.9
5000
86.0 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ ‘ ‘ 71.0 3.40 3.60 3.80 4.00
-+t e m/z 40.90 61.73%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 /\/\/\
5000 ‘H\‘H\/\\,\uu‘uu‘/\\%f
3.40 3.60 3.80 4.00
29.0 86.0 m/z 56.08 51.62%
71.0
015.0r|
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0 Pt
29.0 3.40 3.60 3.80 4.00
5000 m/z 43.00 50.98%
86.0
"0 15.0 ‘ ‘ 71.0
ol 29l
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane m‘W“‘ﬁM“‘ﬂ{RM“‘f
41.0 57.0 3.40 3.60 3.80 4.00
m/z 41.90 26.23%
29.0
5000
86.0
15.0 71.0 /\ /
(] R S| AR ] et NS NN SR \\\‘\\\(\’\\\\‘\\\\‘\H\AH
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.911 0.70 ug/L 58098 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene 84 C6H12 000592-43-8 91
2 2-Hexene, (Z)- 84 C6H12 007688-21-3 91
3 2-Hexene, (Z)- 84 C6H12 007688-21-3 87
4 3-Hexene, (E)- 84 C6H12 013269-52-8 86
5 2-Hexene, (E)- 84 C6H12 004050-45-7 83
Abundance Scan 815 (3.911 min): VU059757.D\data.ms (-801) (-) m/z 54.95 100.00%
55.0
5000 84.0
41.9
69.0 H_/‘\wwww,
‘ w ‘ 3.60 3.80 4.00 4.20

Ol w2 sa.ee 48.79%

miz--> 10 20 30 40 50 60 70 80 90

Abundance #1641: 2-Hexene
558.0
5000 41.0 Wﬁww"/‘b\‘/\\w’/‘\”}
270 84.0 3.60 3.80 4.00 4.20
' 69.0 m/z 41.90  33.14%
15.0 ‘ ‘ ‘

0\H‘\\‘H‘H}1‘H\1}\‘H\WH\\‘H‘\‘WHH‘H‘H‘H

miz--> 10 20 30 40 50 60 70 80 90

Abundance #1653: 2-Hexene, (2)-

55.0 /\
NAV NS TH A
3.60 3.80 4.00 4.20
5000 41.0 m/z 40.95  29.96%
27.0 84.0
69.0
130 ‘ | ‘
0 bt bl
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1650: 2-Hexene, (2)- TANERWA VA VAN
55.0 3.60 3.80 4.00 4.20
m/z 56.00 25.91%
42.0
5000 21.0
84.0
69.0 AA\
15.0 ‘ ‘
o‘H_M_‘H_H:HH‘;u\lw_mmwMH FAVAW AN
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.2
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Cyclic4.521 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.521 3.35 ug/L 277797  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclohexane 84 C6H12 000110-82-7 74
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
5 Cyclohexane 84 C6H12 000110-82-7 59
Abundance Scan 1005 (4.521 min): VU059757.D\data.ms (-985) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 /\R
T
‘ ‘ ‘ ‘ 84.0 4.20 4.40 4.60 4.80

0L el sl el gz e9.00  48.46%

m/z--> 0O 10 20 30 40 50 60 70 80 90

Abundance #1682: Cyclopentane, methyl-

56.0
41.0
5000 690 UL L B B I B |
4.20 4.40 4.60 4.80
m/z 41.00 46.28%
280 M ‘ 84.0
O\\\‘\\\\‘]\-\5\0\‘\\\‘!“\\\\}\‘\\\“\w‘\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0
410 840 T T T TT T T[T T Tl
4.20 4.40 4.60 4.80
5000 m/z 55.00 27 .36%
27.0
69.0
15.0 ‘
ol20 1 Wl
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- R R ABERRERRERREES
56.0 4.20 4.40 4.60 4.80
m/z 39.00 21.82%
5000 41.0
84.0
270
180 “ 68.0
0H\‘\H\‘HH‘HH‘\\H‘HH‘H‘\‘\H‘““HH‘\H\‘M o o e P e T
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80

SFAMUTRO61724WMA.M Fri Jul 05 16:02:57 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.547 0.68 ug/L 56264 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 70
2 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 58
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 58

4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 58
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 58

Abundance Scan 1635 (6.547 min): VU059757.D\data.ms (-1622) (-) m/z 55.00 100.00%

