LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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@59977.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.354 14 20 49 rVB3 82436 118545 2.25% ©.353%
2 1.592 82 94 106 rBv4 186059 328818 6.24% 0.979%
3 1.904 181 191 208 rBvV2 51621 92213 1.75% 0.274%
4 2.554 382 393 407 rBV 116030 198192 3.76%  ©.590%
5 4.657 1033 1047 1068 rBV2 92731 279728 5.31% 0.833%
6 5.055 1154 1171 1196 rBV 102075 235863 4.48% 0.702%
7 5.718 1357 1377 1385 rBV2 222994 526613 10.00% 1.567%
8 5.766 1385 1392 1408 rVB 184067 368757 7.00% 1.097%
9 6.245 1528 1541 1563 rBV 218257 414408 7.87% 1.233%
10 6.563 1627 1640 1658 rBV 149241 282109 5.35% 0.840%
11 6.689 1667 1679 1690 rBV 127057 253748 4.82% 0.755%
12 6.753 1691 1699 1712 rVB3 69898 136678 2.59% 0.407%
13 7.566 1939 1952 1971 rBV2 61460 113054 2.15% 0.336%
14  7.894 2040 2054 2066 rBV 244320 419781  7.97% 1.249%
15 7.965 2066 2076 2093 rVB 273883 469788 8.92% 1.398%
16 8.181 2132 2143 2156 rBV 37831 65771 1.25% 0.196%
17 8.637 2272 2285 2313 rBV 301027 608575 11.55% 1.811%
18 9.415 2515 2527 2549 rBV2 318038 664996 12.62% 1.979%
19 9.692 2596 2613 2627 rBV 113576 203173 3.86% 0.605%
20 10.097 2729 2739 2766 rVB 183704 310727 5.90% 0.925%
21 10.483 2848 2859 2870 rBvV2 70512 111319 2.11% 0.331%
22 10.705 2916 2928 2934 rBVS5S 49290 86674 1.65% 0.258%
23 10.753 2934 2943 2954 rVB2 155312 261158 4.96% 0.777%
24 10.904 2971 2990 3007 rBvV2 217169 391991 7.44% 1.167%
25 10.997 3007 3019 3023 rBV 281822 440661 8.36% 1.311%

26 11.087 3037 3047 3064 rVB 184957 302629 5.74%
27 11.290 3099 3110 3130 rVB 530036 836375 15.87%
28 11.467 3153 3165 3191 rVB 556992 871303 16.54%
29 11.637 3199 3218 3228 rBV5 105007 241050  4.58%
30 11.746 3244 3252 3259 rVB2 43380 63054  1.20%

OO NMNNMNO
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O
w
R

31 11.814 3259 3273 3275 rBV2 390634 599296 11.37%
32 11.894 3290 3298 3316 rVB 101993 183008 3.47%
33 12.094 3343 3360 3379 rBV3 136077 296926 5.64%
34 12.209 3379 3396 3416 rVB2 1654630 3019617 57.31%
35 12.377 3441 3448 3463 rVB 41633 67870  1.29%

(ORI
00
o'
A
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36 12.473 3463 3478 3500 rBV5 36958 132997 2.52% ©.396%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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 12.569 3500 3508 3516 rBV 46933 69413 1.32% 0.207%
38 12.682 3534 3543 3561 rBV2 62665 129315 2.45% ©.385%
39 12.865 3593 3600 3615 rVB5 29435 68742 1.30% 0.205%
40 12.949 3615 3626 3642 rBV2 126263 309303 5.87% 0.921%
41 13.026 3642 3650 3662 rVB2 54725 91052 1.73% 0.271%
42 13.405 3759 3768 3774 rBV5 54548 95719 1.82% 0.285%
43 13.450 3774 3782 3794 rVV3 187180 332194 6.31% 0.989%
44 13.624 3827 3836 3846 rBvV2 77892 136557 2.59% 0.406%
45 13.733 3861 3870 3879 rBv4 111776 183074 3.47% 0.545%
46 13.785 3879 3886 3892 rVB 48354 62352 1.18% 0.186%
47 13.833 3892 3901 3913 rBV5 131737 292602 5.55% 0.871%
48 13.946 3930 3936 3953 rVB6 131851 303199 5.75% 0.902%
49 14.087 3965 3980 4001 rVB 426707 853175 16.19% 2.539%
50 14.190 4003 4012 4025 rVB2 122885 210967 4.00% 0.628%
51 14.286 4027 4042 4054 rBV3 236039 467575 8.87% 1.392%
52 14.348 4054 4061 4070 rVB4 60788 94907 1.80% 0.282%
53 14.486 4093 4104 4121 rBV 159501 336892 6.39% 1.003%
54 14.669 4150 4161 4179 rBV5 284036 699247 13.27%  2.081%
55 14.807 4195 4204 4215 rBV 271046 407457 7.73% 1.213%
56 14.875 4216 4225 4236 rVB2 290294 473853 8.99% 1.410%
57 14.939 4238 4245 4258 rVB3 55506 91723 1.74% 0.273%
58 15.016 4259 4269 4283 rBV3 285035 513842 9.75% 1.529%
59 15.148 4304 4310 4317 rBv4 33891 56386 1.07% 0.168%
60 15.219 4318 4332 4343 rVV 2660498 4281802 81.27% 12.743%
61 15.270 4344 4348 4362 rVB3 118333 172504 3.27% 0.513%
62 15.409 4379 4391 4403 rBV 3385173 5268580 100.00% 15.680%
63 15.926 4542 4552 4567 rBv4 118194 222156 4.22% 0.661%
64 16.148 4612 4621 4627 rBV2 158369 252893 4.80% 0.753%
65 16.180 4627 4631 4642 rVB 115660 161509 3.07% 0.481%
66 16.261 4646 4656 4667 rBV 497880 803356 15.25%  2.391%
67 16.409 4692 4702 4709 rBV 637120 999357 18.97%  2.974%
68 16.447 4709 4714 4728 rVB 308124 458371 8.70% 1.364%
69 16.528 4732 4739 4752 rVB4 38250 68332 1.30% 0.203%
70 16.637 4757 4773 4799 rVB2 170787 446294 8.47% 1.328%
71 16.785 4810 4819 4842 rVB 99400 187935 3.57% ©.559%

