LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N011425W.M
Title : SW846 8260
Signal : TIC: VN@85732.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 8.165 1046 1056 1060 rBV 205186 481194 18.03% 1.898%
2 8.224 1060 1066 1083 rVB 319563 734434 27.51% 2.897%
3 8.577 1116 1126 1135 rBV2 218134 496588 18.60% 1.959%
4 9.100 1204 1215 1223 rBV 492898 1004550 37.63% 3.963%
5 9.177 1223 1228 1235 rVB2 16548 33615 1.26% 0.133%
6 10.565 1455 1464 1481 rBV 751461 1353502 50.70% 5.340%
7 11.865 1676 1685 1698 rBV 633327 1128211 42.26% 4.451%
8 11.988 1698 1706 1713 rVB6 15371 37782 1.42% 0.149%
9 12.694 1821 1826 1840 rVB 45886 89302 3.35% 0.352%
10 12.847 1845 1852 1860 rBV 507403 840765 31.50% 3.317%

11 13.029 1876 1883 1888 rVB4 13445 29148  1.09%
12 13.612 1971 1982 1987 rBV2 57025 120013 4.50%
13 13.788 2005 2012 2022 rBV 581871 988478 37.03%
14 13.882 2022 2028 2033 rBV 37707 67577  2.53%
15 13.947 2033 2039 2042 rBV 169194 263550  9.87%

POWOoOO®
O
[
(O]
B

16 13.994 2042 2047 2052 rVV 395355 609271 22.82%
17 14.112 2062 2067 2078 rBV 143537 249301 9.34%
18 14.329 2097 2104 2109 rBV 423133 654935 24.53%

AR NMNON
Ul
o0
A
R

19 14.394 2109 2115 2118 rBV 161049 276184 10.35% 090%
20 14.441 2118 2123 2130 rVB2 654637 1102235 41.29% 348%
21 14.506 2130 2134 2139 rBV6 26341 43849 1.64% ©.173%
22 14.576 2142 2146 2149 rBV 27502 34542 1.29% 0.136%
23 14.653 2150 2159 2168 rVB 319811 616498 23.09%  2.432%
24 14.729 2168 2172 2176 rBV 66064 95151 3.56% ©.375%
25 14.800 2176 2184 2188 rBV3 51213 109754 4.11% ©0.433%

26 14.876 2188 2197 2200 rBV2 80011 208246  7.80%
27 14.923 2200 2205 2210 rBV2 399234 659252 24.70% 2.601%
28 15.047 2217 2226 2232 rBV2 1307935 2669500 100.00% 10.531%
29 15.094 2232 2234 2243 rVB3 93541 208656 7.82% 0.823%
30 15.312 2260 2271 2276 rBV 335884 830789 31.12%
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w
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N
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R

31 15.359 2276 2279 2284 rVV 206176 360807 13.52%
32 15.435 2284 2292 2301 rVB4 432093 1064280 39.87%
33 15.588 2312 2318 2323 rBV3 74737 140451 5.26%
34 15.694 2329 2336 2341 rBV 381481 750349 28.11%
35 15.776 2341 2350 2369 rVB4 395605 1539443 57.67%

AN® AN R
Ul
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A
3R

36 15.941 2370 2378 2386 rBV2 266157 575494 21.56% 2.270%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\methods\82N011425W.M
Title : SW846 8260
37 16.029 2387 2393 2397 rVWW7 38462 86793  3.25% 0.342%
38 16.123 2400 2409 2410 rVV2 253114 516109 19.33% 2.036%
39 16.159 2411 2415 2425 rVWV 490300 1107647 41.49% 4.370%
40 16.253 2426 2431 2437 rVW 108606 255710 9.58%  1.009%
41 16.341 2438 2446 2461 rVB3 215079 697623 26.13% 2.752%
42 16.500 2464 2473 2483 rBV 574397 1358880 50.90% 5.361%
43 16.706 2498 2508 2515 rBV2 285057 707054 26.49%  2.789%
44 16.776 2515 2520 2522 rBV3 88373 150432 5.64% 0.593%

