LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMUTRO82324WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@60599.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 87 96 111 rVB2 80538 99849 3.18% 0.838%
2 1.911 184 193 206 rBV 48098 63960 2.04% 0.537%
3 2.563 383 396 412 rBV 84630 139711  4.45% 1.173%
4 4.657 1029 1047 1087 rVV 1326237 3138860 100.00% 26.343%
5 5.055 1157 1171 1196 rBV2 82785 186209 5.93% 1.563%
6 5.721 1356 1378 1402 rBV2 164272 439414 14.00% 3.688%
7 6.242 1528 1540 1567 rBV 159706 316034 10.07%  2.652%
8 6.685 1660 1678 1695 rBv2 98728 198621 6.33% 1.667%
9 7.560 1940 1950 1971 rBV 37851 68684 2.19% 0.576%
10 7.891 2040 2053 2064 rBV 173062 308742 9.84% 2.591%
11  7.962 2064 2075 2109 rVB 1191326 2077517 66.19% 17.436%
12 8.177 2131 2142 2153 rBV 24581 44218 1.41% 0.371%
13 8.631 2273 2283 2322 rBV 186855 387814 12.36%  3.255%
14  9.412 2514 2526 2552 rBV 239613 421397 13.43%  3.537%
15 9.566 2562 2574 2587 rBvV 44300 75947 2.42% 0.637%
16 9.685 2595 2611 2641 rBV 227038 413085 13.16% 3.467%
17 10.094 2725 2738 2758 rBV 140844 242968 7.74%  2.039%
18 10.750 2931 2942 2954 rBV 77500 127538 4.06% 1.070%
19 10.891 2973 2986 2999 rBV3 23173 49123 1.56% 0.412%
20 10.991 3006 3017 3036 rBV 83333 192359 6.13% 1.614%
21 11.084 3036 3046 3060 rVB 65717 111436  3.55% 0.935%
22 11.287 3098 3109 3126 rVB2 58520 97758 3.11% 0.820%
23 11.463 3153 3164 3184 rVB 188518 302139 9.63% 2.536%
24 11.631 3198 3216 3228 rBV 29396 80336 2.56% 0.674%
25 11.804 3255 3270 3286 rVV2 272376 533498 17.00% 4.477%
26 11.888 3286 3296 3312 rVB 165935 282997 9.02%  2.375%
27 12.090 3344 3359 3366 rBV3 49278 88876 2.83% 0.746%
28 12.187 3377 3389 3410 rVB 224578 422188 13.45%  3.543%
29 12.566 3497 3507 3514 rBV2 25420 37354 1.19% 0.313%
30 12.676 3529 3541 3560 rBV4 30966 71270 2.27% ©.598%
31 12.939 3614 3623 3639 rvw4 31038 82575 2.63% 0.693%
32 13.020 3640 3648 3664 rVB 34495 57113 1.82% 0.479%
33 13.447 3771 3781 3791 rVV3 76203 138432 4.41% 1.162%
34 13.508 3791 3800 3811 rVvB3 43311 73886 2.35% 0.620%
35 13.618 3824 3834 3848 rVB2 42203 71500 2.28% 0.600%
36 13.727 3854 3868 3878 rBV4 48134 83425 2.66% 0.700%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMUTRO82324WMA .M
Title : TRACE VOA SFAM1.0

37 14.084 3963 3979 3995 rBV 56988 107725 3.43% 0.904%
38 14.672 4148 4162 4174 rVB6 15795 39334 1.25% ©0.330%

39 15.216 4316 4331 4354 rBV2 69628 129888 4.14%  1.090%
40 15.405 4378 4390 4403 rBV 65709 111543 3.55% ©.936%

Sum of corrected areas: 11915323
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\

: VU@60599.D

: 04 Sep 2024 15:03

: MD/SY

: P3809-01 50X

: 25.0mL/MSVOA_U/WATER
7

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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800000

