LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 35 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\82N©31023W.M

Title : SW846 8260

Signal : TIC: VNO76946.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.09 20 27 36 rBV2 35556 65316 1.90% 0.238%
2 2.307 54 63 66 rBv 39803 82087 2.39% 0.299%
3 2.496 89 95 98 rBV 67574 118004 3.44% 0.429%
4  2.525 98 100 111 rVB2 57168 92225 2.69% 0.336%
5 2.825 148 151 162 rVB7 13086 36975 1.08% 0.135%
6 3.254 217 224 237 rVB3 25216 74361 2.17% 0.271%
7 3.807 308 318 327 rBv2 28817 82894 2.41% 0.302%
8 4.448 416 427 437 rBV2 14784 49168 1.43% 0.179%
9 5.813 648 659 673 rBv4 18894 66159 1.93% 0.241%
106 6.695 793 809 826 rBV3 58023 203040 5.91% 0.739%
11 7.242 893 902 910 rBV5 21929 60660 1.77% 0.221%
12 7.342 910 919 928 rVB5 10520 34606 1.01% 0.126%
13 8.178 1051 1061 1065 rBV 263782 650195 18.94%  2.366%
14 8.231 1065 1070 1088 rVB 540341 1232203 35.89% 4.485%
15 8.601 1121 1133 1145 rBV3 379110 1322701 38.53% 4.814%

16 9.107 1211 1219 1233 rBV 716045 1486082 43.29%
17 10.572 1460 1468 1473 rBV 1044010 1961975 57.15% 7.141%
18 10.636 1473 1479 1503 rVB 1801875 3433225 100.00% 12.496%

Ul
IS
(o)
O
3R

19 11.871 1677 1689 1699 rBV 939983 1685614 49.10% 6.135%
20 11.966 1699 1705 1713 rVB 116994 203981 5.94% 0.742%

21 12.071 1715 1723 1734 rBV 983861 1930055 56.22%
22 12.401 1772 1779 1786 rBV 825506 1405082 40.93%
23 12.854 1846 1856 1864 rBV 751892 1325199 38.60%
24 13.048 1882 1889 1891 rBV 20392 39345 1.15%
25 13.101 1891 1898 1901 rBV 298801 521350 15.19%

PO P~uUuN
o]
N
w
B

26 13.177 1907 1911 1918 rVB 216260 355072 10.34%
27 13.342 1924 1939 1947 rBV 241731 459924 13.40%
28 13.483 1957 1963 1970 rBV 479624 779200 22.70%

NONRL R
0o
w
o))
R

29 13.677 1992 1996 2003 rBV5 33480 65969 1.92% 240%

30 13.795 2009 2016 2026 rBV2 928444 2185462 63.66% 954%

31 13.877 2026 2030 2038 rVV 141373 236273 6.88% 0.860%

32 13.960 2038 2044 2045 rVV3 41380 65463 1.91% ©0.238%

33 13.995 2045 2050 2066 rVB4 191032 591643 17.23%  2.153%

34 14.183 2076 2082 2088 rVB3 48546 81087 2.36% ©.295%
Q.

35 14.248 2088 2093 2096 rBV2 64984 116667 3.40%
36 14.277 2096 2098 2103 rVvv2 59978 71795 2.09% 0.261%