Sum of corrected areas: 33600100
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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\VU071624\

: VUe59977.D

: 16 Jul 2024 16:20

: MD/SY

¢ P3217-22

: 25.0mL/MSVOA_U/WATER

: 17  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VU059977.D\data.ms

5 6.245
3541292 1904 2.554 4657  5.055 7&36 6-5k6r/%\§

o

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: VU059977.D\data.ms

11. zga
11.814

0
Time-->

7 3965 8.637 9.415
753 7566 [\l sas1 L Megz 10.097 o 48:15%@% §A87 11. §77 891‘2 09
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Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VU059977.D\data.ms
15.409

15.219

P09

16. 261

14.087
016
R R ﬂﬁ%ﬁﬂfwﬁj 1552865k [ 158807

Time-->

‘ T T T T T T ‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 31
R.T. EstConc Area Relative to ISTD R.T.
1.354 1.43 ug/L 118545 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 83
3 2-Butenal, (E)- 70 C4H60 000123-73-9 78

4 Pyrimidin-4(3H)-one, 3-amino-2,6... 139 C6HIN30 093098-74-9 78
5 Aluminum, tripropyl- 156 C9H21Al 000102-67-0 74

Abundance  Scan 20 (1.354 min): VU059977.D\data.ms (-14) (-) m/z 40.85 100.00%

40.9
5000

1.401.501.601.701.80
Py Wt e e 200 m/z 38.90 74.68%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
T‘—FJJ

o

5000 R RArEEs A
1.401.501.601.701.80

m/z 42.00 60.28%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #618 Furan, 2,5-dihydro-
EERRN MW‘ T
1.401.501.601.701.80
5000 ITI z 39.85 24.08%
0! b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #606: 2-Butenal, (E)- R AR R AR
70.0 1.401.501.601.701.80
m/z 37.85 19.77%
5000 /\
0 ‘_“‘W“‘uNww“H‘“H“H“‘H“H“‘H“_“‘_“‘ “‘_‘H“H‘““w“u‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 Diethyl sulfide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.563 3.40 ug/L 282109 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl sulfide 90 C4H1es 000352-93-2 94
2 Diethyl sulfide 90 C4H1es 000352-93-2 91
3 Diethyl sulfide 90 C4H1es 000352-93-2 91

4 Diethyl sulfide 90 C4H1es 000352-93-2 91
5 Propane, 2-(methylthio)- 90 C4H1es 001551-21-9 40

Abundance Scan 1640 (6.563 min): VU059977.D\data.ms (-1627) (-) m/z 74.90 100.00%

74.9 90.0
46.9 609
5000
Wm_mwu_m,‘
‘ ‘H 6.20 6.40 6.60 6.80
0 ‘HWH_Hwmw‘m‘mww_mu_”\w”w m/z 90.00 87.97%
m/z--> 10 20 30 40 50 80 90 100
Abundance #2623: D|ethy| sulﬁde
75.0
47.0 90.0
5000 610 L L N L BN BN R I
29.0 6.20 6.40 6.60 6.80
m/z 46.90 55.36%
0\\\‘]\-\5\(\)‘\\}1‘\}‘f\‘\\H\‘\\\Hl\\\\‘\\“1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2624: Diethyl sulfide
75.0
47.0
90.0 T
27.0 61.0 6.20 6.40 6.60 6.80
5000 ' m/z 60.85 53.05%
0 ‘15‘0“ HHWHA‘H SR TR TS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2626: Diethyl sulfide - ‘ T T
75.0 6.20 6.40 6.60 6.80
47.0 90.0
’ m/z 61.90 46.68%
27.0 61.0
5000
so I Ll L
0 m_m_m‘mwHH_Hwmwm‘_m_m_ ‘Wu_mwu_m,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20

Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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

5 Benzene, propyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.904 3.27 ug/L 391991 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 64
2 Benzene, propyl- 120 C9H12 000103-65-1 64
3 Benzene, propyl- 120 C9H12 000103-65-1 64
4 Benzene, propyl- 120 C9H12 000103-65-1 64
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 50

Abundance Scan 2990 (10.904 min): VU059977.D\data.ms (-2971) (- | m/z 91.00 100.00%
91.0
5000
o, . | 2810 100
. 121.0
btk sy 16271930 2489 L y; 120.00  22.34%
miz-> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
5000 = T
11.00
m/z 281.00 12.80%
O T T ‘\39‘\‘.()“ \“\ “\ ‘ “J\-th‘.\o\ ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
——
11.00
5000 m/z 92.00 10.11%
390 ] 12L.o
] e
miz--> 50 100 150 200 250
Abundance #10699: Benzene, propyl- AA
91.0 11.00
m/z 65.00 9.80%
5000
39.0 12L.0
owm‘w‘uh“m”_H_H_H A‘
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.997 3.68 ug/L 440661 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 3019 (10.997 min): VU059977.D\data.ms (-3007) (- | m/z 105.00 100.00%

105.0
5000
120.0

509 768 910 11.00
Ol B8 it el b bl i m/z 119,95 31.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-