600000

400000
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0

TIC: VU060599.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.991 1.80 ug/L 192359 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 3017 (10.991 min): VU060599.D\data.ms (-3006) (- | m/z 105.00 100.00%
105.0
5000
120.0 K
s
37.8 509 63,8 76"9 91"0 11.00
b8 038 W m/z 120.00 34.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘ M ‘ /‘\
m/z 90.95 14.47%
77.0 91.0
o 90 80 |
OH‘\H\‘H\‘\‘\\H“HH“\\H“\‘\‘H‘H\}‘HHM\H‘\MH‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
\/\\ T ‘ T T T
11.00
5000 m/z 76.90 14.11%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\w‘e‘%;‘?wu‘1“””“1"W‘;Mmu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10723: Benzene, 1-ethyl-3-methyl- .
105.0 11.00
m/z 78.90 9.65%
5000
120.0 /\A
39.0 77.0 91.0 A
O 280yt || et e |
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 3 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.287 0.92 ug/L 97758 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 3109 (11.287 min): VU060599.D\data.ms (-3098) (- | m/z 104.95 100.00%
105.0
5000
119.9 j\
91.0 e
38.9 63.0 76‘-9 | 11.00 11.50
Ol e el i m/z 119,90 32.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 M /\
11.00 11.50
120.0 9
770 91.0 m/z 91.00 14.50%
OH‘HH’\H\’H\\’\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\“\H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
1100 1150
5000 m/z 76.90 11.86%
120.0
77.0 91.0
oH_“‘,‘2“7‘?‘”“,H‘?‘l‘(‘)“‘f”_H‘l“w“:m_meuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 1100 1150
m/z 103.00 10.41%
5000
120.0
77.0 91.0 /\ /\
39.0
Y OO0 OO N OO OO P D A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03

Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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 4 7-Oxabicyclo[2.2.1]heptane,... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.631 0.75 ug/L 80336 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual

uih wNnPE
P 0NN

-Oxabicyclo[2.2.1]heptane, 1-me... 154 C1@H180
-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180
-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10OH180
utanoic acid, tridec-2-ynyl ester 266 C17H3002
-Propanone, 2-methyl-1-[2-(1-me... 154 C1@H180

000470-67-7 90
000470-67-7 76
000470-67-7 76
1010299-12-6 58
056259-15-5 38

Abundance Scan 3216 (11.631 min): VU060599.D\data.ms (-3198) (- | m/z 42.85 100.00%

42.9 104.9
70.9
5000 J\4
125.0
153.9 LA A/‘\M‘ N ‘Mh

11.50 12.00
0! m/z 104.90 90.85%
miz--> 20 40 60 80 100 120 140 160
Abundance #31311: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth
43.0
71.0 111.0
5000
11.50 12.00
154.0 m/z 110.90 80.77%
93.0 ‘
O\\\’\\\\’\\‘U"\ ‘\\H“‘\‘\l\“\\\\“\\\\‘\
m/z--> 20 40 60 80 100 120 140 160

