LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 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\SFAMUTRO20425WMA .M
Title : TRACE VOA SFAM1.0
Signal : TIC: VU@63177.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.431 964 977 1000 rBvV2 77163 212290 1.39% 0.333%
2 5.711 1357 1375 1386 rBV2 102636 267241 1.75% 0.419%
3  6.238 1527 1539 1562 rBV 104105 209109 1.37% 0.328%
4 7.888 2042 2052 2067 rBV 116794 200502 1.31% 0.314%
5 8.621 2268 2280 2316 rBV 174442 325115 2.13% 0.509%
6 9.409 2514 2525 2546 rVB 148474 275752 1.81% 0.432%
7 9.682 2591 2610 2625 rBvV2 146878 305973 2.00% 0.479%
8 10.090 2720 2737 2752 rBV 251479 407933  2.67% 0.639%
9 10.473 2844 2856 2878 rBV 438846 692704 4.53% 1.085%
10 10.894 2973 2987 3000 rBV 819077 1240254 8.12% 1.943%
11 10.987 3002 3016 3034 rVV 2309727 4904013 32.10% 684%

12 11.078 3034 3044 3062 rVB 936422 1427288  9.34%
13 11.280 3096 3107 3130 rVB 1552715 2377541 15.56%
14 11.457 3151 3162 3178 rVB 2854449 4329231 28.34%
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15 11.544 3178 3189 3199 rBV 338998 516027 3.38% 809%
16 11.631 3211 3216 3230 rVB 115086 172894 1.13% 0.271%
17 11.733 3237 3248 3256 rBV 153855 234698 1.54% ©.368%
18 11.801 3256 3269 3278 rVV3 176631 372505 2.44%  ©.584%
19 11.881 3278 3294 3313 rVB 1034540 1713763 11.22% 2.685%
20 12.084 3344 3357 3375 rVV2 1296902 2309687 15.12% 3.619%
21 12.177 3375 3386 3410 rVB4 523607 1110631  7.27% 1.740%
22 12.290 3410 3421 3432 rBV 163056 256237 1.68% 0.401%
23 12.364 3432 3444 3459 rVB2 387328 655890 4.29% 1.028%
24 12.470 3459 3477 3496 rBV 9028208 15275860 100.00% 23.934%
25 12.560 3497 3505 3513 rVV 354788 546541 3.58% ©.856%
26 12.631 3513 3527 3534 rVV3 431923 749616 4.91% 1.174%
27 12.672 3534 3540 3560 rVB4 179543 419859 2.75% ©.658%
28 12.791 3568 3577 3588 rBV 272284 411341 2.69% ©0.644%
29 12.862 3588 3599 3611 rVB3 192825 357433 2.34% 0.560%
30 12.971 3624 3633 3640 rBV2 580798 907817 5.94%  1.422%
31 13.090 3660 3670 3686 rVB3 187063 304948 2.00% 0.478%
32 13.245 3703 3718 3725 rBV 120868 197416 1.29% 0.309%
33 13.325 3735 3743 3755 rVB3 170026 273661 1.79% 0.429%
34 13.441 3769 3779 3785 rBV3 330782 537101 3.52% 0.842%
35 13.476 3786 3790 3810 rVB 216534 321629 2.11% ©.504%

36 13.611 3823 3832 3846 rVB2 123455 205337  1.34% ©.322%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 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\SFAMUTRO20425WMA .M
Title : TRACE VOA SFAM1.0
37 13.917 3916 3927 3934 rBV 2741755 3946968 25.84% 6.184%
38 13.965 3934 3942 3961 rVVv3 1743399 3197015 20.93% 5.009%
39 14.077 3963 3977 3997 rVB 80941 196654 1.29% 0.308%
40 14.306 4039 4048 4056 rBV 339405 513805 3.36% 0.805%
41 14.354 4056 4063 4078 rVB 248702 383583 2.51% 0.601%
42 14.692 4160 4168 4177 rVB 287685 420473 2.75% 0.659%
43 14.772 4187 4193 4203 rVB2 234173 353834 2.32% 0.554%
44 14.833 4203 4212 4233 rVB3 123174 244114 1.60% 0.382%
45 14.939 4234 4245 4259 rBV 236749 394548 2.58% 0.618%
46 15.167 4303 4316 4327 rBV 4979418 7581173 49.63% 11.878%
47 15.251 4335 4342 4359 rVB 218253 371758 2.43% 0.582%
48 15.392 4374 4386 4411 rVB2 281862 637241 4.17% 0.998%
49 15.518 4415 4425 4452 rBV2 168309 337422 2.21% 0.529%
50 15.637 4452 4462 4469 rBV 130391 220184 1.44% 0.345%
Sum of corrected areas: 63824609
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020525\