105.0

i

5000 R
120.0 11.00

m/z 90.95 13.68%

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

o

11.00
5000 m/z 76.85 11.40%
120.0
77.0 91.0
39.0
o"_‘1‘8“9‘m"m“H‘WMme_smo‘_H“‘_H‘“:‘H_‘:Muw,mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 11.00
m/z 106.00 8.62%
5000
120.0
39.0 77.0 91.0
o280 L B Al
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 7 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.290 6.98 ug/L 836375 1,4-Dichlorobenzene-d4 11.811
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 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 3110 (11.290 min): VU059977.D\data.ms (-3099) (- | m/z 104.95 100.00%
105.0 ”
5000
509 (70 J 11.00 11.50
Ol it bl 1220 1850 s 106 00 31.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
11.00 11.50
m/z 90.95 12.29%
39.0 77.0
[ T \‘\ T \"‘\ \“1‘5\?’.9\\ T \“" T \‘1 T ‘H‘\ \J\-“z\.(\)\ L L
miz--> 20 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 m/z 77.00 11.57%
77.0
olas0 P80 800 I | il 1220
m/z--> 20 40 60 80 100 120 140 160
Abundance #10726: Benzene, 1-ethyl-4-methyl- . o
105.0 11.00 11.50
m/z 78.95 9.37%
5000
77.0
A W W O W DO 11 W 109
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20

Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.637 2.01 ug/L 241050 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Oxabicyclo[2.
-Oxabicyclo[2.
-Oxabicyclo[2.
-Oxabicyclo[2.
-Tolyloxirane

uih wNnPE
N\l\l\l\l
—IOOOO

2.1]heptane, 1-me...
2.1]heptane, 1-me..
2.1]heptane, 1-me...
2.1]heptane, 1-me...

154 C10H180
. 154 C10H180
154 C1eH180
154 C10H180
134 C9H1e0

000470-67-7 90
000470-67-7 60
000470-67-7 60
000470-67-7 60
002783-26-8 35

5000
1 i I
100

Abundance Scan 3218 (11.637 min): VU059977 D\data.ms (-3199) (-
05.0

125.0
154.0

m/z 104.95 100.00%

‘ ‘ 11.50 12.00
HJ”M“HW“‘u“‘ m/z 42.90  75.98%
miz--> 120 140 160
Abundance #31316. 7-Oxab|cyc|o[2.2.1]heptane, 1-methyl-4-(1-meth
43.0 111.0
71.0
154.0
5000 T d ‘506
93.0 11.5 1
m/z 55.00 72.52%
136,0
O' !“‘\‘M!\“\‘\\\“\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #31313: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth
43.0
111.0 La e
71.0 11.50 12.00
5000 ITI/Z 111.00 70.32%
154.0
150 | | |3
0 ‘wf,‘J“;w“w Hw“”‘ [ S A
m/z--> 20 40 60 80 100 120 140 160
Abundance #31311: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth . A‘ e
43.0 11.50 12.00
m/z 73.00 61.58%
71.0 111.0
5000
154.0
93.0 ‘
IS 111 - e L - VaNDR
m/z--> 20 0 60 80 100 120 140 160 11.50 12.00

SFAMUTRO61724WMA.M Fri Jul 19 16:21:51 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 Indane Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.094 2.48 ug/L 296926 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 92
2 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 86
3 Indane 118 C9H10 000496-11-7 62
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 58
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 58
Abundance Scan 3360 (12.094 min): VU059977. D\data ms (-3343) (- | m/z 117.00 100.00%
11y.
A /h
o0 12,00
38.9 629 .
) S U N J“ Ll 1350 1650 11300 51.47%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 el :
12.00
910 m/z 115.00 40.24%
390 630 O
O\\\\‘\\\\“\\‘\\"‘\‘\\\‘\\“\\‘\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
12.00
5000 m/z 91.00 17.54%
91.0
0 390 650 148.0
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane =T ‘
117.0 12.00
m/z 119.00 17.49%
5000
owlsp_m\‘W,w‘_J\H_H LJULAL
m/z--> 20 40 60 100 120 140 160 12.00

SFAMUTRO61724WMA.M Fri Jul 19 16:21:53 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 Fenchone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.949 2.58 ug/L 309303 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 94
2 L-Fenchone 152 C10H160 007787-20-4 91
3 Fenchone 152 C10H160 001195-79-5 90
4 Fenchone 152 C10H160 001195-79-5 87
5 D-Fenchone 152 C10H160 004695-62-9 87

Abundance Scan 3626 (12.949 min): VU059977.D\data.ms (-3615) (- | m/z 81.00 100.00%

81.0
5000
40.9

‘ H 109.0 1340152'0 13.00
0 _m_m“mw ) [PPSOV OIS R 68.95 47.91%

m/z--> 0 20 80 100 120 140
Abundance #29056.Fenchone
81.0

5000
1300
41.0 1520 40.90  22.39%
109.0 '
0 ‘\\1\5\.(‘)\‘\‘\\‘ih\\‘\“\6‘3wx \\‘\\‘\\‘\\‘H\\“HH‘\
m/z--> 0 20 40 60 80 100 120 140
Abundance #29071: L-Fenchone
81.0
1300
5000 ITI/Z 79.90 13.87%
41.0
152.0
109.0
0 ‘\\¥§?\W\\Mhuwﬁgﬂwﬁw\\\\‘\h\‘\\\\‘\\!\‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #29062: Fenchone - ‘ ‘”T‘HJF””
81.0 13.00
m/z 152.00 13.61%
5000
41.0
152.0
109.0
y 1,63; | . . . R LV

o

m/z--> 0 20 40 60 80 100 120 140 13.00

SFAMUTRO61724WMA.M Fri Jul 19 16:21:54 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 19 2,4-Dimethylstyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.451 2.77 ug/L 332194 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 78
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 50
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 50
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 50
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 50
Abundance Scan 3782 (13.450 min): VU059977.D\data.ms (-3774) (- | m/z 119.00 100.00%
119.0
5000 Mw\
91.0 N A
389 649 ‘ - 13.50
0br e ol M AR01520 s 11695 93, 26%
m/z--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 U
91.0 13.50
390 0 m/z 134.00  39.66%
so 15w
O \\‘\‘\‘\\\‘i‘\\‘\H\"!\\H}M‘\\“\\“m\\\M‘\‘U‘\“\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
INPLV:
13.50
5000 m/z 114.95 35.54%
39.0 91.0
A | 1o
ot e e e Ll
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- /\/\‘ T
119.0 13.50
m/z 131.95  33.25%
5000
39"0 650 X0 135.0 JL M
0‘H“‘H‘“H“e‘ww‘m“”‘H‘H‘W‘H‘;‘l”““HH P MY
m/z--> 20 40 60 80 100 120 140 13.50