82N©31023W.M Mon Mar 13 11:37:02 2023 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 35 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\82N©31023W.M
Title : SW846 8260
37 14.336 2103 2108 2113 rVB 128453 205945 6.00% 0.750%
38 14.401 2113 2119 2122 rBV2 23067 39825 1.16% 0.145%
39 14.448 2122 2127 2134 rVB2 85229 144022 4.19% 0.524%
40 14.577 2143 2149 2153 rBvV3 51171 94078 2.74% 0.342%
41 14.660 2157 2163 2166 rvV 93412 150787 4.39% 0.549%
42 14.695 2166 2169 2174 rVB 138351 196728 5.73% 0.716%
43 14.777 2179 2183 2187 rVB3 23252 36252 1.06% 0.132%
44 14.877 2192 2200 2204 rBV8 19240 38658 1.13% 0.141%
45 14.930 2204 2209 2214 rVV2 85911 159678 4.65% 0.581%
46 14.965 2214 2215 2221 rVB2 29475 36737 1.07% 0.134%
47 15.054 2221 2230 2237 rBV3 223508 555748 16.19% 2.023%
48 15.118 2237 2241 2249 rVB5 38678 84725 2.47% 0.308%
49 15.212 2252 2257 2264 rVV 107891 198248 5.77% 0.722%
50 15.324 2265 2276 2289 rVV5 88157 340134 9.91% 1.238%
51 15.442 2289 2296 2306 rVvB3 83119 232152 6.76% 0.845%
52 15.642 2324 2330 2336 rVB 67524 123158 3.59% 0.448%
53 15.707 2336 2341 2345 rBV3 40193 69074 2.01% 0.251%
54 15.754 2345 2349 2352 rBV4 24083 39692 1.16% 0.144%
55 15.948 2375 2382 2392 rBV3 62791 157070 4.57% 0.572%
56 16.130 2403 2413 2414 rBV4 55157 101998 2.97% 0.371%
57 16.171 2415 2420 2430 rVV2 153130 352843 10.28% 1.284%
58 16.259 2430 2435 2441 rVW5 30604 68479  1.99% 0.249%
59 16.348 2441 2450 2464 rVB5 64104 233602 6.80% 0.850%
60 16.501 2464 2476 2488 rBV5 121341 388217 11.31% 1.413%
61 16.718 2500 2513 2519 rBV5 82054 256407 7.47% 0.933%

