LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  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@59922.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 1.599 84 96 132 rBV 15300466 18300791 19.27% 3.791%
2 2.637 407 419 458 rBvV 348431 1126864 1.19% 0.233%
3 4.657 1028 1047 1136 rVB3 41392631 94948711 100.00% 19.670%
4 5.766 1383 1392 1408 rVB 618875 1253288 1.32% 0.260%
5 7.968 2062 2077 2108 rVB3 42082715 73758706 77.68% 15.280%

6 9.438 2516 2534 2552 rBV 5793964 9945320 10.47% 2.060%
7 9.563 2561 2573 2591 rBV 4405591 6918443 7.29% 1.433%
8 9.685 2591 2611 2627 rBV 17495033 28254634 29.76% 5.853%
9 10.094 2708 2738 2757 rBV 9585685 15065906 15.87% 3.121%
10 10.476 2843 2857 2869 rBV 567977 956808 1.01% ©.198%
11 10.898 2968 2988 3005 rBV 1183729 2057815 2.17% ©.426%
12 10.991 3005 3017 3035 rVV 5240165 11411139 12.02% 2.364%
13 11.084 3035 3046 3059 rVV2 3965558 6907697 7.28% 1.431%
14 11.155 3059 3068 3083 rVB 2875887 4640478 4.89% 0.961%
15 11.283 3097 3108 3126 rVB 3468085 5385077 5.67% 1.116%

16 11.460 3151 3163 3182 rVB 12576080 18911533 19.92%  3.918%

17 11.631 3197 3216 3231 rBv4 3013273 5842142 6.15% 1.210%
18 11.714 3231 3242 3256 rBV2 1194205 2579407 2.72% 0.534%
19 11.788 3256 3265 3273 rBV2 1065130 1928054 2.03% 0.399%
20 11.888 3285 3296 3316 rVB 9757570 16483295 17.36%  3.415%
21 12.087 3345 3358 3366 rBV 3310729 5379599 5.67% 1.114%
22 12.203 3377 3394 3413 rVB2 8060815 14732516 15.52% 3.052%
23 12.460 3460 3474 3478 rBV2 898655 1533526 1.62% 0.318%
24 12.486 3479 3482 3497 rVV 1032422 1572107 1.66% 0.326%
25 12.563 3497 3506 3513 rVV 1057135 1574805 1.66% ©.326%
26 12.676 3531 3541 3561 rVB2 1356348 2682344 2.83% 0.556%
27 12.868 3590 3601 3611 rVB3 682300 1117718 1.18% 0.232%
28 12.939 3611 3623 3639 rBV2 5257106 9637035 10.15% 1.996%
29 13.020 3639 3648 3658 rVB 1335890 2032512 2.14% 0.421%
30 13.286 3723 3731 3744 rVB 811307 1207541 1.27% 0.250%

31 13.399 3755 3766 3772 rBV 2620162 4104330 4.32% ©0.850%
32 13.444 3772 3786 3789 rVV3 3493606 5922047 6.24% 1.227%
33 13.512 3789 3801 3822 rVB 18009127 28204875 29.71% 5.843%
34 13.618 3823 3834 3846 rVB 2308083 3695050 3.89% 0.765%
35 13.730 3847 3869 3880 rBV2 6368458 11762669 12.39%  2.437%

36 13.833 3891 3901 3914 rBV4 737481 1326832 1.40% 0.275%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  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 14.077 3964 3977 3998 rVB 7075077 11382147 11.99%  2.358%
38 14.479 4092 4102 4120 rVB 656167 1223733 1.29% ©.254%
39 14.669 4148 4161 4183 rBV4 918337 2366140 2.49% 0.490%
40 14.868 4213 4223 4235 rVB2 776498 1246297 1.31% 0.258%

41 15.010 4256 4267 4278 rBV2 547316 960926 1.01% ©.199%
42 15.216 4317 4331 4344 rBV 14650276 22759364 23.97% 4.715%
43 15.402 4376 4389 4401 rBV 8747542 13682573 14.41%  2.835%
44 16.254 4642 4654 4680 rVB 1310597 2325711  2.45% 0.482%
45 16.399 4689 4699 4706 rBV 1399374 2255350 2.38% 0.467%

46 16.437 4706 4711 4727 rVB 880583 1351273 1.42% 0.280%

Sum of corrected areas: 482715128
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe71224\

: VU@59922.D

: 12 Jul 2024 15:25

: MD/SY

: P3217-04

: 25.0mL/MSVOA_U/WATER
. 13

Sample Multiplier: 1

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

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

Abundance
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: VU059922.D\data.ms
4.657