SFAMUTRO61724WMA.M Fri Jul 19 16:21:56 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 21 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.733 1.53 ug/L 183074 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 97
2 (+)-2-Bornanone 152 C10H160 000464-49-3 97
3 Camphor 152 C1eH160 000076-22-2 96
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 95
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 95
Abundance Scan 3870 (13.733 min): VU059977.D\data.ms (-3861) (- | m/z 94.95 100.00%
95.0
5000 40.9
69.0 133.0 152.0
R —
14.8 13.50 14.00
0! m/z 81.00 68.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
41.0
5000 il s
69.0 13.50 14.00
152.0 m/z 40.90  41.74%
o 150 Lo, |
T \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29108: (+)-2-Bornanone
95.0
—— —
13.50 14.00
5000 41.0 m/z 107.95 40.54%
69.0 152.0
o150 1240
m/z--> 20 40 60 80 100 120 140 160
Abundance #29042: Camphor \ Ll RS
95.0 13.50 14.00
41.0 o
m/z 133.00  34.50%
5000 69.0
152.0
0 1240 WNNINRVT
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00

SFAMUTRO61724WMA.M Fri Jul 19 16:21:57 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 23 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.833 2.44 ug/L 292602 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
2 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 58
3 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 58
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 Cl1H1l6 004920-99-4 58
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 49
Abundance Scan 3901 (13.833 min): VU059977.D\data.ms (-3892) (- | m/z 133.00 100.00%
138.0
5000
43.0 91.0 T T
‘ F ? ‘ ‘ 160.0181.8 13.50 14.00
Y S Y i 1 1 ‘w“ AL LROOOTT 2072 s 131,00 40.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
5000 JV\J\ s
105.0 13.50 14.00
m/z 148.00 28.32%
0\]-\5\9\\\4\%\()\‘\\‘\\7\7“(\)\\\“\‘\\‘\“‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0 M I
e
13.50 14.00
5000 m/z 145.00 19.70%
105.0
150 390 770 |
Yo ORI T M S __
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)- A = —1—
133.0 13.50 14.00
m/z 119.00 19.21%
5000 105.0
410 770 ‘ ‘
ST T S A A WV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMUTRO61724WMA.M Fri Jul 19 16:21:59 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.946 2.53 ug/L 303199 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 35
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 15
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 15
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 11
5 Butanoic acid, 2-ethyl-2-methyl- 130 C7H1402 019889-37-3 11
Abundance Scan 3936 (13.946 min): VU059977.D\data.ms (-3930) (- | m/z 42.90 100.00%
42.9 71.0
5000
—
14.00
0! m/z 71.00 90.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8638: Hexane, 3,3-dimethyl-
43.0
71.0
5000 T
14.00
m/z 131.00 78.41%
99.0
O \1\5\-0‘\“\‘\\‘i}\\‘h\“\\‘}\‘!‘\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
Map OV
14.00
5000 m/z 84.95 73.92%
39.0 o0
0 630 ‘
L it 2130 | 2890
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- e
131.0 14.00
m/z 133.00 72.50%
5000
91.0
39.0
64.0
o080 | mso | wso J )
m/z--> 20 40 60 80 100 120 140 160 14.00

SFAMUTRO61724WMA.M Fri Jul 19 16:22:00 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20

Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 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 Azulene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.087 7.12 ug/L 853175 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3980 (14.087 min): VU059977.D\data.ms (-3965) (-

12

8.0

5000
14.00 |
509 749 1020 :
Ob by ATl 1890 2069 ;126,05  12.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 R ‘
14.00
m/z 129.00  10.97%
51.0 750 102.0
O \\\\\\“\\W\\H”‘\\\\“\\\\\‘\\\\\\\\\\\\\\\\\\
\ \ \ \ \ \ \ \ \ v

miz--> 20 40 60 80 100 120

140 160 180 200

m/z 127.95 100.00%

—

=

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

Abundance #13683: Naphthalene
128.0
/L\ T ‘ T ‘
14.00
5000 ITI/Z 102.00 7.97%
51.0 102.0
R L I i i E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene oy e
128.0 14.00
m/z 126.00 7.70%
5000
51.0 74.0 102.0 ‘
ol 280 Ll

=
14.00

SFAMUTRO61724WMA.M Fri Jul 19 16:22:02 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 26 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

14.190 1.76 ug/L 210967 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 003877-19-8 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 76
5 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H100 002461-34-9 58
Abundance Scan 4012 (14.190 min): VU059977.D\data.ms (-4003) (- | m/z 104.00 100.00%

104.0
5000 146.0

Ll

50.9 780 | M M 1760 14.00 14.50
O i bt bl A760 2068 s 146 00 46.92%

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

Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-

T /VMA\
5000 146.0 M

15.0 39.0 77.0 ‘
0t \‘\ T \‘i‘\ \““\ \“1‘\ “m\ \‘\H‘ N “H\ \‘m‘ \‘UW T ‘M\Mr T T T[T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0

