LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 48 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@59767.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 86 95 111 rVB 82567 96527 10.31% 1.058%
2 1.907 183 192 209 rVvV 64122 86825 9.27% 0.952%
3 1.991 209 218 231 rVB2 27926 39248 4.19% 0.430%
4 2.200 274 283 295 rVB 27601 39704  4.24%  0.435%
5 2.560 383 395 413 rBV 113753 186237 19.89% 2.042%
6 3.039 533 544 551 rBV2 12224 23296 2.49% 0.255%
7 3.129 563 572 583 rBv4 8628 15875 1.70% 0.174%
8 3.354 630 642 656 rVB5 7064 15277 1.63% 0.167%
9 3.692 737 747 760 rBV6 4868 10740 1.15% 0.118%
10 4.521 988 1005 1022 rBv2 28829 67556 7.22% 0.741%
11  4.653 1022 1046 1080 rBV3 133481 479995 51.27% 5.262%
12 5.052 1156 1170 1190 rBV 101509 226403 24.18% 2.482%
13 5.380 1256 1272 1290 rBV2 33930 78183 8.35% 0.857%
14 5.718 1357 1377 1408 rBV2 209551 545285 58.24% 5.977%
15 6.242 1527 1540 1565 rBV 188721 369153 39.43% 4.047%
16 6.541 1624 1633 1646 rBV 8362 17434 1.86% 0.191%
17 6.682 1665 1677 1692 rBV 129826 253471 27.07% 2.779%
18 6.756 1693 1700 1715 rVB8 10748 21439  2.29% 0.235%
19 7.560 1939 1950 1969 rBV 56594 101663 10.86% 1.114%
20 7.891 2032 2053 2067 rBV 252104 439609 46.96% 4.819%
21 7.965 2067 2076 2089 rVB 64222 113057 12.08%  1.239%
22 8.174 2128 2141 2156 rBV 33465 58815 6.28% 0.645%
23 8.627 2267 2282 2314 rBV 244371 466538 49.83% 5.114%
24 9.412 2511 2526 2550 rBV 277690 466194 49.80% 5.110%
25 9.563 2561 2573 2589 rBV 178491 288060 30.77%  3.158%
26 9.685 2596 2611 2633 rBV 557028 936210 100.00% 10.263%
27 10.094 2726 2738 2758 rVB 133843 220432 23.55% 2.416%
28 10.479 2847 2858 2869 rBV2 14744 22608 2.41% 0.248%
29 10.749 2929 2942 2955 rBV 102636 162054 17.31% 1.776%
30 10.901 2978 2989 3004 rBV 48330 76873  8.21% 0.843%

31 10.991 3005 3017 3023 rBV 111665 185108 19.77%

2.
32 11.081 3036 3045 3058 rVB 74361 113306 12.10%  1.242%
33 11.286 3098 3109 3124 rVB 56205 89610 9.57% 0.982%
34 11.463 3152 3164 3179 rBV 239606 373269 39.87% 4.092%
35 11.637 3212 3218 3230 rVB2 7398 11764 1.26% ©0.129%