1.599

2.637

Time-->

5.766

0\\‘\\H‘\\\\‘\\\\‘\\\\‘\H\‘\\H(ﬁ\\|\\\\‘H\\‘\H\‘\\H‘\\\\‘\\\\‘H\\‘\H\‘\\H‘\\\\‘\\\\‘H\\‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH’\H

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
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: VU059922.D\data.ms
7.968

9.685

10.094

8%

11.460
11.888

0
Time-->

9.00 9.50 10.00

1qﬂ76
—

10.50

10,99
L 8@?83 11 631 12.08
10.8
L ‘

11.00 1150 1200

Abundance
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

5000000

0

1le+07 P03

TIC: VU059922.D\data.ms

13.512
15.216

15.402

14.077
12.939 13.730

133684 o1
7 020 :
]mAmﬁ fza&w 13.28 )\ fi3.833 14.4704.66%4.868010

162ﬁ§3§7

Time-->

A
I L L L L L

13.00 13.50 14.00 14.50 15.00 15.50

12.50

16.00

16.50 17.00 17.50
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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\VUe71224\

: VU@59922.D

: 12 Jul 2024 15:25

: MD/SY

. P3217-04

: 25.0mL/MSVOA_U/WATER

: 13 Sample Multiplier: 1

: 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 1 Benzene, propyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.898 5.34 ug/L 2057820 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 64

Abundance Scan 2988 (10.898 min): VU059922.D\data.ms (-2968) (- | m/z 90.95 100.00%
91.0
5000
— e
510 12% jarg 1050 11.00
ol b [ A0 1909 | 2489281.C ., 179 00 23.35%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 e /‘\‘ |
10.50 11.00
m/z 92.00 10.68%
39.0 L
O\\‘\‘\‘i‘\“\“\‘\“‘%zw‘.\ow‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
— e
10.50 11.00
5000 m/z 64.95 9.68%
39.0 h
T T 2 ———
miz--> 50 100 150 200 250
Abundance #10699: Benzene, propyl- — R
91.0 10.50 11.00
m/z 78.00 5.98%
5000
39.0 12L_o
o‘Hu‘w‘u‘”“m”‘H‘_H_‘ /‘\ A
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\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.991  29.59 ug/L 11411100 1,4-Dichlorobenzene-d4 11.804
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 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3017 (10.991 min): VU059922.D\data.ms (-3005) (- | m/z 105.00 100.00%
105.0
5000
120.0 /\
e
77.0 91.0
o 510 ‘ Il 11.00
O e e et e m/z 120.00 32.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\J\ ‘/&
m/z 91.00 11.98%
39.0 63.0 77.0 91.0
O\\‘HH-‘\H‘\‘HH“‘HH“HH“\‘\.‘H‘\H‘}“HH“}\H‘\Ml\‘\\‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
e
11.00
5000 m/z 77.00 11.32%
120.0
77.0 91.0
ol 150 T 30 el b
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 8.74%
5000
120.0
39.0 77.0 91.0 M /k
o280 L L 30 JU
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\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 3 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.155 12.03 ug/L 4640480 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001879-07-8 98
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C1@H18 001124-25-0 87
3 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-27-2 83
4 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 81
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 74
Abundance Scan 3068 (11.155 min): VU059922.D\data.ms (-3059) (- | m/z 81.00 100.00%
81.0 95.0
67.0
5000
41.0 138.1 J
123.0 o
‘ T ‘ ‘ 10‘90 11.00 11.50
o‘_‘H\:uH‘m:u_muM‘HMH‘w;wwwwm m/z 95.60  93.53%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19550: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, cis
81.0 95.0
68.0
55.0
5000{ 410 e
138.0 11 00 11.50
l090123.0 m/z 67.00 67.49%
O \‘\\\\‘\‘\\\‘\‘\\\‘\\\\‘i\\\‘\H\‘\\\“\‘1\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19553: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, tra
81.0 95.0
68'0 T ‘ T T ‘ T
55.0 11.00 11.50
41.0 o
5000 m/z 68.00 55.28%
109.0 138.0
: 230 |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A—J\
Abundance #19538: Cyclohexane, 1-methyl-4-(1-methylethylidene)- — e
81.0 950 11.00 11.50
55.00 44 ,55%
67.0
5000
53.0
123.0 138.0
T T ™
YU 1R 1 N o G S A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 11 00 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25

Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .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 4 Benzene, 1l-ethyl-4-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.283  13.97 ug/L 5385080 1,4-Dichlorobenzene-d4 11.804
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 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 3108 (11.283 min): VU059922.D\data.ms (-3097) (- | m/z 105.00 100.00%
105.0
5000
120.0 }\
L
510 77.0 11.00 11.50
Ob v 388 0 1899 s 106,00 31.20%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M /\ L
120.0 11.00 11.50
m/z 90.95 11.59%
39.0 77.0
O T \‘\ T \“‘\ \“1‘5\?“9\‘\ T \““ T \‘1 T “1‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 m/z 76.95 11.32%
120.0
77.0
ol 350 . 380 1800 T L i
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.00 8.80%
5000
790 120.0
39.0 63.0 H ‘
0 bt
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMUTRO61724WMA.M Mon Jul 15 17:19:47 2024

Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 5 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.631  15.15 ug/L 5842140 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 91
2 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180 000470-67-7 64
3 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 64
4 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 49
5 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 005502-88-5 35

Abundance Scan 3216 (11.631 min): VU059922.D\data.ms (-3197) (- | m/z 111.00 100.00%
43.0 111.0
71.0
5000
93lo 154.1
T
‘ ‘ l34f ‘ ll 50 12 00
ol v i “w‘u‘!u““‘m:_Hu_ m/z 42.95 85.86%
miz--> 20 60 80 100 120 140 160
Abundance #31313: 7- Oxab|cyc|o[2 2.1]heptane, 1-methyl-4-(1-meth
43.0
111.0
71.0
5000
ll 50 12 00
154.0 m/z 71.00  71.83%
0\1\5‘\'(‘)\‘\‘”‘1‘1” \‘\\\”‘H‘
miz--> 20 40 60 100 120 140 160
Abundance #31311: 7—Oxab|cyc|o[2.2.l]heptane, 1-methyl-4-(1-meth jt
43.0
— —
710 1110 11.50 12.000
5000 ' ITI/Z 54.95 62.60%
154.0
93.0 ‘ |
o) S AT S N M
m/z--> 20 40 60 80 100 120 140 160
Abundance #31304: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth P ——
43.0 11.50 12.00
111.0 m/z 95.00 56.20%
71.0
5000
154.0
M £ Y O 1 WP
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 7 1Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.087 13.95 ug/L 5379600 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
Abundance Scan 3358 (12.087 min): VU059922.D\data.ms (-3345) (- | m/z 117.00 100.00%
117.0
5000 /\J\
910 AL :
38.9 63.0 ‘ ‘ 134.0 155 12.00
0 bbb gl W T390 0 /7 118,00 53.53%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 s :
12.00
39.0 58.0 91.0 ‘ m/Z 115.00 32.73%
0\43\.\0‘\“\\\“\\“1\““1‘\\\“‘\\“\\“\\\M‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
12.00
5000 m/z 90.95 16.14%
390 630 91"0
oL 280 L
miz--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00
m/z 118.95 12.11%
5000 91.0
51.0
N N . I S
m/z--> 20 40 60 80 100 120 140 12.00

SFAMUTRO61724WMA.M Mon Jul 15 17:19:50 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 8 o-Cymene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.460 3.98 ug/L 1533530  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
Abundance Scan 3474 (12.460 min): VU059922.D\data.ms (-3460) (- | m/z 119.00 100.00%
119.0
5000
83.0
55.0 ‘ 400 12.50
Y 1 N “;‘1‘9%%9‘\;%1 0 T m/z 134.00  33.07%
m/z--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000
12.50
91.0 m/z 83.00 24.70%
0 \1\5\.? T \\4%.\0\ T \”’6?.\0\ \‘”‘ T ‘W\ \‘\w T 1J60 T
miz-> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
SIS —
12.50
5000 m/z 91.00 16.70%
91.0
39.0 65.0 ‘ ‘
e o R Y W N N
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- e
119.0 12.50
m/z 105.00  13.28%
5000
91.0
39.0 65.0 ‘
ol 280
m/z--> 20 40 60 80 100 120 140 12.50

SFAMUTRO61724WMA.M Mon Jul 15 17:19:51 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 9 Benzene, 1-methyl-3-(1-meth... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.486 4.08 ug/L 1572116 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 3482 (12.486 min): VU059922.D\data.ms (-3479) (- | m/z 119.00 100.00%
119.0
5000
65.0 91‘-0 o0 12.50
OB el 2990 1680 7 134,00 25.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
12.50
91.0 m/z 91.00 13.50%
41. 65.0 ‘
O\\l\S\.(‘)\‘\H“‘\O\‘\ \”“\‘\H‘”‘\\1‘\“”\\‘”H\‘\‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
.
12.50
5000 m/z 120.00 8.86%
91.0
150 390 450 ‘
Y R R S L ) S M—
m/z--> 20 40 60 80 100 120 140 160 j\
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl- e
119.0 12.50
m/z 117.00 8.13%
5000
91.0
o, 530 Mﬂ
S Y R S N M oL
m/z--> 20 40 60 80 100 120 140 160 12.50