—
14.00 14.50

5000 146.0 m/z 131.00 26.76%
390 780 ‘
0\\\‘\‘\\\“‘\\“\‘\‘mu\H‘\\‘\‘\““\\‘m‘\‘“‘h‘MH‘HH‘HH‘HH )/\/MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl- —r= =
104.0 14.00 14.50

m/z 114.95  22.65%

146.0
5000
270 510 789 | u‘ |
N PR PO ! I bl |

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

o

SFAMUTRO61724WMA.M Fri Jul 19 16:22:03 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 27 2,2-Dimethylindene, 2,3-dih... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.286 3.90 ug/L 467575  1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 86
2 1-Methylindan-2-one 146 C1@H1e0 035587-60-1 76
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 76
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
Abundance Scan 4042 (14.286 min): VU059977.D\data.ms (-4027) (1 m/z 130.95 100.00%
130.9
5000
91.0
—r= ]
50.9 14.00 14.50
71 160.0
O vl u‘m‘lmﬂw - A0S m/z 133.00  36.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 A e
14.00 14.50
91.0 m/z 145.95  34.19%
51.0 ‘ |
O\‘\\\\‘\\‘\‘\‘m\\\““\\‘}\“U\\!“\‘U‘!\‘\H\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24910: 1-Methylindan-2-one
131.0 M
—L —
14.00 14.50
5000 m/z 116.95 29.64%
103.0
510 /70
oy Lo Ll bl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl- —r T
131.0 14.00 14.50
m/z 91.00 28.01%
5000
103.0
39.0 77.0
L 39 L L]
o A O PN | NP SV T
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 28 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
14.348 0.79 ug/L 94907 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 50
2 8-Hydroxyquinoline 145 CSH7NO 000148-24-3 47
3 2(1H)-Quinolinone 145 C9H7NO 000059-31-4 47
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001985-59-7 43
5 8-Hydroxyquinoline 145 CSH7NO 000148-24-3 43
Abundance Scan 4061 (14.348 min): VU059977.D\data.ms (-4054) (- | m/z 117.00 100.00%
117.0 145.0
5000
Y T
389 @40 910 173.0 14.00 14.50
o SN S ST P ' m/z 145.60  91.04%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
5000 — o
14.00 14.50
m/z 146.00  43.93%
15.0 39.0 77.0 115.0 ‘
O\\\‘\‘\\\\‘\\\ Q\\H‘\\H‘\‘H‘\’\U‘H’”MH"\H\
miz--> 20 40 60 80 100 120 140 160
Abundance #24874: 8-Hydroxyquinoline
145.0
117.0 %
- =
14.00 14.50
5000 m/z 131.00 38.03%
89.0
63.0
39.0 ‘ |
OHH‘HH“‘H”‘ S RESTFVRS NSNS | IS MM,
m/z--> 20 40 60 80 100 120 140 160
Abundance #24865: 2(1H)-Quinolinone 3 T
145.0 14.00 14.50
m/z 115.00 37.07%
117.0
5000
90.0
39.0 63‘ 0 ‘ |
O el e e e =
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 29 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.486 2.81 ug/L 336892 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
Abundance Scan 4104 (14.486 min): VU059977.D\data.ms (-4093) (- | m/z 131.00 100.00%
131.0
5000
91 0 14:50
50.9 m -
Ol b ol “M Al I 1619 2089 /7 146.00 36.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 T
14.50
m/z 128.95 17.82%
‘ 39‘0 ‘\6?\’\\ L. 910 h\ LM \‘\
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
=
14.50
5000 m/z 114.95 17.11%
91.0
e L
oW‘H“_“w‘lm“_kuml‘_‘ww:‘mwu_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- T
131.0 14.50
m/z 128.00 15.41%
5000
300 650 91.0 |
0WHWH“‘M“_“H‘mh“‘HMW‘WWH‘HHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 30 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.669 5.83 ug/L 699247 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 87
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 83
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
Abundance Scan 4161 (14.669 min): VU059977.D\data.ms (-4150) (- | m/z 131.00 100.00%
131.0
— .
c0 91‘.0 ‘ M 1621 Jg0. 14.50 15.00
ol b Wb e 2808 s 146,00 34.79%
miz--> 50 100 150 200 250
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 A EN A
14.50 15.00
91.0 m/z 133.00 25.70%
39.0 ‘
0 \‘“\ ‘\‘ i“‘ ‘\‘m\“‘\ s ““r‘”\ “M \“M‘ L B s s B
m/z--> 50 100 150 200 250
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 14.50 15000
5000 m/z 115.00 19.88%
39.0
o A
m/iz--> 50 100 150 200 250
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- 1 —T—
131.0 14.50 15.00
m/z 128.00 18.07%
5000
27.0 91.0
AN RN B S — o e T
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 31 Benzene, pentamethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.807 3.40 ug/L 407457  1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 93
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 90
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 90
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 90
Abundance Scan 4204 (14.807 min): VU059977.D\data.ms (-4195) (- | m/z 133.00 100.00%
138.0
5000
91.0 14.50 15.00
38.9 64.9 . .
Obr it 42 Ll ] 60T 2069 7 148,00 39.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
138.0
5000 L e e
14.50 15.00
91.0 m/z 90.95 12.07%
O\]_\5\(‘)\\\3\9‘“(\)\‘\\6‘5\\(\)\“\\‘\\‘\‘\\m“\\‘\‘\‘\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26354: Benzene, pentamethyl-
133.0
— —
14.50 15.00
5000 m/z 133.95 10.99%
91.0
S N RN A E—
m/z--> 20 40 60 80 100 120 140 160 180 200 \I\ /H/\
Abundance #26356: Benzene, pentamethyl- P e A
133.0 14.50 15.00
m/z 115.00 9.30%
5000
410 g5 910
0"w‘MHWHM‘_]HH‘ﬂ‘_MJM‘HM‘N‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 32 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.875 3.95 ug/L 473853  1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 76
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 62
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 58
Abundance Scan 4225 (14.875 min): VU059977.D\data.ms (-4216) (- m/z 131.00 100.00%
131.0
P =
0.9 9 | 0 ‘ M 160.1 14.50 15.00
Ol b A Ml 184.02080 145 00 39.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 aa —~
14.50 15.00
91.0 m/z 146.00 35.63%
390 630 ‘ |
0H\\‘\‘V\\“‘\\“U\““UH‘\“‘\H\“‘\‘HU‘\‘M\“‘\MH\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
= s
14.50 15.00
5000 m/z 129.00 20.99%
27.0 51.0 91.0
L D Y M | A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = —T
131.0 14.50 15.00
m/z 115.00 20.39%
5000
39.0 63.0 91.0 ‘ ‘
0H‘W‘m“‘HH‘;M“U“;“‘H““um\““M“\“H‘mwuwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 33 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.939 0.77 ug/L 91723 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 58
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 55
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 55
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 52
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 52