36 11.804 3258 3270 3287 rBV 286471 460006 49.13% 5.043%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 48 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 11.891 3287 3297 3313 rVB 42382 68691 7.34% ©.753%
38 12.090 3347 3359 3377 rBvV2 119303 210726 22.51% 2.310%
39 12.187 3377 3389 3410 rVVv2 283726 483841 51.68% 5.304%
40 12.299 3414 3424 3433 rVV4 7422 13151 1.40% 0.144%
41 12.373 3437 3447 3459 rVB 9532 13322 1.42% ©.146%
42 12.460 3465 3474 3479 rBV2 14764 22679 2.42% 0.249%
43 12.489 3479 3483 3492 rVB 11725 16137 1.72% 0.177%
44 12.566 3495 3507 3514 rBV 71730 109777 11.73% 1.203%
45 12.605 3514 3519 3531 rvw2 23827 35160 3.76% ©.385%
46 12.672 3531 3540 3562 rVwV 68645 119038 12.71% 1.305%
47 12.865 3590 3600 3610 rBv8 5672 10002 1.07% ©0.110%
48 12.965 3615 3631 3640 rBV 37991 58993 6.30% 0.647%
49 13.019 3640 3648 3663 rVB2 22886 35502 3.79% 0.389%
50 13.106 3663 3675 3689 rBV6 6699 14311 1.53% ©0.157%
51 13.245 3710 3718 3723 rBV3 7119 9665 1.03% 0.106%
52 13.286 3723 3731 3748 rVB 35252 57134 6.10% 0.626%
53 13.447 3770 3781 3796 rVv2 111893 178406 19.06% 1.956%
54 13.618 3824 3834 3846 rVB3 23694 38515 4.11% 0.422%
55 13.778 3875 3884 3892 rvv2 21104 35978 3.84% ©.394%
56 13.833 3892 3901 3910 rVV6 27440 47902 5.12% ©.525%
57 13.904 3910 3923 3926 rVvv5 14855 26150 2.79% ©0.287%
58 13.933 3927 3932 3951 rVB3 26755 49564 5.29% 0.543%
59 14.084 3964 3979 3998 rBV 33102 63994 6.84% 0.701%
60 14.187 4002 4011 4024 rVB5 6745 11490 1.23% 0.126%
61 14.280 4030 4040 4051 rBV4 15525 26149 2.79% 0.287%
62 14.341 4051 4059 4069 rVB2 11266 16701 1.78% 0.183%
63 14.479 4092 4102 4113 rBV3 16960 27095 2.89% 0.297%
64 14.666 4148 4160 4176 rBVS5 18837 44441 4.75% 0.487%
65 14.868 4215 4223 4233 rVB4 13432 21465 2.29% ©0.235%
66 15.010 4258 4267 4278 rBV5 10501 17001 1.82% ©0.186%
67 15.222 4327 4333 4342 rVB 8139 11094 1.18% ©0.122%
68 15.408 4379 4391 4400 rBV 27693 46649 4.98% 0.511%
69 16.261 4648 4656 4665 rBV5 5328 10210 1.09% 0.112%
70 16.408 4691 4702 4709 rBV4 7787 13793 1.47% 0.151%
Sum of corrected areas: 9122550

SFAMUTRO61724WMA.M Fri Jul @5 16:06:57 2024 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

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

: VU@59767.D

: 03 Jul 2024 03:08

: MD/SY

: P3121-03DL 40X

: 25.0mL/MSVOA_U/WATER
. 48

Sample Multiplier: 1

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

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

o

TIC: VU059767.D\data.ms

4.
2.560 653

1.596 1907

.9912.200 4.52

3.39293354 3,692

Time-->
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5j¥iiﬁ7**~\ f\‘fW§5ﬁipk

5.052
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500000

400000
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200000
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TIC: VU059767.D\data.ms
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0
Time-->
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TIC: VU059767.D\data.ms
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o895, AR 1 OB g st enoios 239

16.283.408

T ‘ T T T T T T ‘ T T T ‘ T
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\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 16
R.T. EstConc Area Relative to ISTD R.T.
1.991 0.53 ug/L 39248 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 80
2 Butane, 2-methyl- 72 C5H12 000078-78-4 72
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 42
4 Pentane 72 C5H12 000109-66-0 38
5 3-Buten-1-o0l 72 C4H80 000627-27-0 37
Abundance Scan 218 (1.991 min): VU059767.D\data.ms (-209) (-) m/z 43.00 100.00%
5000
ISP LN A o
71.9 1.60 1.80 2.00 2.20 2.40
1l M‘\ . 206.8 9
-4t e m/z 42.00 83.97%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 A‘uu‘mu‘uu‘\/\\wu
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 41.00 83.28%
‘ i ‘ 72.0
0 \‘\\\‘\‘\\\\ \H\“\“\\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.00 81.70%
ol 180 | | 7?‘0
Tt
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4207: 2(3H)-Furanone, dihydro-4-methyl- R A REREOEEET
42.0 1.60 1.80 2.00 2.20 2.40
m/z 56.00  28.49%
5000
o Jm | 700 100.0 \
e e e Rmaas e SRR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 15
R.T. EstConc Area Relative to ISTD R.T.
2.200 0.54 ug/L 39704 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 78