55.0 83.0
5000 98.0
3819 1208 Mﬁ/‘\‘“‘m‘wwmm
‘ ‘ “ ‘ H H 6.20 6.40 6.60 6.80
0 ‘H,mwm‘m“‘\“m}‘:M\u“\}m‘,u‘W‘“‘_m‘w‘mww m/z 83.00 92.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0 /\
5000 \‘mwuu‘uu‘uu‘\
98.0 6.20 6.40 6.60 6.80
39/0 m/z 98.00 46.37%
O \\\’].\\5\8\H‘\“H\\‘H‘\H“\Ml\‘HHMHH’\lH‘HH“\H\‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3763: 2-Pentene, 2,3-dimethyl-
58.0 /\/\
520 YL AT, VAT Y
6.20 6.40 6.60 6.80
m/z 40.90  46.26%
5000 98.0
39.0
AT Y O A A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3783: 2-Pentene, 2,3-dimethyl-
55.0 83.0 6.20 6.40 6.60 6.80
m/z 69.00 27.25%
5000 39.0 98.0
15.0 ‘
0 "‘,‘“H"H“‘H‘:U“HM1"‘H"H",‘1‘w"wawwww AR N AVASE S MRV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

SFAMUTRO61724WMA.M Fri Jul 05 16:02:59 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 Benzene, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.901 0.77 ug/L 78226  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 87
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 N-Butylbenzylamine 163 C11H17N 002403-22-7 72
Abundance Scan 2989 (10.901 min): VU059757.D\data.ms (-2977) (- | m/z 91.00 100.00%
91.0
120.0
1050 1100
38.9
Ottt ety 2O m/z 120,00 23.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl-
91.0
5000 /\
1050 1100
120.0 m/z 92.00 10.45%
39.0 | ‘
O\H‘HH‘H‘H’HHM‘H!\‘HH‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
S— ‘A al
10.50 1100
5000 m/z 65.00
120.0
39.0 ‘
O bt e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl- ﬂ .
91.0 10.50 1100
m/z 78.00 6.24%
5000
120.0 /\
39.0
Y Y O O O O AUR AN AT
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00

SFAMUTRO61724WMA.M Fri Jul 05 16:03:00 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.994 1.83 ug/L 186794 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3018 (10.994 min): VU059757.D\data.ms (-3006) (- | m/z 105.00 100.00%
105.0
5000
120.0
oo o N
50.9 . : I 11.00
Olvrrrrrrprrrrpreprere bt et bbbl b m/z 120.00  31.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘ f\\/\ Si
m/z 90.95 12.56%
77.0 91.0
O\\‘HH.‘\\\‘\‘\\3\)?‘.‘\0\\\“H\\‘6‘:\3‘\“\0\‘\Hm‘HH‘M\HM‘{lwu‘\‘\‘“uu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 A
et
11.00
5000 m/z 76.90 10.92%
120.0
39.0 77.0 91.0
Obrrrr 280 L e 30 el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 f\& /\
Abundance #10719: Benzene, 1-ethyl-2-methyl- e
105.0 11.00
m/z 103.00 9.05%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00

SFAMUTRO61724WMA.M Fri Jul 05 16:03:02 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.287 2.16 ug/L 220331 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
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 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3109 (11.286 min): VU059757.D\data.ms (-3094) (- | m/z 105.00 100.00%
105.0
5000
120.0
91.0
37,9 5%0 1l 77? NN Y e 1150
Ot e e e m/z 120.00 .93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \
1200 11 00 11 50
m/z 91.00 1.93%
39.0 77.0 91.0
0 \\’\\\\’?ﬁ"\?\\11"1111"‘11116‘%1‘2‘\H‘\“\H\“\\H‘\‘\1\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 A
=
11.00 1l 50
5000 m/z 77.00 11.32%
120.0
77.0 91.0
ob g8 B0 80 il
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /WJ\ ﬁL
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 1100 1150
m/z 103.00 8.60%
5000
120.0
77.0 91.0
ol 180 L B e e ‘AA‘A“
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50