: VUe63177.D

: 05 Feb 2025 23:42

: MD/SY

¢ Q1226-21

: 25.0mL/MSVOA_U/WATER

: 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA .M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU063177.D\data.ms
8000000
6000000
4000000
2000000
0 4.431 5.711 6.238
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VU063177.D\data.ms
8000000
6000000
4000000
11.457
10.987
2000000 11.280
12084
10.894.078 11.88 L
7.888 8.621 9.400 9.682  10.090 10'/‘{73 @@h '
0 — — A e T e e e A A I B L L O
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: VU063177.D\data.ms
12.470
8000000
6000000
15.167
4000000
13.917
2000000 13.965
12.971
2298 R geas cpmadieicons | aor# 455 19PuRg00 1o X130
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 Butanal Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
4.431 5.08 ug/L 212290 1,4-Difluorobenzene 6.238

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 74
4 Butanal 72 C4H80 000123-72-8 64
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 52
Abundance Scan 977 (4.431 min): VU063177.D\data.ms (-964) (-) m/z 43.95 100.00%
44.0
72.0
5000
57.0
R EARENEEY
36 ‘ 4.20 4.40 4.60 4.80
Obrprrrrprereprreprrrrprerr e sttt M/2 43,00 93.94%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0
5000 L B I B I B B
57.0 4.20 4.40 4.60 4.80
m/z 40.95 82.18%
15\.0 “ 37‘.‘“ Il 1L ‘\
0 \‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H ‘HHiHM‘HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
27.0 44.0
R R ARER
72.0 4.20 4.40 4.60 4.80
5000 m/z 72.00 74.31%
15.0 57.0
37.0
Otrrrrrprrrr e HH e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #738: Butanal R Ea e ARRRE RS
27.0 44.0 4.20 4.40 4.60 4.80
m/z 39.00 43.79%
72.0
5000
57.0
15.0 ‘ . ‘
o‘wuwmﬂuuwuwkwmuwﬂqﬁ;Hupuuuwuuwuwhmuuwu SNPE VS Eat 4 N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 2 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.894 16.65 ug/L 1240250 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 72
Abundance Scan 2987 (10.894 min): VU063177.D\data.ms (-2973) (- | m/z 91.00 100.00%
91.0
5000
120.0 — AL A /\
10.50 11.00
51.0
ob b 28LC s 100,00 21.50%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0 A
5000 /‘\ LA
10.50 11.00
120.0 m/z 92.00  10.56%
39.0
O\\‘\‘\‘i‘\“\“\\“‘\\‘\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance
91.0 A
— o
10.50 11.00
5000 m/z 65.00 10.47%
120.0
39.0
oLt LR - e e
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl- /\ ‘ ™
91.0 10.50 11.00
m/z 78.00 6.38%
5000
120.0
AN |
) T S—E
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\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 3 Benzene, 1l-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.988 65.82 ug/L 4904010 1,4-Dichlorobenzene-d4 11.801
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-2-methyl- 120 C9H12 000611-14-3 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 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3016 (10.987 min): VU063177.D\data.ms (-3002) (- | m/z 105.00 100.00%
105.0
5000
120.0
— A ‘
37,9 510 640 77\'0 91\'0 11.00
Ol ot b bbb m/z 119.95 30.30%
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 T T /\ T
120.0 11.00
m/z 91.00 12.53%
77.0 91.0
39.0 630 |
OH‘\\H.‘H\‘\‘\\H“‘HH“HH‘\‘\‘H‘H\}“HHH\H‘\Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
105.0 A>AA
A4
11.00
5000 m/z 77.00 12.51%
120.0
91.0
0 15.0 39.0 63.0 .o
R R B R e e e e Rana
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl- 5
105.0 11.00
m/z 106.00 8.81%
5000
120.0
39.0 77.0 91.0
260 | 630 1 |
O et e e 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\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.280  31.91 ug/L 2377540  1,4-Dichlorobenzene-d4 11.801
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-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3107 (11.280 min): VU063177.D\data.ms (-3096) (- | m/z 105.00 100.00%
105.0
5000
120.0
510 77.0 91.0 11.00 1150
38,0 >° 64,0 || ‘ L] 9
Ot e e e e e e m/z 120.00 29.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 11.00 11.50
m/z 76.95 12.51%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\H“‘HHi‘\‘\u‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\‘il\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
11.00 11.50
5000 m/z 90.95 12.25%
120.0
91.0
0 15.0 39.0 63.0 .o
R R B R e e e e Rana
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 11.00 11.50
m/z 79.00 9.40%
5000
120.0
39.0 77.0 91.0
Obrgrrre 280 e 230 el | el L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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-Heptanone, 4,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.544 6.93 ug/L 516027 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 90
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 47
3 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 47
4 Oxirane, 2,3-diethyl- 100 C6H120 004468-66-0 38
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 38
Abundance Scan 3189 (11.544 min): VU063177.D\data.ms (-3178) (- | m/z 42.95 100.00%
43.0
5000 85.0 MAR
I \J\\JT
6710 109.0 11.50
- Sl L2870 1681y 57,95 63.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 /\\/\f\\\‘\\”\/\\‘
85.0 11.50
m/z 85.00 37.94%
G150 e7o | 10901570
\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
Y T
11.50
5000 m/z 68.95 37.75%
0 15.0 710 114.0
R B e B AL I
m/z--> 20 40 60 80 100 120 140 160
Abundance #125962: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy] ——
43.0 11.50
m/z 84.00 34.36%
85.0
5000
PSS T e A N - SO I
m/z--> 20 40 60 80 100 120 140 160 11.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU020525\