Sum of corrected areas: 27475314
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31023\
: VNO76946.D
: 11 Mar 2023 00:04
JC\MD
: 01854-03
: 5.0mL/MSVOA_N/WATER
: 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN076946.D\data.ms
1500000
1000000
500000
. | 20062307288 5505 3554 3.807 4.448 5.813 6.695
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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 TIC: VN076946.D\data.ms
10.636
1500000
10.572
1000000
9.107
8.231
500000
8.601
8.1
7.24342
T —— — —— —— —— = — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO76946.D\data.ms
1500000
1000000{g712:071 13.795
12.401
12.854
500000
13.10171_)3 342
7P g';Ygg5 15.054
11.96 ; 4,336, 3 3980°1 4 030/l 15.3623mm4 oL 165016 71
: i e O e
T ‘ T T ‘ T T ’ T T T T ’ T T T T ‘ T T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.101 11.93 ug/l 521350 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Mesitylene 120 CS9H12 000108-67-8 87
Abundance Scan 1898 (13.101 min): VN076946.D\data.ms (-1891) (- | m/z 105.10 100.00%
105.1
5000
— —
300 70 13.00 13.50
PRI O I 220.2 P
Ottt b S m/z 120.15 28.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ M /\ T
13.00 13.50
m/z 77.00 13.59%
39.0 77.0
0 H\‘\‘H\“‘\\“V\”"\‘\\\“"\\‘M‘H‘\\‘\“‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
Py =
13.00 13.50
5000 m/z 91.05 13.26%
77.0
39.0
= ST S O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10717: Benzene, 1,2,4-trimethyl- et =~
105.0 13.00 13.50
m/z 106.10 9.18%
5000
270 510 70 ‘ A
A VN T ' 1 O i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.342 10.52 ug/l 459924  1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Mesitylene 120 C9H12 000108-67-8 81
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 81
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 81
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
Abundance Scan 1939 (13.342 min): VN076946.D\data.ms (-1924) (- | m/z 105.10 100.00%
105.1
411 711 89.1 ‘ 1506 ifsd
| 1211 1451 : :
) S Y W W 1 ‘ I M ST S hyz 120020 27.29%
m/z--> 20 40 60 8 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 M A -
13.00 13.50
77.0 m/z 71.10 17.55%
270 530 | 12‘1-0
0\\\‘\‘\\\‘\\‘\\‘\\\\‘\\w\“\\\‘\“‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #10691: Mesitylene
105.0
13.00 13.50
5000 m/z 89.10 17.48%
39.0 77.0 121.0
olaso 0 seo I AN
m/z--> 20 40 60 80 100 120 140 /M /\
Abundance #10715: Benzene, 1,2,3-trimethyl- .
105.0 1300 1350
m/z 77.10 12.23%
5000
X2 ) v e VI VAR
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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 3 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.877 5.41 ug/1 236273 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 53
3 Octane, 2,3-dimethyl- 142 C1leH22 007146-60-3 50
4 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 47
5 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 47
Abundance Scan 2030 (13.877 min): VN076946.D\data.ms (-2026) (- | m/z 57.10 100.00%
57.1
5000
83.2
13.50 14.00
112.2
0 l pesaz 20720 nyz 4110 38.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 e A
13.50 14.00
29.0 83.0 m/z 55.00  28.56%
e
0+ ‘\wi\‘H\\“H}\‘HH‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43530: 1-Decene, 2,4-dimethyl-
57.0
e —5
83.0 13.50 14.00
5000 m/z 43.05 26.36%
29.0
112.0
0 1800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22101: Octane, 2,3-dimethyl- T —
57.0 13.50 14.00
m/z 83.20 24.45%
5000 98.0
29.0 ‘ ‘
oo bl h w0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.995 13.54 ug/l 591643 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Deltacyclene 118 C9H10 007785-10-6 58
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
Abundance Scan 2050 (13.995 min): VN076946.D\data.ms (-2045) (- | m/z 117.10 100.00%
117.1
A
91.0 et e
39.0 630 Lﬁ 134.1 14.00
)y A Y N A bl S 2960 /7 118,10 55.86%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 T g
14.00
910 m/z 115.10 30.47%
300 630 1‘
O\\\“\‘\\\"\\”\\“‘U\\\“‘\\‘\\“‘\\\“\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0 //L
=
14.00
m/z 91.05 16.06%
5000 91.0
51.0
ob— ‘2‘7‘{9“, ‘ “‘1 JMH WW‘ B N |
m/z--> 20 40 60 80 100 120 140 160
Abundance #10184: Deltacyclene .
117.0 14.00
m/z 105.15 9.03%
5000
390 91.0
65.0 ‘
0‘“““H}HMwM”“N‘HM“M“‘_““““_
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.054 12.71 ug/1 555748 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87

Abundance Scan 2230 (15.054 min): VN076946.D\data.ms (-2221) (' | m/z 117.10 100.00%

117.1
5000
39.0 77.0 15.00
o S0 S o P | “‘e“‘l“"?? 2069 2810 47 132.05  35.08%
m/z--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 T f\\ T T f\/\ﬂ\\—/\‘

15.00
m/z 115.05 31.06%

390 770 ‘ ‘
0 \‘\ “\‘ }‘H \“H\”“\ ‘\‘ T H\ ‘H\“\ L B s s B B B
Mjze> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

N
15.00

5000 m/z 119.10 19.10%
390 770
o ol
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 15.00
m/z 91.05 18.86%
5000
51.0 ‘
01‘5"0\‘ “V }‘\M‘\H“uﬁ7\;p‘\h\‘“‘ \H“‘ — —— —— e
miz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.324 7.78 ug/1 340134 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 50
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 46
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 46
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 46
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 46
Abundance Scan 2276 (15.324 min): VN076946.D\data.ms (-2265) (- | m/z 133.05 100.00%
133.1
5000
1151 A/\/\/\
91.0 ‘ T T T ‘ T
41.0 62.9 ‘ 15.00 15.50
o A ina VNS O AT “‘ Al ‘ L8540 h/z 131.20  81.06%
miz--> 20 40 60 80 100 120 140
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0 j\/\ A//\/\
5000 105.0 ﬁ/\“ \ el
15.00 15.50
m/z 115.10 36.42%
41.0 77.0 ‘ ‘
O\\\‘\‘\‘\\‘\\\\9‘%\\\“‘\\\\“‘ H‘\\\‘\‘\\‘\\‘
miz--> 20 40 80 100 120 140
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0 2
- e
15.00 15.50
5000 m/z 148.05 29.65%
91.0
650 ‘ 1150
SN - il R A Y
miz--> 20 40 60 80 100 120 140 1 /\
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- — /H‘
131.0 15.00 15.50
m/z 129.05 28.66%
5000 91.0
39.0
L L
ob280 1 b b Al e LA
m/z--> 20 40 0 80 100 120 140 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04