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

Abundance Scan 283 (2.200 min): VU059767.D\data.ms (-274) (-) m/z 42.95 100.00%

43.0
5000
R R R et
sl a0 57"0 72.0 1.80 2.00 2.20 2.40 2.60
Ol B e et M/Z 42,08 58.86%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 ‘HH‘HH’\‘\/\\\‘HH‘H
1.80 2.00 2.20 2.40 2.60
. m/z 40.95 47 .43%
27.0 57.0 720 /
Ok 150 W s00 | eso
‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H \‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.00 15.86%
27.0
57.0 72.0
15.0 ‘ ‘ |
Ot e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #808: Pentane R R
43.0 1.80 2.00 2.20 2.40 2.60
m/z 39.00 14.36%
5000
27.0 57.0 72.0 /\
0 _‘H“‘1‘?:9‘ww!:!ww!W :_?9"9‘;:!H_?ﬁaqwlwuw T AN .
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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: Cyclic4.521 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.521 0.92 ug/L 67556 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 52
Abundance Scan 1005 (4.521 min): VU059767.D\data.ms (-988) (-) m/z 56.00 100.00%
56.0
5000 40.9 69.0 /\
“_‘H‘H“_‘H‘H‘w
H ‘ 83.9 4.20 4.40 4.60 4.80

ot m/z 4e.90  44.78%

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

Abundance #1682: Cyclopentane, methyl-

56.0
41.0
5000 69.0 /\‘\/\\l‘\\‘\u‘u\\‘uu‘mu’
4.20 4.40 4.60 4.80
m/z 69.00 43.54%
280 M ‘ 84.0
0 \\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\}\‘\\\“\w‘\‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
S LV S
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 30.95%
27.0
69.0
MY N a0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- “‘/N‘Wﬁ“‘qN“W“‘w
56.0 4.20 4.40 4.60 4.80
m/z 67.00  25.99%
5000 41.0
84.0
mo”o ‘ ‘ 68.0 ‘
0 \\\‘\H\‘HH‘HH‘HH‘\‘H\‘H‘\‘\\\‘“‘i\\\\‘\m\‘\\ R AR RARRC ERRERREE
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.901 0.84 ug/L 76873  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 76
2 Benzene, propyl- 120 C9H12 000103-65-1 76
3 Benzene, propyl- 120 C9H12 000103-65-1 68
4 1-(Benzylamino)propan-2-ol 165 C1OH15NO 1000486-84-7 64
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64
Abundance Scan 2989 (10.901 min): VU059767.D\data.ms (-2978) (- | m/z 91.00 100.00%
91.0
5000
120.0 — AVAV.W -
10.50 11.00
38.9
PR S —C AR Y PR DY WY IV W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl-
91.0
5000 /\‘ T T /\ T T A 1
10.50 11.00
120.0 m/z 92.00 9.91%
39.0
0\\\‘\‘H\“‘H‘H"\‘\H“‘H!\‘\‘\H“\H\‘\H\’\\H‘HH‘HH‘HH’\H\’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0 ﬂ A
— A5
10.50 11.00
5000 m/z 65.00 9.50%
120.0
39.0 ‘
O bt e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10699: Benzene, propyl- L e
91.0 10.50 11.00
m/z 78.00 6.12%
5000
120.0
39.0 ‘ A
O b phrre et e e - A
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.991 2.01 ug/L 185108 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 3017 (10.991 min): VU059767.D\data.ms (-3005) (- | m/z 105.00 100.00%
105.0
5000
120.0 A
—
509 77.0 91.0 11.00
378 0% 6a1 Il |l P
Ot e et e e e e e m/z 120.00  32.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 T /\\ M T /\\
m/z 91.00 13.41%
77.0 91.0
39.0 630 | |
OH‘\H\.‘\H‘\‘\\\\“‘\H\“\\H“\‘\‘H‘H\}“HHM\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 A
AN A
11.00
5000 m/z 77.00 12.01%
120.0
39.0 77.0 91.0
0‘W‘nggeu‘hm‘qh‘ﬁﬁpwuMHHHJMH‘MM_wNwH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10722: Benzene, 1-ethyl-2-methyl- N -
105.0 11.00
m/z 79.00 8.96%
5000
120.0
39.0 77.0 91.0 /\ /\
0‘W‘HW?QRH‘MM‘WM‘E%PWHMHHHJMH‘MM‘mHWHH‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.286 0.97 ug/L 89610 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3109 (11.286 min): VU059767.D\data.ms (-3098) (- | m/z 105.00 100.00%
105.0
5000
120.0
91.0
37 510 7*3“9 U 11.00 11.50
Ol et e et b e m/z 120.00 31.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\M A ™
120.0 11.00 11. 50
m/z 91.00 2.97%
77.0 91.0
O\\‘]\_\5\\0‘\\\\‘\\3\?‘(\)\\\“\\\\6‘%\‘\0\‘\\\M“HH“HH‘\Ml\‘\\\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 fk
11. 00 11 50
5000 120.0 m/z 76.90 1.98%
39.0
63.0 ‘ 91.0
oH_m_w"‘u‘w“\hw:“‘w"!‘_m“uH_Nww“w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 j\
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 1100 1150
m/z 106.00  10.83%
5000
29.0 120.0
39.0 65.0 92.0 ‘ A /\
owm_m‘w‘_m‘w_uhw‘HwﬁWHWWW AN S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50