Sum of corrected areas: 25347944
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 10 Feb 2025 18:35

: Q1331-01
: 5.0mL/MSVOA_N/WATER
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
VN@e85732.D

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11425W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VN085732.D\data.ms

0
Time-->

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 6.80

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VN085732.D\data.ms

9.100

8.224

8.1 8.577

A77

10.565

0
Time-->

— —
9.00 9.50 10.00

— — —
10.50 11.00 11.50

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: VN085732.D\data.ms
15.p47

14.441

B65
12.847

1.988 12.694

Time-->

13.029

‘ T T ‘ T ‘ T
12.00 13.00 15.00

1
12.50

T ‘ T T ‘ T T ‘ T
15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.441  55.75 ug/1 1102240 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 78
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 72
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 72
Abundance Scan 2123 (14.441 min): VN085732.D\data.ms (-2118) (- | m/z 117.15 100.00%
117.2
5000
132.2
91.1
iy ] |
O rprrrprrre etk e e m/z 115,200 33.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0
14.50
91.0 m/z 132.20  26.24%
O\\‘\H\‘%Z\‘R\H“\\?]f_‘!‘.‘?‘\‘\WH‘?ﬁ‘.iR‘H\\“‘\H\‘M‘\\‘HH‘\HM‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
—r
14.50
5000 m/z 91.10 15.07%
132.0
1.
39.0 65.0 91.0 “
Orrprrrrprrtr ettt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)- —
1 101320 14.50
' m/z 119.20 14.08%
5000
91.0
39.0 65.0
A P Y N P | WY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.047 135.03 ug/l 2669500 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
Abundance Scan 2226 (15.047 min): VN085732.D\data.ms (-2217) (-~ | m/z 117.15 100.00%
11y7.2
5000 /\j\
15.00 |
39.1 77.0 ' .
) S I u‘ wdl “‘e“l“‘?-z‘ 2071 28L. nm/z 132.15  35.63%
miz--> 50 100 150 200 250
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 '/\ : :
15.00
390 m/z 115.15 27.54%
* 770 ‘ ‘
0 \“\ “\‘ }‘H \“H\”“\ ‘\‘ ‘“‘\H! ‘Hr‘\ L B s s B B B
miz--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
T T
15.00
5000 m/z 131.20 18.22%
39.0 77.0‘
ol o g
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 15.00
m/z 91.10 14.40%
5000
51.0 ‘
01‘5"0\‘ “V }‘\M‘\H“uﬁ7\;p‘\h\‘“‘ \H“‘ — —— —— P
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35

Operator JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11425W.M
: SW846 8260

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 3 Benzene, (2-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.312 42.02 ug/l 830789 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 89
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 89
3 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 89

004175-53-5 86
006682-71-9 76

4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14

Abundance Scan 2271 (15.312 min): VN085732.D\data.ms (-2260) (-~ | m/z 131.20 100.00%
131.2
5000
91.1
39.1 ) 15.00 15.50
0 WM#‘F‘?‘?'?W“?9‘7;%”“”‘_?5‘1‘:- m/z 133.20  53.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 o Y
15.00 15.50
m/z 146.15 22.23%
53\ O\\ ‘\ Al m\ \‘H Il
0\‘HH‘\H\‘H\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
/M\T At e
15.00 15.50
5000 ITI/Z 115.15 21.21%
39.0 91.0
o S RN O | 0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- — —=
131.0 15.00 15.50
m/z 91.10 18.90%
5000
91.0
0l
Ol et e e e e e — —=
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.435 53.83 ug/l 1064280 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 90
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 87

Abundance Scan 2292 (15.435 min): VN085732.D\data.ms (-2284) (- | m/z 131.15 100.00%