SFAMUTRO61724WMA.M Mon Jul 15 17:19:52 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25

Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 10 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.563 4.08 ug/L 1574810 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 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 3506 (12.563 min): VU059922.D\data.ms (-3497) (- | m/z 119.00 100.00%
119.0
5000
w60 650 91"0 12.50
oot 114581649 s 134,00 30.32%
miz--> 20 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50
m/z 91.00 15.27%
91.0
0 15.0 . 39\\0 L 6§O Ly ‘ ) \\“ L
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
T
12.50
5000 m/z 120.00 9.61%
39.0 65.0 91.0
0\\\‘\\\“V\W\ﬁWH\M\\L\NV\Wl\\m‘\\\\‘H\\
m/iz--> 20 60 80 100 120 140 160 J\
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- e ‘
119.0 12.50
m/z 105.00 8.64%
5000
91.0
150 40 650 |
O L I s e s e e e
m/z--> 20 40 60 80 100 120 140 160 12.50

SFAMUTRO61724WMA.M Mon Jul 15 17:19:54 2024

Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 11 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.676 6.96 ug/L 2682340 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 3541 (12.676 min): VU059922.D\data.ms (-3531) (- | m/z 117.00 100.00%
11y7.0
- AJJL\
Lm | 250 a0
38.9 63.0 : :
om"Hn‘muw:um‘m“wm 1481 2069 n/z 115.00  32.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.50 13.00
91.0 m/z 132.00 27.69%
ZIO\S%OH \ ‘ L.
O\\\‘\‘H\‘H‘V\“1H”i“‘H‘\\[H“\H‘H“\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
12.50 13.00
5000 m/z 91.00 13.66%
1.
39.0 65.0 9‘0 ‘
S T Y SV |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- o —
117.0 12.50 13.00
m/z 118.00 9.96%
5000
91.0
51.0 ‘ ‘
0“‘fﬁgﬂ‘JW‘MHMWw;WW‘JMNWM‘H“M“W“H“H‘ \—‘ o R fﬂ%NK\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

SFAMUTRO61724WMA.M Mon Jul 15 17:19:55 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.868 2.90 ug/L 1117720  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 95
4 o-Cymene 134 CleH14 000527-84-4 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3601 (12.868 min): VU059922.D\data.ms (-3590) (- | m/z 118.95 100.00%
119.0
5000
910 12.50 13.00
38.9 64.9 : :
0L e ey el L al 111460 1681y o 134 00 30.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
5000 = AN
12.50 13.00
91.0 m/z 90.95 17.18%
41.0 65.0 ‘
OH\’\‘H\“‘H‘\\H“\‘\H‘”‘H‘i‘\‘w\\‘iw\H‘\‘\\H‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
— =
12.50 13.00
5000 m/z 105.00 10.35%
91.0
39.0 65.0 ‘
olaso 20 b L L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- - —
119.0 12.50 13.00
m/z 131.00 9.87%
5000
91.0
39.0 650 ‘ ‘
0 }a?\H\ﬂH\W\HL\JW\HVWMM\Ml\HH‘\\\\M\\\ - A
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00

SFAMUTRO61724WMA.M Mon Jul 15 17:19:57 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 13 Fenchone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.939  24.99 ug/L 9637040 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 95
2 Fenchone 152 C10H160 001195-79-5 95
3 L-Fenchone 152 C1eH160 007787-20-4 95
4 D-Fenchone 152 C10H160 004695-62-9 94
5 L-Fenchone 152 C10H160 007787-20-4 94
Abundance Scan 3623 (12.939 min): VU059922.D\data.ms (-3611) (- | m/z 81.00 100.00%
81.0
5000 j\
41.0
‘ 109.0 132915‘2'1 1300
0 _m_m‘_Hw:uwd#‘m‘mwm_m_m m/z 69.00  48.31%
miz--> 0 20 80 100 120 140 160
Abundance #29056:Fenchone
81.0
5000
1300
41.0 1520 m/z 40.9 18.54%
109.0 '
0 ‘\\1\5\(‘)\\\\‘“\\\\‘\‘M\\‘qu\\‘\\‘\\‘\\‘\\\\“\\!\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #29063: Fenchone
81.0 A
= :
13.00
5000 m/z 152.05 13.05%
41.0
152.0
109.0
ol 180, . e20 4 O
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #29071: L-Fenchone o
81.0 13.00
m/z 79.95 12.87%
5000
41.0
152.0
109.0
m/z--> 0 20 40 60 80 100 120 140 160 13.00