SFAMUTRO61724WMA.M Fri Jul 05 16:07:09 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.891 0.75 ug/L 68691 1,4-Dichlorobenzene-d4 11.807
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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3297 (11.891 min): VU059767.D\data.ms (-3287) (- | m/z 104.95 100.00%
105.0
5000 120.0 A‘
50.9 77.0 909 11.50 12.00
0 ",‘m,‘H‘,?Z,guH,‘HH?ﬁf‘?“HUWH“HH‘;‘:lwuu“uw z 120.00  44.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0
11. 50 12 00
770 m/z 90.90 12.75%
51.0 " 91.0
O \\’\H\’\2\\7\.?\\H"\H\"“\‘\\\“6\4\”.1(\)‘\H‘H‘HH“\\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
P
120.0 11. 50 12 00
5000 z 119.00 11.77%
39.0 77.0 91.0
TS il A P Y T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl- Avawit
105.0 11. 50 12 00
m/z 77.00 11.08%
5000 120.0
39.0 77.0 91.0 M\
0B oo firritirgret e by || L AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00

SFAMUTRO61724WMA.M Fri Jul 05 16:07:11 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 9 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.090 2.29 ug/L 210726 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 64
2 Indane 118 C9H10 000496-11-7 60
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 52
4 3-Bromo-1-phenyl-1-propene 196 C9H9Br 004392-24-9 50
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 49
Abundance Scan 3359 (12.090 min): VU059767.D\data.ms (-3347) (- | m/z 117.00 100.00%
11y7.0
5000 fk
91.0 I 1
57.8 ‘ 12.00
om_‘37‘?\7»“Jp‘;wh,”hwm e m/z 118,00 49.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 — :
12.00
m/z 115.00 42.26%
390 630 L0
O\]-\5\‘0\\\\‘\\H\\““\‘\\\’\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10178: Indane
117.0
T T
12.00
5000 m/z 119.00 21.11%
58.0 91.0
ol 20 b e M
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #72301: trans-Cinnamyl bromide
117.0 12.00
m/z 91.00 19.95%
5000
91.0
o150 90,030 || 1690 1960 Iy L.l Las
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