: VUe63177.D

: 05 Feb 2025 23:42

: MD/SY

¢ Q1226-21

: 25.0mL/MSVOA_U/WATER

: 37 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA .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 7 p-Cymene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.733 3.15 ug/L 234698 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 o-Cymene 134 C1oH14 000527-84-4 95
Abundance Scan 3248 (11.733 min): VU063177.D\data.ms (-3237) (- | m/z 119.00 100.00%
119.0
5000
91.0
389 650 ‘ | 1350 1150 12,00
OF et SR myz 134,05 28.89%
miz-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
5000 e AN : /‘\ :
11.50 12.00
91.0 m/z 90.95  24.29%
Ot T ™ \\4‘:"-‘.\0\‘\ \‘6?.\0\ \‘”‘ T ’W\ \‘\‘J T }\3‘??\ T
miz-> 20 40 60 80 100 120 140
Abundance
119.0
11.50 12.00
5000 m/z 117.00 14.67%
91.0
39.0
15.0 650 135.0
e e e e
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene ‘J\‘ ‘ —
119.0 11.50 12.00
m/z 120.00 10.12%
5000
91.0
o 250 MLl e
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMUTRO20425WMA.M Mon Feb 10 08:09:07 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42

Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA .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 8 Benzene, 1,2,3-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.881 23.00 ug/L 1713760  1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3294 (11.881 min): VU063177.D\data.ms (-3278) (- | m/z 104.95 100.00%
105.0
5000 120.0 }\
SN | W . VP
510 77‘-0 ‘ o1 11.50 12.00
O L 1421 7 100,00 40.44%
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 1200 — }\ —
11.50 12.00
770 m/z 76.95 13.06%
51.0 ’
0 \\\’2\7\.9\“ T \“1‘\”“\‘\ T \‘H‘ T \‘\ T “\“\ \‘\““\ L |
miz-> 20 40 60 80 100 120 140
Abundance
105.0
11.50 12.00
m/z 90.95 10.12%
5000 120.0
39.0 77.0
0 15.0 62.0
T A I B LA
m/iz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 119.00 9.48%
120.0
5000
39.0 77.0
Y O AR R N M I
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMUTRO20425WMA.M Mon Feb 10 08:09:07 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 Benzene, 1-propenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.084 31.00 ug/L 2309690 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 92
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 91
3 Indane 118 C9H1e 000496-11-7 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
Abundance Scan 3357 (12.084 min): VU063177.D\data.ms (-3344) (- | m/z 116.95 100.00%
117.0
5000
91.0 L ‘
390 630 ‘ 13‘4-1 12.00
Obeprrrrprrreprerpereber il et Al b m/z 118,00 52.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 el :
12.00
91.0 m/z 115.00  35.12%
51.0
O\\‘H\\‘%Z\.RH\“\H\Hi\\1“}‘\‘\\Tﬁ.\g\‘HH‘“\HH‘\H‘HE“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
M SAN
12.00
5000 m/z 119.00 34.76%
91.0
39.0 .
0 58.0 74.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0 12.00
m/z 105.00  32.21%
5000
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00