SFAMUTRO61724WMA.M Mon Jul 15 17:19:58 2024

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.020 5.27 ug/L 2032510 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3648 (13.020 min): VU059922.D\data.ms (-3639) (- | m/z 119.00 100.00%
119.0 ﬂ
5000
389  65.0 91"0 | 136.0 155.1 13.00
0 L OO 1991 7 134,00 45.16%
miz--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
13.00
m/z 91.00 14.94%
39.0 65.0 91.0
0 \\\.‘ T \"‘\ \‘\‘\ “\“.\ T \‘”‘ T \‘\ T “}‘\ \‘iw T \1\‘\6‘0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
T \
13.00
5000 m/z 120.00 9.96%
39.0 91.0
65.0
N N N P PRI - - I
m/z--> 20 40 60 80 100 120 140 160
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 133.00 9.22%
5000
91.0
39.0 65.0
0 \1\5‘\'?\‘\ \ \‘,‘\ i \““ ; \‘\ e \M ; \1\@"0\ T oo
m/z--> 20 40 60 80 100 120 140 160 13.00

SFAMUTRO61724WMA.M Mon Jul 15 17:19:59 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 15 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.287 3.13 ug/L 1207540  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
2 Indan, 1-methyl- 132 C10H12 000767-58-8 91
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
Abundance Scan 3731 (13.286 min): VU059922.D\data.ms (-3723) (- | m/z 117.00 100.00%
11y7.0
5000
910 =P —r—
389 640 ‘H %#3.0 1560 13.00 13.50
0l “‘M“uh“w“‘q““ it e = m/z 132.00 39.59%
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 —r— J\ VR
13.00 13.50
30.0 m/z 115.00 26.61%
DA A -
O\‘\\\\“‘\\W\“\\\‘\\\\“\‘\\‘\‘\H\‘\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
13.00 13.50
5000 m/z 131.00 18.19%
91.0
o 0L e, L e
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0 13.00 13.50
m/z 91.00 11.36%
5000
91.0
ob ot el MLl VA —
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

SFAMUTRO61724WMA.M Mon Jul 15 17:20:01 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.399 10.64 ug/L 4104330 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluorobenzoic acid, 2-tetrahyd... 224 C12H13FO3 1000279-04-4 47
2 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 ©021129-27-1 45
3 3,4-Dimethylcyclohexanol 128 C8H160 005715-23-1 43
4 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 003623-52-7 42
5 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 023283-97-8 42
Abundance Scan 3766 (13.399 mln) VU059922.D\data.ms (-3755) (- | m/z 71.00 100.00%
71.0
5000
e T M
I | | 123 0141 1 1300 13.50
om_m_w““ _m_m 2600 m/z 95.00 41.78%
m/z--> 20 40 100 120 140 160
Abundance #103840: 3-F|uor0ben20|c acid, 2-tetrahydrofurylmethyl e
71.0
5000 43.0 950 1230 13.00 1350
m/z 42.95 36.65%
O\\\‘2\6‘\p\ ““\h\‘\“\}“““\‘!‘\\w‘\\\\“\\\1\4?.\0\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #32982: Cyclohexanol, 1-methyl-4-(1-methylethyl)-
71.0
— .
95.0 13.00 13.50
5000 41.0 m/z 67.00 25.69%
123.0
0l 180 Il, “i . W w TN P W . <L B
m/z--> 20 40 60 80 100 120 140 160 jk
Abundance #14427: 3,4-Dimethylcyclohexanol — 7
71.0 13.00 13.50
m/z 81.00 21.05%
95.0
5000
ol 280 | ‘H L”ﬂlze-o — is
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\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 17 1-Phenyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.444  15.36 ug/L 5922050 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 94
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 83
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 78
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 60
Abundance Scan 3780 (13.444 min): VU059922.D\data.ms (-3772) (- | m/z 117.00 100.00%
117.0
5000
91.0 LRI
39.0 650 ‘ 13.50
o Pt N N ul““u A5L9 2069 n/z 119.00  84.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 T
910 13.50
L m/z 132.00  36.02%
51.0 ‘
O \‘2\7‘\"\0\“‘\ \“1”\ “‘1‘\ \”1“‘ i ‘HU‘\ T U‘ \‘U‘\‘\ [T T T[T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 J\
e
13.50
5000 m/z 134.00 34.96%
91.0
51.0
270" ‘ ‘
S ot N O O S |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene ——
117.0 13.50
m/z 115.00 31.97%
5000
0! A e SN
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 18 Cyclohexanemethanol, .alpha... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.512 73.14 ug/L 28204900 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 78
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 64
3 Pentane, 2-methoxy- 102 C6H140 006795-88-6 53
4 Butane, 2-methoxy-3-methyl- 102 C6H140 062016-49-3 53
5 Erythro-2-methyl-3,4-dibromo-2-b... 244 C5H10Br20 1000288-19-3 40
Abundance Scan 3801 (13.512 min): VU059922.D\data.ms (-3789) (- | m/z 59.00 100.00%
59.0
5000
41.0 850
: 123.1 13.50
141.
Y S—— w‘;‘; . w‘“u ‘ “1‘1‘0‘559‘ L M0 w/z 8l.ee  19.49%
miz--> 20 40 60 80 100 120 140 160
Abundance #33011: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0
5000 L :
13.50
410 m/z 95.00 15.83%
| 81.0 123.0 141 0
0t \2‘4\..9‘\ \"‘\‘\ \“i“i \‘\‘\ \““‘\ T \awg‘ow LI e “\.\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33020: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0
T T
13.50
5000 m/z 55.00 15.33%
41.0 81.0 123.0
ol rrttlbe L L 880 TTTAA0
m/z--> 20 40 60 80 100 120 140 160
Abundance #4993: Pentane, 2-methoxy- =
59.0 13.50
m/z 67.00 10.91%
5000
29.0 “ 87.0
L ~
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25

Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 19 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.618 9.58 ug/L 3695050 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 95
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 90

Abundance Scan 3834 (13.618 min): VU059922.D\data.ms (-3823) (- | m/z 104.00 100.00%
104.0
5000 132.0
P —
. 78.0 H 13.50 14.00
Ot il AL W 1561 135 68 5e.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0
13.50 14.00
m/z 91.00 43.77%
27.0 51.0 78.0
0 \\\’\‘\‘\ \“ T \“1‘\ “m\ \”iH‘ - “H\ \M“‘M\‘\ | R
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
P -
132.0 13.50 14.00
5000 ' m/z 114.95  18.41%
270 51.0 78.0
) S e RN PR N W “1‘,“1%‘ A
m/z--> 20 40 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.50 14.00
m/z 117.00 15.10%
5000 132.0
50 510 780
0“‘,MM‘M‘WMWM‘ww‘ﬁiwm“MMWM“u““u‘ LA ——
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25

Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 (+)-2-Bornanone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.730  30.50 ug/L 11762700 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (+)-2-Bornanone
2 (+)-2-Bornanone

152 C10H160
152 C10H160

000464-49-3 98
000464-49-3 98

3 Camphor 152 C10H160 000076-22-2 98
4 (+)-2-Bornanone 152 C10H160 000464-49-3 98
5 Camphor 152 C10H160 000076-22-2 98
Abundance Scan 3869 (13.730 min): VU059922.D\data.ms (-3847) (- | m/z 95.00 100.00%
93.0
5000
41.0 69.0
152.0
A= —
FARrEET Cat.00 67,
LR R m/z 81.00 67.65%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29115: (+)-2-Bornanone
93.0
5000 e ——
410 690 152.0 13.50 14.00
m/z 108.00  37.96%
0 \1\5\.(‘)\‘\‘\ \‘N\ \H“{ T \‘ t \‘M“ \‘\‘\}%3\.\0\ \“ T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #29114: (+)-2-Bornanone
93.0
—F— —
13.50 14.00
5000 210 69.0 ITI/Z 40.95 35.93%
152.0
0 ‘1‘5‘-9“;\”“ ) 1230
m/z--> 20 40 60 80 100 120 140 160
Abundance #29050: Camphor P —
41.0 95.0 13.50 14.00
m/z 69.00 35.47%
5000 69.0
152.0
b bl Ll Jame I . UL
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 Azulene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.078  29.52 ug/L 11382100 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Naphthalene 128 C10H8 000091-20-3 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3977 (14.077 min): VU059922.D\data.ms (-3964) (- | m/z 128.00 100.00%
128.0
5000
14.00 |
Ob it 0 Al 1489 2070 n; 126,05 12.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 —— :
14.00
m/z 129.00 10.92%
510 750 1020
O‘\\\\‘\\‘\\‘W\\H}h‘\\\\“\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene
128.0
14.00
5000 m/z 101.95 7.82%
102.0
N T A
A e mma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene —
128.0 14.00
m/z 126.00 7.34%
5000
o270 S0 770 1020
e  Em s —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25

Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 22 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
14.479 3.17 ug/L 1223730  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 96
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 95
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94

Abundance Scan 4102 (14.479 min): VU059922.D\data.ms (-4092) (- | m/z 131.00 100.00%
131.0
5000
91.0 14.50
51.0 71.
o‘m_m_mmm_“HHQXP M‘_‘mlﬁz"?”w m/z 146.00  35.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
14.50
m/z 115.00 15.66%
270 510 91.0
O"“‘“““‘“\“\“‘}\7‘]7"‘!‘“‘J‘WJ“]"MQ“M“““““‘““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
P
14.50
5000 m/z 128.95 15.42%
39.0 650 91‘~° il
R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0 14.50
m/z 145.00 14.40%
) MMU\JJ\\
39.0 91.0
63.0
ol180) 180, Tane L UL,
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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, (1,2-dimethyl-1-pr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.669 6.14 ug/L 2366140 1,4-Dichlorobenzene-d4 11.804
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 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 87

Abundance Scan 4161 (14.669 min): VU059922.D\data.ms (-4148) (- | m/z 131.00 100.00%

131.0
5000

5 HM 162, 14.50 15.00
) n\ Ll 2070 n/z 146.00  42.47%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000

14.50 15.00
m/z 118.00  21.27%

390 650 910 i
O\\\‘\\\\‘\\\\“H\H\‘\\\\‘\\\lh’\ \‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0

o

14.50 15.00
5000 91.0 m/z 115.00 20.95%
39.0 65.0
ol g b b
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)- Y N
131.0 14.50 15.00

m/z 129.00  16.35%

| WW
5000
270 ‘
‘\ \‘\‘ L m 0y “ \‘M I :

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.868 3.23 ug/L 1246300 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
5 Benzene, (1,2-dimethyl-1- pr‘openyl)- 146 C11H14 000769-57-3 87
Abundance Scan 4223 (14.868 min): VU059922.D\data.ms (-4213) (- | m/z 131.00 100.00%
131.0
5000
910 14.50 15.00
509 L “1601 206.9 .
o‘HwH_MW,W_HW 520 m/z 146.00 34.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
5000
14.50 15.00
m/z 145.00 25.53%
0 91.0
63.0
O\\]_\5\(‘)\‘\\\“‘\\“\‘\‘m\‘\\"\\\\‘\\\‘1“\&"\\‘{‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
=5 ——
14.50 15.00
5000 m/z 115.00 17.70%
10 680 1 ]
Ob vt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- — —
131.0 14.50 15.00
m/z 129.00 14.94%
5000
27.0 51 0 91 0
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\VvUe71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25

Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 25 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
15.010 2.49 ug/L 960926 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 90
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
5 Naphthalene, 1,2,3,4- tetrahydro-... 146 C11H14 001680-51-9 87

Abundance Scan 4267 (15.010 min): VU059922.D\data.ms (-4256) (- | m/z 131.00 100.00%
131.0
5000
91.0
50.9 ‘ MW ‘60.1 15.00
Obrrrrbeid ot e ML 2080 2806 ) 118 00 62.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
15.00
390 90 m/z 146.00  58.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
15.00
5000 m/z 117.00 37.26%
390 910
o,,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- ‘
131.0 1500
m/z 115.00 29.52%
5000
39.0  91.0 M
o,,,, —— :
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 Naphthalene, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.254 6.03 ug/L 2325710  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 4654 (16.254 min): VU059922.D\data.ms (-4642) (- | m/z 156.00 100.00%
1

56.0
5000

390 77.0 1150 16.00 16.50
0 : 2832 2090 n/z 141.00  66.43%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 (— et
16.00 16.50

m/z 155.00  35.14%

77.0 1150
39.0
O' ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0

16.00 16.50
5000 m/z 153.00 13.59%
77.0 1150
0“‘\“3‘)?‘\.9“”\”H‘U‘\”‘w”“‘\“‘!““\““H“wHw”w”wHw”w”” ﬂ U
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 16.00 16.50