Abundance #31313: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth

43.0 A A
111.0 I Il |

71.0 11.50 12.00
5000 ITI/Z 70.90 69.08%
154.0
150 | |3
0L+ L i m“l“, i APS0 ¥ N S W
m/z--> 20 40 60 80 100 120 140 160 ﬂ
Abundance #31304: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-meth L por i
43.0 11.50 12.00
111.0 m/z 69.00 68.11%
71.0
5000
154.0
9 | o
0 "‘,2‘6‘19“,“;u“‘l“,u”‘:w,“‘l“Mﬂ“;‘1“““1‘3‘6"‘0“““‘ apeg L e
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\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 5 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.888 2.65 ug/L 282997 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3296 (11.888 min): VU060599.D\data.ms (-3286) (- | m/z 104.95 100.00%
105.0
5000 120.0 /L jk
50.9 76.8 90.9 11.50 12,00
Obreprrrprr T8 e 88Ol z 120.00  41.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10695: Mesitylene
105.0
120.0
5000
11. 50 12 00
m/z 76.85 12.92%
39 77.0 91.0
O \\’\H\’\zﬁ\(’)\\H"‘HH"\‘\\‘\‘6‘?\‘\0\‘\\\‘}“\\\\“\H\‘\Hl\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0 NJ\
11. 50 12 00
5000 120.0 m/z 90.90  11.30%
77.0
51.0 91.0
Obregrrrey 2 o8O i Ll il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #10707: Benzene, 1,2,3-trimethyl- ‘ fk‘ e
105.0 11.50 12.00
m/z 119.00 10.88%
5000 120.0
39.0 77.0 91.0 ﬂ jk
ObdS0 hrrertpereeirripiireprereegerrr by || A MU A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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, cyclopropyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.090 0.83 ug/L 88876 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
2 Indane 118 C9H10 000496-11-7 64
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
4 Indane 118 C9H1e 000496-11-7 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 60
Abundance Scan 3359 (12.090 min): VU060599.D\data.ms (-3344) (- | m/z 117.00 100.00%
117.0
5000
577 90.9 e Vi
390 ' ‘ ‘ ‘ 133.9 12.00
om,‘m_m_HWHW‘,w“hWwmJ,mwwm,wmw m/z 118.00  52.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
11v.0
5000 wAA‘ T wA wﬁ/‘\/\
91.0 12.00
51.0 m/z 114.90  46.13%
0\H’\\H‘%\7\‘()\\\\“HHHHH’EHH‘\M\‘H\\“\H‘}‘H\‘HH’HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0
—+
12.00
5000 m/z 90.90 21.27%
39.0 58.0 910 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /Nﬂ
Abundance #10203: Benzene, 1-ethenyl-2-methyl- N\
117.0 1200
m/z 119.00 19.91%
5000
91.0
390 gag /\ M
0‘H%ﬁﬂuﬁ_‘ﬁwHﬂMHHHHMNMHHM‘HNHWwa‘uwuw‘ ‘J\‘ ZVAW S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 Benzene, 1-methyl-2-(2-prop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.676 0.67 ug/L 71270 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 86
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 86
Abundance Scan 3541 (12.676 min): VU060599.D\data.ms (-3529) (- | m/z 116.90 100.00%
116.9
5000
132.0 . AN
poor Ll —
89 630 769 909 ‘ 12.50 13.00
0“H‘wu‘ﬁu‘quMUWq‘whw‘ww‘u‘wu‘HHMHNWM‘wu m/z 115.00  34.76%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
11v.0
132.0 NVKM
5000 N
12.50 13.00
91.0 m/z 132.00  27.78%
39.0 65.0 ‘ ‘ ‘
O\‘H\‘\‘H\\“\\\\i‘i‘\\\‘\‘H\\‘H\M“H\\“}\\\‘\w‘\\‘HH‘\H‘“‘\‘H\‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
T eV mah
132.0 12.50 13.00
5000 m/z 90.90 13.95%
91.0
270 | %0 7O ‘ ‘
Obrprrrr et e el e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 Aﬁ\ /M
Abundance #16104: Indan, 1-methyl- T i
117.0 12.50 13.00
m/z 117.90  11.87%
5000
132.0
39.0 65.0 910 N\m h N\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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 Fenchone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.939 0.77 ug/L 82575 1,4-Dichlorobenzene-d4 11.807
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 C1eH160 001195-79-5 87
4 Fenchone 152 C10H160 001195-79-5 80
5 D-Fenchone 152 C10H160 004695-62-9 80
Abundance Scan 3623 (12.939 min): VU060599.D\data.ms (-3614) (- | m/z 80.95 100.00%
81.0
5000
40.9 e
62 108.9 1340152-0 13.00
0 ““‘““Jm‘MW‘JWMWMuﬂw“MVuu“‘ﬁ“;L“ m/z 68.95 45.74%
miz--> 0O 20 40 60 80 100 120 140
Abundance #29056: Fenchone
81.0
5000 /\M”\ Apelgoal A paipee AL,
13.00
41.0 1520 m/z 40.99  18.22%
‘ 63 109.0 '
O‘\H\.‘\‘\‘\\ih\\‘\M\|\1 H‘\\‘H‘H‘HH“HH‘
m/z--> 0O 20 40 60 80 100 120 140
Abundance #29071: L-Fenchone
81.0
My S0 i
13.00
5000 m/z 79.90 16.29%
41.0
152.0
0 ‘\\¥Sf?\‘ﬂ\\h“\\thgﬁ\H HM\\ \\‘%0?;9‘ R \\!\
m/z--> 0 20 40 60 80 100 120 140
Abundance #29062: Fenchone 1 ! T 1l
81.0 13.00
m/z 66.90 13.48%
5000
41.0
152.0
109.
P SR Y. A s
m/z--> 0 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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 9 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.020 0.54 ug/L 57113 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3648 (13.020 min): VU060599.D\data.ms (-3640) (- | m/z 118.90 100.00%