SFAMUTRO20425WMA.M Mon Feb 10 08:09:08 2025 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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, 1,2-diethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.290 3.44 ug/L 256237 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
Abundance Scan 3421 (12.290 min): VU063177.D\data.ms (-3410) (- | m/z 104.95 100.00%
105.0
o Ll
51.0 ‘ | ‘ 12.00 12.50
owwwH‘,mH\‘m,m“W!‘_m,m‘:‘H‘,"u}wmw m/z 119.00  83.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00 12.50
77.0 m/z 134.05 46.18%
39.0 ‘
O\\%?\.\O‘\\\‘\“H\\"‘\\H}‘EZ\.RM‘\\‘\HH‘H\\"“\H‘}‘\1\’H‘}‘\}HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
W IVRAVIIVATI Wi
12.00 12.50
5000 134.0 m/z 90.95  34.45%
91.0
39.0
o 15.0 65.0
T T T T I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 12.00 12.50
m/z 116.95 22.25%
5000 134.0
91.0
41.0 65.0
O 280 T i M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

SFAMUTRO20425WMA.M Mon Feb 10 08:09:08 2025 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 11 Benzene, 1-methyl-4-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.364 8.80 ug/L 655890 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 93
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 87
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 87
Abundance Scan 3444 (12.364 min): VU063177.D\data.ms (-3432) (- | m/z 105.00 100.00%
105.0
/k A
134.0 : M VAV
430 770 ‘ 12.00 12.50
Ot b bl L I6TL s 134,00 20.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
12.00 12.50
134.0 m/z 42.95 15.20%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
12. 00 12 50
5000 m/z 76.95 11.26%
134.0
77.0
ol15.0 390 580
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17047: Benzene, (1-methylpropyl)- > Y
105.0 12.00 12.50
m/z 106.00 9.38%
5000
134.0
77.0
270 510 i ] | Ml
) SN PSS A S M — AN A A A
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

SFAMUTRO20425WMA.M Mon Feb 10 08:09:08 2025 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42

Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA .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 12 Cyclohexanone, 3,3,5-trimet... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.470 205.04 ug/L 15275900 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 97
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 96
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
5 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 53

Abundance Scan 3477 (12.470 min): VU063177.D\data.ms (-3459) (-
83.0
5000
55.0
o b o mee |
miz--> 20 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000
55.0
39.0 140.0
0 \\\‘\m\ \‘H‘\ \‘\‘\" — T \‘ T \‘M‘l(\)?\.\o\ T \‘\ T l T
miz--> 20 40 60 80 100 120 140
Abundance
83.0
5000
55.0
140.0
39.0
0 15.0 112.0
A an B o e
miz-> 20 40 6 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 41.0
140.0
57.0
S 2 O
miz--> 20 40 60 80 100 120 140

m/z

83.00 100.00%

12.50

m/z

69.00 50.66%

12.50

m/z

55.00  36.17%

12.50

m/z

56.00  33.52%

12.50

m/z

40.95  25.00%

12.50

SFAMUTRO20425WMA.M Mon Feb 10 08:09:09 2025

Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 o-Cymene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.560 7.34 ug/L 546541 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 3505 (12.560 min): VU063177.D\data.ms (-3497) (- 119.00 100.00%
119.0 h
5000
56.0 9]‘"0 431 12.50
Ol bbb bl A B93E 185.0 134.00  29.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16998: 0-Cymene
119.0
5000
12.50
91.0 91.00 15.58%
41.0 65.0
O\]-\5\‘0\\\\“‘\\\\‘\‘\\\“\\\\‘\\\‘\w\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119.0
1250
5000 m/z 120.05 9.81%
91.0
o150 390 650
AR
m/iz--> 20 40 60 80 100 120 140 160 180 /\ J\ j\j\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 1250
m/z 117.00 9.27%
5000
91.0 ‘
410 650
m/z--> 20 40 60 80 100 120 140 160 180 12.50