SFAMUTRO61724WMA.M Fri Jul 05 16:07:12 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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, 2-ethyl-1,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.566 1.19 ug/L 109777 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1leH14 000099-87-6 95
4 o-Cymene 134 CleH14 000527-84-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3507 (12.566 min): VU059767.D\data.ms (-3495) (- | m/z 119.00 100.00%
119.0
5000
134.0 A\
91.0 : . _—
B i) ol g
O et e e m/z 134.00 29.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 N\AAM P4
12.50
91.0 134.0 m/z 91.00 16.12%
015.039.065.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0 M
; Af\f% e
12.50
5000 m/z 117.00 11.76%
134.0
91.0
41.0 65.0 ‘
0\wHHMHM\HMHHNHwwaHMW\HNHwNW‘JmLHwHM‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene e
119.0 12.50
m/z 120.00 10.54%
5000
010 134.0 /\ /\
41.0 65.0 ‘ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50

SFAMUTRO61724WMA.M Fri Jul 05 16:07:14 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08

Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER
ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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 11 Indan, 1-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.672 1.29 ug/L 119038 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
2 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 80
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 80
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 80
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76

Abundance Scan 3540 (12.672 min): VU059767.D\data.ms (-3531) (- | m/z 116.95 100.00%
117.0
5000
131.9
P —
509 91.0 12.50 13.00
0‘WH‘WHH‘HHV‘Hﬂthww‘muH‘MHH‘MHM‘HMHMWHW“ m/z 114.95  35.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 2No\/k -
132.0 12.5 13.
910 m/z 131.95  28.35%
39.0 65.0 “ ‘
OH‘HH‘\\\‘\‘\\H“\\\\i‘\‘\\\“\‘HH‘H\‘\‘\\\\“\H\‘\\H’HH‘\H}“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
4 —
12.50 13.00
5000 132.0 m/z 91.00 13.76%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 f\
Abundance #16134: 1-Methyl-2-phenylcyclopropan A/\ M wl : (\
117.0 12.50 13.00
m/z 118.00 11.19%
5000 132.0
91.0
L L
by 220 it 780 L M e B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMUTRO61724WMA.M Fri Jul 05 16:07:15 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 12 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.965 0.64 ug/L 58993 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 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 96
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3631 (12.965 min): VU059767.D\data.ms (-3615) (- | m/z 119.00 100.00%
119.0
5000 134.1 }b\ /A
91.0 Tann ‘
38.9 649 | T 13.00
Ot i e e il e m/z 134,05 46.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000 A A
13.00
m/z 91.00 14.46%
39.0 65.0 91.0
0 \\‘]_\\5\.9\\\‘\‘\\\\"‘\\H“\‘H\’\‘\M.\‘\HM“HH"HH‘\W\\’H‘ml\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- j\/\
119.0
DRI RN,
13.00
5000 134.0 m/z 133.00 12.32%
39.0 9o
: 65.0
0 “%‘5(9”“"HH‘,‘wi‘m,“;‘mm‘:“m,‘mH‘“m,uwmw““w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁq/\ [AA
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- AAIREE AL [‘\“‘
119.0 13.00
m/z 120.00 10.32%
134.0
5000
41.0 91.0 A J\
0 H‘HH‘mh‘HH,‘;mi:“ﬁ%ho‘w‘:“m,‘uH‘“1‘”,”1‘1“”““‘”‘” A T ‘}\/‘\ :
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMUTRO61724WMA.M Fri Jul 05 16:07:17 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 Benzene, 1-methyl-2-(2-prop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.286 0.62 ug/L 57134 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 81
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 74
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 72
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 72

Abundance Scan 3731 (13.286 min): VU059767.D\data.ms (-3723) (- | m/z 116.95 100.00%

117.0
5000
131.9

39.0 63.9 90.9 ‘ ‘ 13.00 13.50
Obrrrreererreprostiothr it Ml M- mjz 131,95 36.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
11v.0
132.0 ﬂ /\
5000 T T T T T T f T T
13.00 13.50
91.0 m/z 115.00 30.54%
39.0 65.0 ‘ ‘ ‘
0u‘\\\\‘\\\‘\‘uu“uui‘i‘\\\‘\‘Hu‘\\\M"u\\“Mu‘\w‘u‘uH‘\u‘“‘\‘u\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 A
Ao ALV DN T
13.00 13.50
5000 132.0 ITI/Z 130.95 16.54%

o

91.0
w”w%*?*'\o***“wﬁ;?wwwﬁ*HHH‘\‘HH\“*“‘\HHWH“‘*W j\/\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #16143: Benzene, (2-methyl-1-propenyl)- /\‘ ‘ A — A
117.0 13.00 13.50
132.0 m/z 128.95 15.49%