131.2
5000
91

511 h i ‘1663 207.1 281 1550
oWm_mwwm‘wmm PR A B9 m/z 146.20  23.63%
miz--> 20 40 60 80 100120140160 180200220 240260280
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 S

m/z 115.15 17.15%

51.0 ‘ ‘
\‘\\\\[V\‘f‘f{w\f\‘\\\\‘\\\1‘\‘”‘!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0

o

15.50
5000 m/z 133.15 16.50%
91.0
39.0 ‘ ‘
o‘_‘m‘w‘m\””J""""“1“ml”";‘u"""""‘Wm_m‘www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- T
131.0 15.50
m/z 91.15 15.45%
5000
39.0 91.0
S P &i¥a
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.694  37.95 ug/1 750349  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 96
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 68
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 62
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 43
5 2-Azetidinone, 4-phenyl- 147 CSHSNO 005661-55-2 43

Abundance Scan 2336 (15.694 min): VN085732.D\data.ms (-2329) (- | m/z 104.15 100.00%

104.2
5000 146.2

78.0 ‘
390 1550 16.00
2711
) S N & W“‘_H“H“J‘ﬁﬂwum“1‘69-?‘_‘ m/z 146.20  47.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 = I~
15.50 16.00

m/z 91.15 35.32%

39.0 78.0 }
\\\‘\\\\‘\\?8%\\\”‘\\‘}\“‘ Hr]. T\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24947: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0

o

146.0 15.50 16.00
5000 m/z 131.15 24.87%
78.0
o150 D080 | | lwero |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0 15.50 16.00

m/z 115.15  22.49%

5000 146.0
39.0 58.0 78.0
L. ‘ \\\‘ ‘ M H \‘ HH ‘27r0 | ‘ —

m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.776  77.87 ug/1 1539440 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 87

Abundance Scan 2350 (15.776 min): VN085732.D\data.ms (-2341) (- | m/z 131.15 100.00%

131.2
5000

15.50 16.00
39.1 650 ‘
o‘_“‘_‘uw‘“w"H“‘WM‘ﬂ“wf§??““w‘%9§? m/z 146.20  26.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 e AvY,

15.50 16.00
91.0 m/z 117.20 19.47%
R PR T ‘ A MH L ‘

39.0 65.0
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
=

15.50 16.00
5000 m/z 91.15  18.04%

390 650 910 |
0‘wHw*‘**\‘M*w‘wmh“vww“mewmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance i i

#25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- —T T
131.0 15.50 16.00

m/z 115.10  16.80%

5000
91.0
o0 |
1
el s

m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35

Operator JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11425W.M
: SW846 8260

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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.159 56.03 ug/l 1107650 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000529-34-0 50
2 Pentanoic acid, 3-phenylpropyl e... 220 C14H2002 005451-88-7 38
3 3-Phenyl-1-propanol, acetate 178 C11H1402 000122-72-5 38
4 Propanoic acid, 2-methyl-, 3-phe... 206 C13H1802 000103-58-2 38
5 2-Ethylbutyric acid, 3-phenylpro... 234 C15H2202 1000369-67-0 38