SFAMUTRO20425WMA.M Mon Feb 10 08:09:09 2025 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 2,7-Dimethyloctan-4-one Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.631 10.06 ug/L 749616 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,7-Dimethyloctan-4-one 156 C10H200 059387-92-7 96
2 5-Nonanone 142 C9H180 000502-56-7 53
3 5-Nonanone, 2-methyl- 156 C1@H200 022287-02-1 53
4 5-Nonanone 142 C9H180 000502-56-7 53
5 Thiazole 85 C3H3NS 000288-47-1 49

Abundance Scan 3527 (12.631 min): VU063177.D\data.ms (-3513) (- | m/z 57.00 100.00%

57.0
85.0
5000

39 e LA
I

‘\“‘w““M*‘” T . - m/z 58.00  92.29%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #32913: 2,7-Dimethyloctan-4-one
58.0
85.0
5000

12.50 13.00
29.0 m/z 85.00 81.10%

| o
w"“w‘1‘ww‘”M\Hw‘ﬂm“ﬂ}%%?‘w‘\“m\‘
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
57.0
85.0
29.0

o

o

12.50 13.00
5000 ITI/Z 43.00 63.17%
142.0
20 113.0
o st el
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #32903: 5-Nonanone, 2-methyl-
58.0 12.50 13.00
m/z 40.95 51.94%
85.0
5000
29.0
L E=S N
O B e I R e —
m/z--> 0 20 40 60 80 100 120 140 160 12.50 13.00

SFAMUTRO20425WMA.M Mon Feb 10 08:09:09 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 1Indan, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.672 5.64 ug/L 419859 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76

Abundance Scan 3540 (12.672 min): VU063177.D\data.ms (-3534) (- | m/z 117.00 100.00%

117.0
5000 M
e

91.0

57.6 1250  13.00
0brr e 320 L >0 1681 /7 115.00  34.78%
miz--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0

I

5000 L ‘
12.50 13.00

m/z 132.00  27.37%

91.0
39.0
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0

=

1250 1300
5000 m/z 118.95 18.41%
91.0
39.0 65.0
0 15.0
I A o e B B B e R
m/z--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane
11v.0 12.50 13.00

m/z 91.00 17.75%

5000
91.0
so o |
0 290\ M7 0 Iy ‘ |

m/z--> 20 40 60 80 100 120 140 160 1250 1300

SFAMUTRO20425WMA.M Mon Feb 10 08:09:10 2025 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 17 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.862 4.80 ug/L 357433  1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 o-Cymene 134 C1oH14 000527-84-4 93

Abundance Scan 3599 (12.862 min): VU063177.D\data.ms (-3588) (- | m/z 118.95 100.00%
119.0
5000
91.0
39.0 57‘.0 58 ‘ l 146.0 12,50 13.00
OFrrr b Bt bl T T m/z 131,00 29.73%
miz--> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 - M Jos
12.50 13.00
91.0 m/z 134.08  29.57%
39.0 65.0 ‘
0 \1\5\.0‘\‘} T \“‘\ \“\‘\ “i‘\ T \‘H‘ T T “m\ \Hl T \1\§.?\ T
miz--> 20 40 60 80 100 120 140
Abundance
119.0 kﬂ
VAL
12.50 13.00
5000 m/z 91.00 23.02%
91.0
o 150 390 680 135.0
e e e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- — —
119.0 12.50 13.00
m/z 114.95 12.22%
5000
91.0
65.0
daso o, 0y |y ame  UMLAM, 0
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\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42

Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA .M
: TRACE VOA SFAM1.0

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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
13.325 3.67 ug/L 273661 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Heptene, 2,2,3,5,6-pentamethyl- 168 C12H24 116164-06-8 90
2 4-amino-1-methyl-1,2-dihydropyri... 125 C5H7N30 001122-47-0 53