Operator JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.171 8.07 ug/1 352843 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1@H100

2 1,4-Epoxynaphthalene, 1,2,3,4-te..

3 2(1H)-Quinazolinone
4 Butanoic acid, 3-phenylpropyl ester 206 C13H1802
5 2-Hydroxy-1,8-naphthyridine

. 146 C10H100
146 C8H6N20

146 C8H6N20

000529-34-0 52
035185-96-7 47
007471-58-1 46
007402-29-1 43
015936-09-1 43

Abundance Scan 2420 (16.171 min): VN076946.D\data.ms (-2415) (- | m/z 118.20 100.00%
118.2
5000
57.1
o AVSORY
H‘ ‘ ‘ ‘ 60.2 196.1 bg1- 16.00 16.50
oL memmm‘ﬁ il MM M o ‘H B o m/z 146.20 52.29%
miz--> 50 100 150 200 250
Abundance #24952: 1(2H)-Naphthalenone, 3,4-dihydro-
118.0 j\
5000 Mj\ T \AA T T
16.00 16.50
m/z 117.10  43.55%
27 63.0
0 \‘\ “\ “ ‘\“H\“\ ‘\ “‘\“HI ‘hr“l\ 8‘9 L B S s s B B B
miz--> 50 100 150 200 250
Abundance  #24964: 1,4-Epoxynaphthalene, 1,2,3,4-tetrahydro-
118.0
- e
16.00 16.50
5000 m/z 105.00 37.42%
39.0 770
LA O .Y
miz--> 50 100 150 200 250 M
Abundance #25649: 2(1H)-Quinazolinone i e
146.0 16.00 16.50
m/z 57.10 35.24%
5000
64.0
0
ol At 0 el L
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04

Operator JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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 8 Benzene, (1-methyl-1-butenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.348  5.34 ug/l 233662  1,4-Dichlorobenzene-d4  13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90

000769-57-3 87
001075-22-5 87
001685-82-1 87
052161-57-6 86

2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14

Abundance Scan 2450 (16.348 min): VN076946.D\data.ms (-2441) (- | m/z 131.05 100.00%
131.1
5000
910 VP T e
410 631, %% “15901820206 o 16.0016.2016.4016.60
e m/z 146.00  26.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0 }\ /\/\k
5000 \‘\\\\‘\\\\‘\\\\‘\m
16.0016.2016.4016.60
510 m/z 115.20  21.93%
bt )
O\\\\‘\\\\“‘\\‘\\“m‘\\”}’\\w\“‘\‘\\\“\‘\H\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
R AR ARAN
16.0016.2016.4016.60
5000 91.0 m/z 129.00 18.43%
39‘\‘0\‘ 63\\0‘\ i \H H‘ LM “
0“H“‘H“H‘ T R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- \"“‘H“‘H“H“_“‘
131.0 16.0016.2016.4016.60
m/z 145.10 15.04%
5000
150 77 e300 ,
o ot O OO L IR O N SN W VY
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60

82N©31023W.M Mon Mar 13 11:37:11 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

VNO76946.D

: 11 Mar 2023 00:04
JC\MD

: 01854-03

: 5.0mL/MSVOA_N/WATER

35 Sample Multipli

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©31023\

er: 1

hod : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@31023W.M
le : SW846 8260
ry : 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.5e1  8.88 ug/l 388217  1,4-Dichlorobenzene-dd  13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 CllH14 001680-51-9 94