m/z 115.00  13.30%

5000
77.0 115.0
39.0 | | | ‘
0 Ll b

= ‘
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 Naphthalene, 2,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.399 5.85 ug/L 2255350 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 4699 (16.399 min): VU059922.D\data.ms (-4689) (- | m/z 156.00 100.00%
156.0 P
5000
76.9 115.0 16.00 16.50
51.0 ' : :
0 m_Hu_uu‘“MU“mw“;‘u‘!w“‘M‘w‘lgﬁ-%w m/z 141.00  82.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000 — L
16.00 16.50
m/z 155.00  28.65%
76.0 1150
280 510 |l
O \\\‘\{\\“\\\\‘\\\‘\‘\\‘\\‘\\\i‘\\‘\\‘\\‘\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
16.00 16.50
5000 m/z 114.95 17.22%
77.0 115.0
51.0
o0 b M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33136: Naphthalene, 1,4-dimethyl- = —
156.0 16.00 16.50
m/z 153.00  14.52%
5000
115.0
ol 28 0 bbbl e
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\VU071224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 13  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 Naphthalene, 1,5-dimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.438 3.50 ug/L 13512760  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 4711 (16.437 min): VU059922.D\data.ms (-4706) (- | m/z 156.00 100.00%
1

56.0
5000

115.0
39.0 16.50

S0 L ,‘M A%01 2810 n/z 141,00 61.74%

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

m/z 155.00  35.29%

77.0 115.0
04— ‘\\?’9‘\0“‘ ‘\‘h MH‘\ ok T \“\ ““\ U "m\ L B B B B B
m/z--> 50 100 150 200 250
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0

o

16.50
5000 m/z 153.00 13.83%
41.0 77.0 115.0
0L It L d‘\‘ — “‘ Il ’M‘ e e
miz--> 50 100 150 200 250
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 16.50

m/z 157.05 13.21%

- JM
115.0
77.0
0 39'0\ il ‘ Ly "\H

—
miz--> 50 100 150 200 250 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71224\
Data File : VU@59922.D

Acqg On : 12 Jul 2024 15:25
Operator : MD/SY

Sample : P3217-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 13  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|
Benzene, propyl- 10.898 5.3 ug/L 2057820 3 11.804 1928050 5.0
Benzene, 1-ethy... 10.991 29.6 ug/L 11411100 3 11.804 1928050 5.0
Cyclohexane, 1-... 11.155 12.0 ug/L 4640480 3 11.804 1928050 5.0
Benzene, 1l-ethy... 11.283 14.0 ug/L 5385080 3 11.804 1928050 5.0
7-Oxabicyclo[2.... 11.631 15.2 ug/L 5842140 3 11.804 1928050 5.0
Indane 12.087 13.9 ug/L 5379600 3 11.804 1928050 5.0
o-Cymene 12.460 4.0 ug/L 1533530 3 11.804 1928050 5.0
Benzene, 1-meth... 12.486 4.1 ug/L 1572110 3 11.804 1928050 5.0
Benzene, 1l-ethy... 12.563 4.1 ug/L 1574810 3 11.804 1928050 5.0
Benzene, 1l-ethe... 12.676 7.0 ug/L 2682340 3 11.804 1928050 5.0
Benzene, 4-ethy... 12.868 2.9 ug/L 1117720 3 11.804 1928050 5.0
Fenchone 12.939 25.0 ug/L 9637040 3 11.804 1928050 5.0
Benzene, 1,2,4,... 13.020 5.3 ug/L 2032510 3 11.804 1928050 5.0
1H-Indene, 2,3-... 13.287 3.1 ug/L 1207540 3 11.804 1928050 5.0
unknown-01 13.399 10.6 ug/L 4104330 3 11.804 1928050 5.0
1-Phenyl-1-butene 13.444 15.4 ug/L 5922050 3 11.804 1928050 5.0
Cyclohexanemeth... 13.512 73.1 ug/L 28204900 3 11.804 1928050 5.0
Naphthalene, 1,... 13.618 9.6 ug/L 3695050 3 11.804 1928050 5.0
(+)-2-Bornanone 13.730 30.5 ug/L 11762700 3 11.804 19528050 5.0
Azulene 14.078 29.5 wug/L 11382100 3 11.804 1928050 5.0
1H-Indene, 2,3-... 14.479 3.2 ug/L 1223730 3 11.804 1928050 5.0
Benzene, (1,2-d... 14.669 6.1 ug/L 2366140 3 11.804 1928050 5.0
1H-Indene, 2,3-... 14.868 3.2 ug/L 1246300 3 11.804 1928050 5.0
Naphthalene, 1,... 15.010 2.5 ug/L 960926 3 11.804 1928050 5.0
Naphthalene, 2,... 16.254 6.0 ug/L 2325710 3 11.804 1928050 5.0
Naphthalene, 2,... 16.399 5.8 ug/L 2255350 3 11.804 1928050 5.0
Naphthalene, 1, 16.438 3.5 wug/L 1351270 3 11.804 1928050 5.0
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