Abundance Scan 4245 (14.939 min): VU059977.D\data.ms (-4238) (- | m/z 145.00 100.00%

145.0
5000
91 o 115.0

54.9 174.1 15.00
Ly mu Ll \m u “H‘ ‘\H‘ \H\H‘m l 206.9 m/z 133.00 70.75%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0

o

5000 T
15.00
115.0 m/z 160.00 50.75%
390 g50, 210 ‘ ‘
O\\]_\5\.(‘)\\\\“‘\\‘\‘\‘m\\\"\\‘\\‘\\\\“i\ \\“h‘\\\“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36291: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl-
145.0
—r—
15.00

5000 m/z 159.00 50.32%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- —
145.0 15.00
m/z 114.95 24.87%
5000
115.0
15.0 390 52 910 ‘
0‘H“wm“hm“‘Um‘”,‘m_mh“ “‘;“m‘uwmwuu
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20

Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 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 34 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.016 4.29 ug/L 513842 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 83
5 Naphthalene, 1,2,3,4- tetrahydro-... 146 C11H14 001680-51-9 83

Abundance Scan 4269 (15.016 min): VU059977.D\data.ms (-4259) (- | m/z 131.00 100.00%
131.0
- y/\dw/\«J&/Af\ﬂfh
91.0 LI — T
51.0 ‘ M‘ 60.0 ( 15.00
Obrerprbododibd b A WMLl 2089 280¢ o 46,00 58.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 s :
39.0 91.0 15.00
m/z 118.00  56.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
T \
15.00
5000 m/z 116.95 34.87%
91.0
51.0 ‘
0! M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- U ‘
131.0 15.00
m/z 145.00 32.34%
5000
390 910
0 ,,,, IANER
m/z--> 20 40 60 80 100120140160180200220240260280 15.00

SFAMUTRO61724WMA.M Fri Jul 19 16:22:16 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 36 Benzene, 1-(1-methylethenyl... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
15.270 1.44 ug/L 172504 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001985-59-7 90
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 90

Abundance Scan 4348 (15.270 min): VU059977.D\data.ms (-4344) (- | m/z 145.00 100.00%

145.0
5000

117.0 —T T

389 77.0 15.00 15.50
o‘H_‘memwmﬂ_muNdmﬂmwhuqm%ﬁﬁP_‘u_u‘_Hﬁ§%f m/z 160.00  26.90%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36306: Benzene, 1-(1- methylethenyl) -2-(1-methylethyl)-
145.
5000 o S
15.00 15.50
117.0 m/z 117.00 15.13%
77.0 ‘
O \\\‘\\\4.\]‘T\(\)‘\‘\“”H\‘HH“\‘\\‘\“‘\‘!H‘H“‘\‘\H“\\H‘\H\‘HH‘HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0
e —r
15.00 15.50
5000 ITI/Z 129.00 14.79%

390 77.0 11fﬂ‘ |
Ottt ptribrtbr el e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36292: Naphthalene, 1,2,3 [

,4-tetrahydro-1,5-dimethyl- T T
145.0 15.00 15.50
m/z 128.00  14.23%

5000
39h0\ \\\7\7\ 0 %1‘{ c‘m H‘ ;

L T T ah tha IRt ARTRNTURRERRVIRTINUVIRTIE - —
miz--> 20 40 60 80 100120140160 180 200220 240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 38 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.926 1.85 ug/L 222156 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001076-61-5 87
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 83
Abundance Scan 4552 (15.926 min): VU059977.D\data.ms (-4542) (- | m/z 145.00 100.00%
145.0
o
389 76.9 (M“ :
ol | ‘m““ oy 2089 2688 . 1ce.60 37.02%
miz--> 50 100 150 200 250
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
5000 ISOOM
115. m/z 128.00 18.11%
390 ‘
O T T “\ ‘\‘ “‘ \M \‘ ‘“\ \ H‘ h “ ‘f T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #36290: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145.0
—=
16.00
5000 m/z 114.95 13.43%
50, 70 L
0 - ‘\ MH\\M‘ \\\H‘U‘ e e
miz-> 50 150 200 250 AJULJ\
Abundance #36291: Naphthalene, 1,2,3,4-tetrahydro-6,7-dimethyl- ——
145.0 16.00
m/z 129.00 12.87%
5000
30.0 115.0
770
0 L ‘\‘ “\ ‘\\ Ay \u‘ J ‘n\ H‘ ‘n\“ , e e —=
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 39 Naphthalene, 1-ethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.148 2.11 ug/L 252893 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 91
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 87
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 87
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 87
Abundance Scan 4621 (16.148 min): VU059977.D\data.ms (-4612) (- | m/z 141.00 100.00%
141.0
1600 1650
75.9 k 741 . .
oL 389 1060 ) ‘H‘ tr812000 2820 s 156.00  44.86%
miz-> 50 100 150 200 250
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000
16.00 16.50
m/z 115.00  22.99%
270 830 1059 | |
0 \“\ ‘r “ “‘ ”h\ L \““\ M\ LN B B B B
miz--> 50 100 150 200 250
Abundance #33124: Naphthalene, 2-ethyl-
141.0
—= —
16.00 16.50
5000 m/z 145.00 14.39%
39.0 76.0 |
e
miz--> 50 100 150 200 250
Abundance #33141: Naphthalene, 1,3-dimethyl- —5 ==
141.0 16.00 16.50
m/z 142.00 12.58%
5000
90 % 00, | |
ob—— ‘ﬂ‘”uhu ‘\\W e P P
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 40 Naphthalene, 2-ethyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
16.180 1.35 ug/L 161509 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 90
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 90
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 86