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100
4 2-Propenal, 3-(4-methylphenyl)- 146 C10OH100
5 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14

002809-64-5 93
017496-14-9 60
001504-75-2 60
019947-22-9 55

5000

0
m/z-->

Abundance Scan 2476 (16.501 min): VN076946.D\data.ms (-2464) (-

13

57.0
105.
78.2

20 40 60 80 100 120

1.2

AL 209

140 160 180 200

Abundance

5000

0
m/z-->

13

105.0

39.0 77.0

20 40 60 80 100 120

#25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

1.0

140 160 180 200

Abundance

5000

0
m/z-->

13

105.0

39.0 77.0

20 40 60 80 100 120

#25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

1.0

140 160 180 200

Abundance

5000

o

m/z-->

#24958: 1H-Inden-1-one, 2
13

103.0
39.0 77.0
I “ H‘ Ll u“\ “‘ Iy ‘\

,3-dihydro-2-methyl-
1.0

m/z 131.20 100.00%

16.20 16.40 16.60

m/z 118.10  65.68%

L iy

16.20 16.40 16.60

m/z 146.05 42.92%

N

16.20 16.40 16.60

m/z 57.05 42.81%

16.20 16.40 16.60

m/z 145.20  42.33%

20 40 60 80 100 120

140 160 180 200

16.20 16.40 16.60

82N©31023W.M Mon Mar 13 11:37:12 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31023\
Data File : VN@76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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 8
R.T. EstConc Area Relative to ISTD R.T.
16.718 5.87 ug/1 256407 1,4-Dichlorobenzene-d4 13.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 96
2 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 78
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 76
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 53
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 50
Abundance Scan 2513 (16.718 min): VN076946.D\data.ms (-2500) (- | m/z 118.05 100.00%
118.1
160.2
5000
76.9 AL VWAL S
sl ore amc 0
(IR At R o . m/z 145.15  98.47%
miz--> 50 100 150 200 250
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 L B B B B |
160.0 16.40 16.60
m/z 160.20 68.35%
390 7. 0‘ ‘
0 H‘W‘M\Mﬂhm\‘ L W\M‘J e
miz--> 50 100 150 200 250
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0 JQJAVWM
‘M“
16.40 16.60
5000 m/z 117.10 49.67%
91.0
39.0 ‘
oLl “\ i b, “h‘\“\m‘ \H‘L ‘MH“ | N e
m/iz--> 50 100 150 200 250 M
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- e
118.0 16.40 16.60
160.0 m/z 115.00 40.78%
5000
39.0 77.0 ‘
AESTFREEE F'P N B
m/z--> 50 100 150 200 250 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31023\
Data File : VNO76946.D

Acqg On : 11 Mar 2023 00:04
Operator : JC\MD

Sample : 01854-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31023W.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-ethy... 13.101 11.9 ug/l 521350 4 13.795 2185460 50.0
Benzene, 1l-ethy... 13.342 10.5 ug/l 459924 4 13.795 2185460 50.0
1-Hexanol, 2-et... 13.877 5.4 ug/l 236273 4 13.795 2185460 50.0
Indane 13.995 13.5 ug/l 591643 4 13.795 2185460 50.0
1H-Indene, 2,3-... 15.054 12.7 ug/l 555748 4 13.795 2185460 50.0
Benzene, 1l-ethy... 15.324 7.8 ug/l 340134 4 13.795 2185460 50.0
1(2H)-Naphthale... 16.171 8.1 ug/l 352843 4 13.795 2185460 50.0
Benzene, (1-met... 16.348 5.3 ug/l 233602 4 13.795 2185460 50.0
Naphthalene, 1,... 16.501 8.9 ug/l 388217 4 13.795 2185460 50.0
Naphthalene, 1,... 16.718 5.9 wug/l 256407 4 13.795 2185460 50.0
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