L . Aj\ ‘ /M

5000
91.0

39.0 65.0

15.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50

SFAMUTRO61724WMA.M Fri Jul 05 16:07:18 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 3-Phenylbut-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.447 1.94 ug/L 178406 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 68
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 64
3 (E)-1-Phenyl-1-butene 132 C1OH12 001005-64-7 62
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 62
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 58
Abundance Scan 3781 (13.447 min): VU059767.D\data.ms (-3770) (- | m/z 117.00 100.00%
117.0
5000 1320
91.0
38.9 63.0 ‘ M‘ 1350
0brerrerpreertieetiee el UL w2 115,00 40.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 Ao ‘ /Jk AAA/A
1350
91.0 132.0 m/z 132.00  37.58%
390 g0 ‘
O H‘HH‘H\‘\‘HH“HHM“H\‘HH‘\HH“HH‘\H\‘\UH‘H!!‘H\i“‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 JL
B
13.50
5000 132.0 m/z 119.00 27.52%
390 g509 910 ‘
0"_ku‘wHHhuumm‘NWW‘JHHH‘HH_‘H_H‘_NMM‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AVL
Abundance #16123: (E)-1-Phenyl-1-butene ISUINIVAVIPV..
117.0 13.50
m/z 130.95 20.12%
5000
91.0 132.0
28.0
0 H‘ww!‘H‘“‘H"}‘H"‘:‘Mm‘!w‘wwww!!_MWH A M JULA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50

SFAMUTRO61724WMA.M Fri Jul 05 16:07:20 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 15 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.833 0.52 ug/L 47902  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 89
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 89
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 70
Abundance Scan 3901 (13.833 min): VU059767.D\data.ms (-3892) (- | m/z 130.95 100.00%
130.9
91.0 WA VA Al
50.8 ‘ ‘ 13.50 14.00
0.
Ol y vl w‘:h,“‘? i R REE H‘“ ‘ H_Hl‘s“zﬁ‘o m/z 133.00  54.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 4 ‘“f\m \/\M £ /\”/\mj\
13.50 14.00
m/z 146.00  35.08%
39.0 65.0 91.0 ‘
O\’\‘\H“‘\ \‘\‘\"H\H \“ T \‘\\"\‘\ \hh‘ \M\’\‘\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 A x
‘m T T ‘ T T T
13.50 14.00
5000 m/z 114.95 21.86%
390 91.0 J
0 e, ‘
oo iy m30 | age0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- ase, M‘ SAYS
131.0 13.50 14.00
m/z 91.00 21.45%
5000
39.0 91.0 A
63.0
Ob e i 130 | 1d90 “MNN‘AA
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.933 0.54 ug/L 49564  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 87
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 80
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 80
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 80