118.9
5000 133.9 /\A
90.9 T !
388 649 | N 13.00
O b bbbl m/z 133,95 44.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 A /\ - :
13.00
91.0 m/z 90.90  14.18%
65.0
O\\‘]_\\5\9\\\‘\‘HH"‘HH“\‘H\’\‘\‘\\‘\H‘\‘HH"\\H‘\‘\‘\\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 J\
1300
5000 134.0 m/z 133.00  12.13%
50 380  eso  orf
0H‘H‘w‘HMWH,w“m,mWH‘mH",“m_m,u““lw‘““HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AAWW A A
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- (\
119.0 13.00
m/z 116.95 10.14%
134.0
5000
91.0
0H‘HH‘mh‘HH,‘wi:‘m,“"u‘m‘:“m,uH‘“1‘”,”1‘1“”““‘”‘” A s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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 2,4-Dimethylstyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.447 1.30 ug/L 138432 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 89
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
3 3-Phenylbut-1-ene 132 C1OH12 000934-10-1 64
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 60
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 60
Abundance Scan 3781 (13.447 min): VU060599.D\data.ms (-3771) (- | m/z 117.00 100.00%
11v.0
5000
90.8 133.9
‘ H 13.50
) SRS m‘w R A “} A mjz 118.95  62.19%
miz--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
11v.0
5000 44 1
13.50
390 o m/z 115.00  39.88%
50 | ] |3
0\\‘\‘\‘\\\‘“\\‘”“‘ H‘ “}“M\“M“\U“‘““‘
m/z--> 20 40 100 120 140
Abundance #16144.Benzene,(24nethyLl¢ﬂopenyD—
117.0 A A
A L L
13.50
5000 91.0 m/z 132.00 37.04%
39.0 65.0
133.0
0 ‘1‘5“'0_‘: ‘ “ “‘:hw‘“l“ uw““ VI T 1“ A
m/iz--> 20 40 60 80 100 120 140 J\
Abundance #16106: 3-Phenylbut-1-ene s e flann A
117.0 13.50
m/z 133.90 27.35%
5000
91.0
39.0 ‘ #‘
65.0
0 “"W“‘M‘HM“W“JM“H“NV‘IM‘%u%?‘ —— AN
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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 Cyclohexanemethanol, .alpha... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.508 0.69 ug/L 73886 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 59
2 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 43
3 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 43
4 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 42
5 2-Hydroxy-2-methylundec-5-en-3-one 198 C12H2202 1000191-46-2 40
Abundance Scan 3800 (13.508 min): VU060599.D\data.ms (-3791) (- | m/z 58.90 100.00%
58.9
5000
81.0 95.0 T \
4ﬁ-9 ‘ ‘ ‘ 122.9 1351 13.50
0 H‘HwHH‘w‘w\\Hu\”i”M‘\MHM‘HwW‘stww m/z 81.00 21.68%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #33019: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0
5000 A AR Dl
13.50
m/z 54.95 19.54%
279 HO N 81‘.0 gq.o 1230 1410
O H‘\H‘\“\H\“\\H[H\\i\\\‘\‘\\\\‘\‘H\‘\H‘\‘HH‘\\H‘HH‘HH“HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #33011: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethy
59.0
13.50
5000 m/z 94.95 14 .45%
43.0
O [ iy e 1280 g
0“_HU_H‘_H‘_H‘puuwu‘_m‘_muwu‘wu‘wu‘wu‘wu‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #4315: 1-Butene, 4-ethoxy- ol g e
31.0 13.50
m/z 66.90 13.91%
59.0
5000
‘ 85.0
0 u‘\\\1‘\\u‘ﬁ?fﬂm‘hpmwm‘mwm‘mwm‘\m‘mwmw u “M‘M/‘\I\’“ A ‘\(\\M‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 12 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.618 0.67 ug/L 71500 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 81
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 62