SFAMUTRO61724WMA.M Fri Jul 05 16:03:03 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.888 0.83 ug/L 84707 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3296 (11.888 min): VU059757.D\data.ms (-3287) (- | m/z 104.95 100.00%
105.0
5000 120.0
77.0
509 o oy | M 50 12.00
Ol el Ll 152 d z 120.00 40.87%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 120.0 ]
1150 12.00
770 77.00 14.31%
51.0 ’
O\‘2\7\.0\\“\\“H\H“\‘\\\‘H‘\\‘\\"“\\‘\“‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10693: Mesitylene
105.0
120.0 11.50 12.00
5000 z 119.00 12.62%
39.0 77.0
T S A
o"HH“m:hmmmum‘,:Hw“”w””
miz--> 20 60 80 100 120 140 A
Abundance #10717:Benzene,LZ/LUnneﬂwL A A\
105.0 1150 12.00
m/z 91.00 10.89%
120.0
5000
27.0 51.0 7.0 ‘
O PPVENN TN N Y ‘
m/z--> 20 40 60 80 100 120 140 1150 1200

SFAMUTRO61724WMA.M Fri Jul 05 16:03:05 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.087 2.71 ug/L 276326  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 70
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 53
Abundance Scan 3358 (12.087 min): VU059757.D\data.ms (-3345) (- | m/z 117.00 100.00%
117.0
5000
91.0 —
389 63.0 12.00
bbbl bl e m/z 118,00 51.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 ey :
12.00
m/z 115.00 43.16%
390 630 910
O\\1\5\.(‘)\‘\\\“.\\H\\““\‘.\H“‘H“H“‘H\ LA L L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
T \
12.00
5000 m/z 116.00 15.63%
. 1.
39.0 ?30 9‘0
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #72301: trans-Cinnamyl bromide B ‘
117.0 12.00
m/z 91.00 15.50%
5000
91.0
0,150 390,030 | | 1690 190 N HATADONLY
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

SFAMUTRO61724WMA.M Fri Jul 05 16:03:06 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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, 1l-ethyl-2,3-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.566 0.66 ug/L 66818 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94

Abundance Scan 3507 (12.566 min): VU059757.D\data.ms (-3497) (- | m/z 119.00 100.00%
119.0
5000
134.0 [\A
91.0 ‘ ‘12\50‘ \
o 080 |l | ;
Obrrprrrrprerepreprrfisrtp bt m/z 134,00 29.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 /J\/\”A/\\ —h
12.50
91.0 134.0 m/z 91.e0 17.32%
39.0 65.0 ‘ ‘
O \\‘]-\?\.\()‘\\\‘\‘HH"‘\\Hi‘\‘\\\’HH‘\H‘“‘HH’\\HHH‘\\’HU\lHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
AL
R
12.50
5000 m/z 117.00 14.15%
910 134.0
390 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Mj\
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- A ‘
119.0 12.50
m/z 105.00 10.16%
5000
134.0
91.0 ‘
olaso 410 &80 | LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 16 Indan, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.676 0.88 ug/L 89825 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 83
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 80
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 80
Abundance Scan 3541 (12.675 min): VU059757.D\data.ms (-3530) (- | m/z 116.95 100.00%
117.0
5000
132.0
91.0 o' En 7200
389 630 | ! 12.50 13.00
0 bbbt Ll m/z 114,95 34.61%
miz-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 " ?/\ e
132.0 12.5 13.
910 m/z 132.00  29.78%
39.0 65.0 '
| | Loyl | I | u‘\
O\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz-> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0 Am
T ‘ T T T ‘” T
12.50 13.00
5000 132.0 m/z 91.00 13.89%
91.0
51.0
200 | L T80 ‘ |
RN N P e T I A | AT I
miz--> 20 40 60 80 100 120 140
Abundance #16103: Indan, 1-methyl- wAO - Ao £l T P
117.0 12.50 13.00
m/z 118.00  10.46%
5000
132.0
91.0
o | 0 090 | LI
ol e e el MW AL
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\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.020 0.51 ug/L 51592 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3648 (13.020 min): VU059757.D\data.ms (-3640) (- | m/z 119.00 100.00%
119.0
90.9 D —
38.9 65.0 ‘ 13.00
Obrerrrrpererpreieee ey e et e il m/z 134,00 50.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 by Dl /\
13.00
91.0 m/z 90.90 18.19%
39.0 65.0
0 \\‘1\\5\.9\H‘\‘H\\"‘HHi‘i‘\\\’\‘m\‘\HM“H\\"i\\\‘\WH’\\M\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
L iy //,\‘/i | /‘\’\m‘ ‘ﬁ
13.00
134.0
5000 m/z 133.00 13.28%
91.0
0‘wu‘WHL_HWH‘qMH“MW‘JMHH“HWHWWHMLHWJNWH
m/iz--> 10 20 30 40 50 60 70 80 90 100110120130140 {\ {[\‘ {\ A
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- | : ﬁ ‘ / HHh—
119.0 13.00
m/z 116.90 9.78%
5000 134.0
91.0
0 \\%ﬁ(e\\ﬁ‘\??i?\\ﬂm\\?ﬁ;?\\MWu\\m\\wHNH,HMMM\\WJN\‘H e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.447 1.06 ug/L 108178 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 78
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 70
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 70
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 70
Abundance Scan 3781 (13.447 min): VU059757.D\data.ms (-3771) (1 m/z 116.95 100.00%
117.0
5000
—r—
389 649 91"0 070 13.50
bbb ML 2970 s 132,00 37.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 By i [\ T /\ f/\
91.0 1350
51.0 m/z 115.00  35.60%
27.0 ‘ ‘ ‘
0 \\\‘\‘\ T \“i‘\ \‘U\““UHN‘M‘HH\“H‘H\"\‘Ur‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
P! /\W
13.50
5000 m/z 119.00 22.29%
0! M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- o ‘/\
117.0 13.50
m/z 131.00 19.82%
5000
91.0
51.0
o 20 e b LV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Azulene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.084 1.23 ug/L 125614 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
Abundance Scan 3979 (14.084 min): VU059757.D\data.ms (-3965) (- | m/z 128.00 100.00%
128.0
5000
T I
o 509 639 77 102.0 I 14.00
O Frrr ottt et e e | m/z 127.00 0 13.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 i I e
14.00
m/z 129.00 11.56%
0\‘H\\‘HH‘HH“HH‘HH‘\“M‘HH‘\H\“\\H‘\H\‘\H ‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene
2| L
AN TN an A
14.00
5000 m/z 126.00 8.16%
. 38.0 5‘1.0 64.0 77.0 102.0 Il
e e e e e
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Abundance #13684: Naphthalene 0 1 ‘
128.0 14.00
m/z 102.00 7.10%
5000
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ST R .. N BN
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70324\
Data File : VU@59757.D