Abundance Scan 4631 (16.180 min): VU059977.D\data.ms (-4627) (- | m/z 141.00 100.00%

141.0
5000

38.9 72.9 \ 280.¢ 16.00 16.50
oL 289 11l 2090) | 1y 1821 2208 U o s6.e0  37.29%
miz--> 50 100 150 200 250 ﬂ
Abundance #33127: Naphthalene, 1-ethyl-
141.0
5000

16.00 16.50
m/z 115.00  17.99%

0 27.0, \63\'()”” ‘102'4\ 4l
T T T T [ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33124: Naphthalene, 2-ethyl-

141.0

— T —7
16.00 16.50

5000 m/z 128.00 10.86%

39.0 76.0
0 A e ’\m\‘

miz-> 50 100 150 200 250

Abundance #33123: Naphthalene, 2-ethyl- —T —
141.0 16.00 16.50

m/z 142.00 9.69%

) M
76.0
0 39'0\ L4 1100, | "HM :

: e
miz--> 50 100 150 200 250 16.00 16.50

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 41 Naphthalene, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.261 6.70 ug/L 803356 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97

Abundance Scan 4656 (16.261 min): VU059977.D\data.ms (-4646) (- | m/z 156.00 100.00%

156.0
5000
128.0

509 76.9 102.0 ‘ 16.00 16.50
0 \u“‘m,‘w“‘,“1ww‘U“mwu]“1‘w“‘u‘i“u‘w“1‘7‘8"‘1“‘2‘9‘7"? m/z 141.00  66.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl- ﬁﬁj\ﬂk/\
156.0

5000 T
16.00 16.50

m/z 155.00 35.61%

77.0 115.0
51.0
\\\‘2\7‘\.(\)\"\\“\\"‘H\‘\H”“\‘\‘\\“\\\L‘\“!‘\\“‘\\‘M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0

=
16.00 16.50

o

5000 m/z 127.95 14 .04%
115.0
270 40 0 LAy
O bbbt L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- —= —
156.0 16.00 16.50

m/z 152.95 13.74%

5000
115.0
510 /7.0
0 280 > Ll BUAVN

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 42 Naphthalene, 2,7-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.409 8.34 ug/L 999357 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4702 (16.409 min): VU059977.D\data.ms (-4692) (- | m/z 156.00 100.00%
156.0

=

16.50
m/z 154.95  28.68%

5000
115.0
38.9 76.0 16.50
| : o2 28U nyz 141,00 82.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 T

77.0
39.0 115.0

)
=

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0

16.50
5000 m/z 115.00 17.63%
77.0 115.0
0 39.0
- ’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl- —=
156.0 16.50
m/z 127.95 15.17%
5000
76.0 115.0
L O U I 1 —— s
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 43 Naphthalene, 1,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.447 3.82 ug/L 458371 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4714 (16.447 min): VU059977.D\data.ms (-4709) (- | m/z 156.00 100.00%

156.0
5000
115.0

16.50
ol ?99“‘W . “Mﬂhm Il 2069 281.(

509 8L m/z 141.00  58.57%

miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000

m/z 155.00 37.07%

77.0 115.0
O T T \ \ “ * ‘h ‘ HH‘ ‘ ‘ T ‘ T ““\ U m\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0

16.50
5000 m/z 115.00 14.28%
77.0 115.0
890 4 b Lyl

ol L ML

m/z--> 50 100 150 200 250
Abundance #33130: Naphthalene, 2,7-dimethyl- —
156.0 16.50