Abundance Scan 3834 (13.618 min): VU060599.D\data.ms (-3824) (- | m/z 103.90 100.00%
108.9

5000 132.0
50.9 78‘0 ‘ H‘ 13.50 14.00
oHWWwHH‘WH;‘:umMUH_u‘u“_m_Wl‘hw!w“\”w m/z 132.00  48.36%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0

132.0 J\ ann A

5000 Al At AN
13.50 14.00

90.85 42.44%

270 | 510 780 e
H\‘H‘H‘HH‘HH‘HH}‘“H\‘\H‘H‘\MH‘HH‘HHHH\\‘\\M\‘H\‘l‘i‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
/\AMA mﬁ

o

1320 1350 1400
5000 m/z 114.95 19.02%

PR A o Y

miz--> 10 20 30 40 50 60 70 80 90 100110120130140 Jk /\

Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro- pe Lt ag N\‘/\Mfl\‘ ‘
104.0 13.50 14.00
m/z 128.00 18.02%

5000 132.0

78.0
270 | 20 1 [

O rrrprrrrprrtr e el bt e el et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.727 0.78 ug/L 83425 1,4-Dichlorobenzene-d4 11.807
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 98
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 97
3 (+)-2-Bornanone 152 C10H160 000464-49-3 97
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 97
5 Camphor 152 C10H160 000076-22-2 97
Abundance Scan 3868 (13.727 min): VU060599.D\data.ms (-3854) (- | m/z 94.90 100.00%
94.9
5000 41.0 69.0 /\
152.0 e
‘ 130.9 13.50 14.00
0 m/z 81.60  65.41%
miz--> 20 40 60 80 100 120 140
Abundance #29380: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
41.0
5000 690 PSRN N AW
13.50 14.00
152.0 m/z 69.00  42.13%
0 \1\5\.0‘\‘1‘\\ \\“}“}‘\“!‘\\H 1\‘\“1“\‘\‘\-}‘23\.\0\
miz--> 20 40 60 80 100 120 140

Abundance #29381: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S

95.0 J\
n A m iyl

| m‘/mM‘ -
69.0 13.50 14.00
5000 ITI/Z 40.95 39.57%
152.0
il | |
b il gl )l 1280
miz--> 20 40 60 80 100 120 140
Abundance #29113: (+)-2-Bornanone Pt AR
95.0 13.50 14.00
m/z 107.90 38.90%
5000 41.0
69.0 152.0
0 15.0 123.0 R —— —
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90424\
Data File : VU@60599.D

Acqg On : 04 Sep 2024 15:03
Operator : MD/SY

Sample : P3809-01 50X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82324WMA.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, 1-ethy... 10.991 1.8 wug/L 192359 3 11.807 533498 5.0
Benzene, 1-ethy... 11.287 0.9 ug/L 97758 3 11.807 533498 5.0
7-Oxabicyclo[2.... 11.631 0.8 ug/L 80336 3 11.807 533498 5.0
Benzene, 1,2,3-... 11.888 2.6 ug/L 282997 3 11.807 533498 5.0
Benzene, cyclop... 12.090 0.8 ug/L 88876 3 11.807 533498 5.0
Benzene, 1-meth... 12.676 0.7 ug/L 71270 3 11.807 533498 5.0
Fenchone 12.939 0.8 ug/L 82575 3 11.807 533498 5.0
Benzene, 1,2,4,... 13.020 0.5 ug/L 57113 3 11.807 533498 5.0
2,4-Dimethylsty... 13.447 1.3 ug/L 138432 3 11.807 533498 5.0
Cyclohexanemeth... 13.508 0.7 ug/L 73886 3 11.807 533498 5.0
Naphthalene, 1,... 13.618 0.7 ug/L 71500 3 11.807 533498 5.0
Bicyclo[2.2.1]h... 13.727 0.8 ug/L 83425 3 11.807 533498 5.0
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