Acqg On : 02 Jul 2024 23:09
Operator : MD/SY

Sample : P3121-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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|
(DEL) Alkane: S.. 1.991 1.6 ug/L 132114 1 6.242 414044 5.0
(DEL) Alkane: S.. 2.197 2.2 ug/L 181998 1 6.242 414044 5.0
(DEL) Alkane: S.. 3.075 0.9 ug/L 72270 1 6.242 414044 5.0
(DEL) Alkane: S.. 3.351 0.8 ug/L 68205 1 6.242 414044 5.0
2-Ethyl-oxetane 3.692 0.7 ug/L 58767 1 6.242 414044 5.0
(DEL) Alkane: S... 3.911 0.7 ug/L 58098 1 6.242 414044 5.0
(DEL) Alkane: C... 4.521 3.4 ug/L 277797 1 6.242 414044 5.0
(DEL) Alkane: S... 6.547 0.7 ug/L 56264 1 6.242 414044 5.0
Benzene, propyl- 10.901 0.8 ug/L 78226 3 11.807 5608983 5.0
Benzene, 1l-ethy... 10.994 1.8 wug/L 186794 3 11.807 508983 5.0
Benzene, 1l-ethy... 11.287 2.2 ug/L 220331 3 11.807 508983 5.0
unknown-01 11.888 0.8 ug/L 84707 3 11.807 508983 5.0
Indane 12.087 2.7 ug/L 276326 3 11.807 508983 5.0
Benzene, 1l-ethy... 12.566 0.7 ug/L 66818 3 11.807 508983 5.0
Indan, 1-methyl- 12.676 0.9 ug/L 89825 3 11.807 508983 5.0
Benzene, 1,2,4,... 13.020 0.5 ug/L 51592 3 11.807 508983 5.0
Benzene, 2-ethe... 13.447 1.1 ug/L 108178 3 11.807 508983 5.0
Azulene 14.084 1.2 ug/L 125614 3 11.807 508983 5.0
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