3 3-Ethoxy-4-methoxyphenol 168 C9H1203 065383-57-5 47
4 Pyrimidine, 2,4,5-triamino- 125 C4H7N5 003546-50-7 43
5 4-Aminothiophenol 125 C6H7NS 001193-02-8 43
Abundance Scan 3743 (13.325 min): VU063177.D\data.ms (-3735) (- | m/z 42.95 100.00%
43.0
125.0
69.0
5000
- 4
‘ | 107‘ 1450 168.1 13.00 13.50
) SN | A} ¥ m‘w ‘”‘ ‘WL‘ el el ‘ et “ m/z 125.80  73.61%
m/z--> 20 40 60 100 120 140 160
Abundance #43594: S—Heptene, 2,2,3,5,6-pentamethyl-
69.0
125.0
5000 410 — o
13.00 13.50
m/z 69.00 60.10%
‘ 97.0 ‘ 168.0
O \\\‘\‘\ T \““\ T \‘} ‘ \‘\‘\ \H“‘ T \‘\“ T \H! T ‘ \‘\ T ‘]\-5\0\.\0‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance
125.0
5 =
13.00 13.50
m/z 83.00 57.69%
5000 42.0
83.0
0 15.0 61.0 107.0
e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #44148: 3-Ethoxy-4-methoxyphenol = —
125.0 13.00 13.50
m/z 54.95 42.42%
168.0
5000
97.0
39.0 69.0 ‘ ‘
o"""‘“‘M‘U“‘H“u‘u‘M‘H‘H_‘Hp_m“m - =
m/z--> 20 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42

Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 24 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
13.611 2.76 ug/L 205337 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 91
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 83

Abundance Scan 3832 (13.611 min): VU063177.D\data.ms (-3823) (- | m/z 104.00 100.00%
104.0
5000 132.0
A —
51.0 780 “ 13.50 14.00
Ot W L 14807 132,00 43.09%
miz--> 20 40 60 80 100 120 140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 T
13.50 14.00
m/z 90.95 42.24%
51.0 78.0
0\ LI ‘2\7‘\0\\“ T \“\ \ ’ H\ T \H‘ T \ } T “H\ \M’ \‘1“‘\ ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance
104.0
1350 1400
5000 132.0 m/z 115.00  19.44%
78.0
27.0 51.0
Ol el
m/iz--> 20 40 60 80 100 120 140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro- —r= L
104.0 13.50 14.00
m/z 117.00 14.87%
132.0
5000
omu_mm\uﬁ,‘HH;H‘_w\mh\,w‘_m —
m/z--> 20 80 100 120 140 13,50 14.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42

Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA .M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

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

Peak Number 25 5-Nonanone, 2,8-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.917 52.98 ug/L 3946970 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 94
2 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 90
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 49

Abundance Scan 3927 (13.917 min): VU063177.D\data.ms (-3916) (- | m/z 58.00 100.00%
58.0
81.0
5000 990
——
3910
| m | 12719460 1701 14.00
0 ‘H““‘Hi‘J“NW‘HW“W‘H‘M‘H‘H“‘H“‘HH‘ m/z 43.00 89.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45409: 5-Nonanone, 2,8-dimethyl-
43.0
5000 81.0 T "A/\‘_
"~ 99.0 14.00
m/z 81.00 68.79%
0 15.0 H ‘\‘ | . | 127.0 170.0
\\\‘\\\\‘\\\ ‘\\\\“\‘\\\‘\\\\‘\‘\\\‘\\\\‘\\‘\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance
58.0
81.0
——
14.00
5000 99.0 ITI/Z 71.00 40.38%
39p 127.0 170.0
-
m/z--> 20 40 60 80 100 120 140 160 ,jk
Abundance #8503: 2-Hexanone, 5-methyl- T
43.0 14.00
m/z 99.00 38.22%
5000
71.0
0,280 1 L I es01140 A
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 1H-Indene, 1-methylene- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
14.077 2.64 ug/L 196654 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 93
2 Naphthalene 128 C10H8 000091-20-3 93
3 Naphthalene 128 C10HS8 000091-20-3 93
4 Azulene 128 C10HS8 000275-51-4 90
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3977 (14.077 min): VU063177.D\data.ms (-3963) (- | m/z 128.00 100.00%
128.0
5000
1400 |
51.0 74.0 102.0 .
0b el i 1498 06 95 13.61%
m/z--> 20 40 60 80 100 120 140
Abundance #13688: 1H-Indene, 1-methylene-
128.0
5000 - :
14.00
51.0 m/z 129.00 10.30%
‘ 75.0 102.0 ‘
O‘\\\\“\\M\"H\\H‘\H‘\\\\“\\\\’\“\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance
128.0
UV VAN
14.00
5000 m/z 102.00 8.76%
o 270 51.0 770 1020
L A e
miz--> 20 40 60 80 100 120 140 /\
Abundance #13686: Naphthalene R S ‘
128.0 14.00
m/z 126.00 7.88%
5000
51.0 102.0 /\ /\ /\
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\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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 Cyclohexanone, 2-methyl-5-(... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.306 6.90 ug/L 513805 1,4-Dichlorobenzene-d4 11.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 154 C1@H180 059471-80-6 92
2 Tetrahydrocarvone 154 C10H180 000499-70-7 76
3 Tetrahydrocarvone 154 C10H180 000499-70-7 62
4 cis,cis,cis-1-Isobutyl-2,5-dimet... 168 C12H24 1000113-60-0 38
5 Cyclooctane, ethyl- 140 C10H20 013152-02-8 27
Abundance Scan 4048 (14.306 min): VU063177.D\data.ms (-4039) (- | m/z 55.00 100.00%
55.0
111.0
5000
83.0 = —r—
H h ‘ 15?‘1 14.00 1450
0 m_m;‘m‘u,n‘mu,‘l””wHH‘m”‘_m‘mlﬁl"? m/z 111.00  67.53%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31187: Cyclohexanone, 2-methyl-5-(1-methylethyl)-
55.0 111.0