Abundance Scan 2415 (16.159 min): VN085732.D\data.ms (-2411) (- | m/z 118.20 100.00%
118.2
5000 146.2
91.2
511 ‘ ‘ 16.00 16.50
Y 8 O | pu‘h 93 myz 117.20 52.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24952: 1(2H)-Naphthalenone, 3,4-dihydro-
118.0
90.0 146.0
5000 A =
16.00 16.50
m/z 146.20 44 .,60%
39.0 63.0
0 \H‘\‘\\1“‘1\“\‘\““”\ \“i“‘ T \“\ T “} T \m‘\‘lu‘\\‘\”\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #98944: Pentanoic acid, 3-phenylpropyl ester
118.0
—h —
16.00 16.50
5000 ITI/Z 105.20 34.09%
91.0
0 36.0 57.0 N 147.0 191.0
AL Eamars B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52530: 3-Phenyl-1-propanol, acetate T T
118.0 16.00 16.50
m/z 131.20 22.97%
5000 43.0 91.0
0 }ﬁ?wu\W\ﬂ\?ﬁfﬂw\J\‘W\HMH\\‘H\\‘H\\‘H\\‘ {5 e
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.341  35.29 ug/l 697623 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
Abundance Scan 2446 (16.341 min): VN085732.D\data.ms (-2438) (- | m/z 131.20 100.00%
131.2
- M—UL
R e
511 91.2 ‘ ' 16.0016.2016.4016.60
ol L AL 1763207.2 2810 0 46 00 28.82%
miz-> 50 100 150 200 250
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
16.0016.2016.4016.60
m/z 115.10 15.97%
27‘.0‘ 8 91.0 ‘ ‘
O \‘\‘\ \‘?“\.p\“\ \‘ ’H\“‘\M \“ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
 EERAREEEEEEEEEE
16.0016.2016.4016.60
5000 m/z 129.15 11.20%
39.0 91.0
A A W
m/iz--> 50 100 150 200 250
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- R EEARmmEEEEIEEEE
131.0 16.0016.2016.4016.60
m/z 91.15 10.49%
5000
91.0
39.0 ‘
NSNS DN & S A VA VA
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.500 68.74 ug/l 1358880 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 90
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
5 2-Propyn-1-o0l, 3-(4- methylphenyl)- 146 C10H100 016017-24-6 62
Abundance Scan 2473 (16.500 min): VN085732.D\data.ms (-2464) (- | m/z 131.20 100.00%
131.2
5000
105.2
s o
511 /70 16.20 16.40 16.60
11602 193.0 5
0! R R o m/z 118.15 69.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000
39.0 91.0 16.20 16.40 16.60
15.0 63.0 m/z 146.20 60.44%
0' \\‘\\“‘\\\‘\‘“!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
16.20 16.40 16.60
5000 ITI/Z 117.15 39.11%
105.0
39.0 770
o 0 IN——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- T T T
146.0 16.20 16.40 16.60
m/z 115.10 32.60%
5000 118.0
oL 270 520 900 ||
R A b B R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.706  35.76 ug/1l 707054  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-87-1 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 64
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 60
5 Benzene, 1,2,4-trimethyl-5-(1-me... 160 C12H16 054340-84-0 60
Abundance Scan 2508 (16.706 min): VN085732.D\data.ms (-2498) (- | m/z 145.20 100.00%
118.2 145.2
5000
91.2 e
51.0 ‘ 16.40 16.60
Ottt Ly 3772 208318 06 92.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 LI B B B |
16.40 16.60
91.0 m/z 160.25  63.18%
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
LR
160.0 16.40 16.60
5000 ITI/Z 117.10 42.71%
39.0 91.0
63.0
0! 0 N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- LA EnanE A
118.0 16.40 16.60
160.0 m/z 105.15 33.77%
91.0 ‘
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60

82N011425W.M Tue Feb 11 14:25:30 2025 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85732.D

Acqg On : 10 Feb 2025 18:35
Operator : JC\MD

Sample : Q1331-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

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, 1l-ethe... 14.441 55.8 ug/l 1102240 4 13.788 988478 50.0
1H-Indene, 2,3-... 15.047 135.0 ug/l 2669500 4 13.788 988478 50.0
Benzene, (2-met... 15.312 42.0 ug/l 830789 4 13.788 988478 50.0
1H-Indene, 2,3-... 15.435 53.8 ug/l 1064280 4 13.788 988478 50.0
Naphthalene, 1,... 15.694 38.0 ug/l 750349 4 13.788 988478 50.0
Naphthalene, 1,... 15.776 77.9 ug/l 1539440 4 13.788 988478 50.0
1(2H)-Naphthale... 16.159  56.0 ug/l 1167650 4 13.788 988478 50.0
1H-Indene, 2,3-... 16.341 35.3 ug/l 697623 4 13.788 988478 50.0
Naphthalene, 1,... 16.500 68.7 ug/l 1358880 4 13.788 988478 50.0
Naphthalene, 1,... 16.706 35.8 ug/l 707054 4 13.788 988478 50.0
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