m/z 153.00 14.15%

) M
39. 0 77 0
0 il ‘ ‘ 115 %‘ M \m T ‘ T

miz--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 44 unknown-01 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
16.528 0.57 ug/L 68332 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 7-ethyl- 162 C1oH1eS 016587-42-1 43
2 5-Ethylbenzo[b]thiophene 162 C10H10S 017514-96-4 41
3 6-Methoxy-3-methylbenzofuran 162 C10OH1e02 029040-52-6 38
4 3-(1-Methylethyl)(1H)pyrazolo[3,... 162 C8H10ON4 1000108-62-9 38
5 Phenol, 4-(3-methyl-2-butenyl)- 162 C11H140 001200-09-5 38
Abundance Scan 4739 (16.528 min): VU059977.D\data.ms (-4732) (- | m/z 146.95 100.00%
146.9
115. R 1
O tpabdha ol ‘l“‘ il A ‘1_5‘;3‘_9‘ Co ‘2668 : m/z 161.95 72.97%
miz--> 50 100 150 200 250
Abundance #37685: Benzo[b]thiophene, 7-ethyl-
147.0
5000 o e eyt
16.50
m/z 129.00  49.12%
15.0 \\63\.\0\ | 11\5\'0\ ‘ I
0\\\‘\i‘\“\”‘\‘\“‘”\\‘\‘\“\“\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #37683: 5-Ethylbenzo[b]thiophene
147.0
R \
16.50
5000 m/z 128.00 38.40%
69.0 1150
0 SRR PRI WA
m/iz--> 50 100 150 200 250
Abundance #37582: 6-Methoxy-3-methylbenzofuran —5 ‘
147.0 16.50
m/z 161.00  29.60%
5000
91.0
29 ||
. —r
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 45 Naphthalene, 1,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.637 3.72 ug/L 446294  1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
Abundance Scan 4773 (16.637 min): VU059977.D\data.ms (-4757) (- | m/z 156.00 100.00%
156.0
- MJU
g 1150 e -
. 16.5 17.
38.9
I < WY “w“h I ‘M‘ 2069 2690 = n/z 141.00  90.65%
miz-> 50 100 150 200 250
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000
16.50 17.00
m/z 155.00  27.93%
76.0
0 \‘\39‘\01‘ \‘h \“H‘\ g ]‘-lpr(\)““\ ‘\‘ “m\ L B B B B B B
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 Wﬂ
—r —
16.50 17.00
5000 m/z 115.00 18.82%
76.0
ol B0 i mool
miz--> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl- — e
156.0 16.50 17.00
m/z 156.95 14.22%
5000
6.0 115.0
ol 2% Ld SEVANY| —
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 17 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 46 Naphthalene, 2,3-dimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
16.785 1.57 ug/L 187935 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
Abundance Scan 4819 (16.785 min): VU059977.D\data.ms (-4810) (- | m/z 141.00 100.00%
141.0
—r =
389 168 ‘ | M 16.50 17.00
ol 389 iyl . 1090} | I 1880 2820 ... 156 00  79.52%
miz-> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 —— —
16.50 17.00
m/z 115.00  20.24%
76.0
0 \‘\39‘\.0““\““!‘””‘\ o ]I‘lpr(\)‘“\ ‘\‘ ‘M\ L I B B B B B
miz--> 50 100 150 200 250
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
— =
16.50 17.00
5000 m/z 155.00 18.26%
76.0 115.0 m
o320 Ll
miz--> 50 100 150 200 250
Abundance #33148: Naphthalene, 2,3-dimethyl- —r : ‘”J\YV
156.0 16.50 17.00
m/z 128.00  14.24%
5000
76.0 115.0
AR N ' ' R AN
m/z--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071624\
Data File : VU@59977.D

Acqg On : 16 Jul 2024 16:20
Operator : MD/SY

Sample : P3217-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 17 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... 1.354 1.4 ug/L 118545 1 6.245 414408 5.0
Diethyl sulfide 6.563 3.4 wug/L 282109 1 6.245 414408 5.0
Benzene, propyl- 10.904 3.3 ug/L 391991 3 11.811 599296 5.0
Benzene, 1l-ethy... 10.997 3.7 ug/L 440661 3 11.811 599296 5.0
Benzene, 1l-ethy... 11.290 7.0 ug/L 836375 3 11.811 599296 5.0
7-Oxabicyclo[2.... 11.637 2.0 ug/L 241050 3 11.811 599296 5.0
Indane 12.094 2.5 ug/L 296926 3 11.811 599296 5.0
Fenchone 12.949 2.6 ug/L 309303 3 11.811 599296 5.0
2,4-Dimethylsty... 13.451 2.8 ug/L 332194 3 11.811 599296 5.0
Bicyclo[2.2.1]h... 13.733 1.5 ug/L 183074 3 11.811 599296 5.0
Benzene, 1l-ethy... 13.833 2.4 ug/L 292602 3 11.811 599296 5.0
(DEL) Alkane: S... 13.946 2.5 ug/L 303199 3 11.811 599296 5.0
Azulene 14.087 7.1 ug/L 853175 3 11.811 599296 5.0
Naphthalene, 1,... 14.190 1.8 ug/L 210967 3 11.811 599296 5.0
2,2-Dimethylind... 14.286 3.9 ug/L 467575 3 11.811 599296 5.0
1H-Indene, 2,3-... 14.348 0.8 ug/L 94907 3 11.811 599296 5.0
1H-Indene, 2,3-... 14.486 2.8 ug/L 336892 3 11.811 599296 5.0
1H-Indene, 2,3-... 14.669 5.8 wug/L 699247 3 11.811 599296 5.0
Benzene, pentam... 14.807 3.4 ug/L 407457 3 11.811 599296 5.0
Benzene, (1,2-d... 14.875 4.0 ug/L 473853 3 11.811 599296 5.0
Benzene, 1,3,5-... 14.939 0.8 ug/L 91723 3 11.811 599296 5.0
Naphthalene, 1,... 15.016 4.3 ug/L 513842 3 11.811 599296 5.0
Benzene, 1-(1-m... 15.270 1.4 ug/L 172504 3 11.811 599296 5.0
Naphthalene, 1,... 15.926 1.9 ug/L 222156 3 11.811 599296 5.0
Naphthalene, 1-... 16.148 2.1 ug/L 252893 3 11.811 599296 5.0
Naphthalene, 2-... 16.180 1.4 ug/L 161509 3 11.811 599296 5.0
Naphthalene, 2,... 16.261 6.7 ug/L 803356 3 11.811 599296 5.0
Naphthalene, 2,... 16.409 8.3 ug/L 999357 3 11.811 599296 5.0
Naphthalene, 1,... 16.447 3.8 ug/L 458371 3 11.811 599296 5.0
unknown-01 16.528 0.6 ug/L 68332 3 11.811 599296 5.0
Naphthalene, 1,... 16.637 3.7 ug/L 446294 3 11.811 599296 5.0
Naphthalene, 2,... 16.785 1.6 ug/L 187935 3 11.811 599296 5.0
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