5000
14. 00 l4 50
83.0 154.0 m/z 69.00 64.75%
0 \\\‘\\3\6\. ”1350
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
55.0
== —
111.0 14.00 14.50
5000 ITI z 41.00 47 .87%
27.0
83.0 154.0
S| 1 T P S B - S N—
m/z--> 20 40 60 80 100 120 140 160 180 JKAV‘,\A,AWN
Abundance #30993: Tetrahydrocarvone ‘
111.0 1400 1450

m/z 96.00 24.07%

55.0
5000
. 0 83.0 154.0
ol L M‘ L ‘ J\/\L A

m/z--> 20 40 60 80 100 120 140 160 180 14. 00 14 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@20525\
Data File : VU@63177.D

Acqg On : 05 Feb 2025 23:42
Operator : MD/SY

Sample : Q1226-21

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO20425WMA.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|
Butanal 4.431 5.1 ug/L 212290 1 6.238 209109 5.0
Benzene, propyl- 10.894 16.6 wug/L 1240250 3 11.801 372505 5.0
Benzene, 1l-ethy... 10.988 65.8 ug/L 4904010 3 11.801 372505 5.0
Benzene, 1l-ethy... 11.280 31.9 ug/L 2377540 3 11.801 372505 5.0
2-Heptanone, 4,... 11.544 6.9 ug/L 516027 3 11.801 372505 5.0
p-Cymene 11.733 3.1 ug/L 234698 3 11.801 372505 5.0
Benzene, 1,2,3-... 11.881 23.0 ug/L 1713760 3 11.801 372505 5.0
Benzene, 1-prop... 12.084 31.0 ug/L 2309699 3 11.801 372505 5.0
Benzene, 1,2-di... 12.290 3.4 ug/L 256237 3 11.801 372505 5.0
Benzene, 1-meth... 12.364 8.8 wug/L 655890 3 11.801 372505 5.0
Cyclohexanone, ... 12.470 205.0 ug/L 15275900 3 11.801 372505 5.0
o-Cymene 12.560 7.3 ug/L 546541 3 11.801 372505 5.0
2,7-Dimethyloct... 12.631 10.1 ug/L 749616 3 11.801 372505 5.0
Indan, 1-methyl- 12.672 5.6 ug/L 419859 3 11.801 372505 5.0
Benzene, 1l-ethy... 12.862 4.8 ug/L 357433 3 11.801 372505 5.0
(DEL) Alkane: S... 13.325 3.7 ug/L 273661 3 11.801 372505 5.0
Naphthalene, 1,... 13.611 2.8 wug/L 205337 3 11.801 372505 5.0
5-Nonanone, 2,8... 13.917 53.0 ug/L 3946970 3 11.801 372505 5.0
1H-Indene, 1-me... 14.077 2.6 ug/L 196654 3 11.801 372505 5.0
Cyclohexanone, ... 14.306 6.9 wug/L 513805 3 11.801 372505 5.0
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