Abundance Scan 3932 (13.933 min): VU059767.D\data.ms (-3927) (- | m/z 131.00 100.00%
131.0
115.
ons 909 20 AWARSUENE Y AN
0o 4, L Lo
) S | AR Y WU A m/z 146.00  38.52%
miz--> 20 40 60 80 100 120 140
Abundance #25005: Benzene, (2-methyl-1-butenyl)-
131.0
91.0 M
il (\ A
5000 T T T T T T T
30.0 115.0 14.00
63.0 m/z 128.95  27.43%
o] A
O\\\‘\‘\\\\ ‘ ‘H‘
m/z--> 20 100 120 140
Abundance #25003.Benzene,(14nethyL1—butenyD—
131.0 A
T T T T A‘A T T T
910 14.00 ]
5000 m/z 114.95 26.57%
27 . 51.0 115.0 z,‘
o) S Y J“‘ lls ﬁ)w: - “‘ - “170
miz-> 20 40 60 8 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- M‘ SUWATA
131.0 14.00
m/z 90.90 19.31%
5000
39.0 91.0 1150 I\
63.0 .
S S I SR R DY EA N
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 17 Azulene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.084 0.70 ug/L 63994 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3979 (14.084 min): VU059767.D\data.ms (-3964) (- | m/z 128.00 100.00%
128.0
5000
T \
499 63.0 76.9 102.0 ” 14.00
0 b el e e m/z 127.00  11.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
5000 {\‘.A‘M\‘ n AN \
14.00
m/z 129.00 11.90%
510 640 770 120
O \‘HH‘HH‘H\\i\\H‘HH‘\M‘H\H\‘HH“\H\‘\\H‘H\ ‘H\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene
128.0 /\
14.00
5000 m/z 102.00 9.23%
02.0
oL 380°0640 770 I
A A ARAE e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 A A
Abundance #13683: Naphthalene LAy e ‘
128.0 14.00
m/z 126.00 7.85%
5000
51.0 64.0 102.0
Y v AN OO B I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 48 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 18 Naphthalene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.409 0.51 ug/L 46649 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 94
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
Abundance Scan 4391 (15.408 min): VU059767.D\data.ms (-4379) (- | m/z 141.00 100.00%
141.0
5000 ﬁk
05 i
38.9 ’ 113.0 ¢ .
0 ,"w‘i‘HM““‘H‘“H‘wmh"wH“l“u‘u“‘“m“mwm‘mwuu‘mw%??'f m/z 142.80  95.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 }\ UL
15.50
m/z 115.00  33.98%
oL 390 710 1130 |
’HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0 A
L O LAty f
15.50
5000 m/z 143.00 14 .68%
027'0\ \\6\%?\\ i 11‘\'0 |
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #22140: Benzocycloheptatriene A“‘ ‘“‘ ‘m, ‘
141.0 15.50
m/z 138.90  10.44%
5000
63.0
O%IQwJHw”wﬁﬁguﬂMwuwhuwwuwuwMuwwuwuwwuu‘u A
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70324\
Data File : VU@59767.D

Acqg On : 03 Jul 2024 03:08
Operator : MD/SY

Sample : P3121-03DL 40X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 48 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 0.5 ug/L 39248 1 6.242 369153 5.0
(DEL) Alkane: S... 2.200 0.5 ug/L 39704 1 6.242 369153 5.0
(DEL) Alkane: C... 4.521 0.9 ug/L 67556 1 6.242 369153 5.0
Benzene, propyl- 10.901 0.8 ug/L 76873 3 11.807 460006 5.0
Benzene, 1-ethy... 10.991 2.0 ug/L 185108 3 11.807 460006 5.0
Benzene, 1l-ethy... 11.286 1.0 ug/L 89610 3 11.807 460006 5.0
Benzene, 1,2,3-... 11.891 0.8 ug/L 68691 3 11.807 460006 5.0
Indane 12.090 2.3 wug/L 210726 3 11.807 460006 5.0
Benzene, 2-ethy... 12.566 1.2 ug/L 109777 3 11.807 460006 5.0
Indan, 1-methyl- 12.672 1.3 wug/L 119038 3 11.807 460006 5.0
Benzene, 1,2,4,... 12.965 0.6 ug/L 58993 3 11.807 460006 5.0
Benzene, 1-meth... 13.286 0.6 ug/L 57134 3 11.807 460006 5.0
3-Phenylbut-1-ene  13.447 1.9 ug/L 178406 3 11.807 460006 5.0
1H-Indene, 2,3-... 13.833 0.5 ug/L 47902 3 11.807 460006 5.0
Benzene, (2-met... 13.933 0.5 ug/L 49564 3 11.807 460006 5.0
Azulene 14.084 0.7 ug/L 63994 3 11.807 460006 5.0
Naphthalene, 2-... 15.409 0.5 ug/L 46649 3 11.807 460006 5.0
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