LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©21624W.M

Title : SW846 8260

Signal : TIC: VN@81269.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.283 49 56 63 rBV 152079 206904 11.82%  1.085%
2 2.483 83 90 100 rBV3 25522 48489 2.77% 0.254%
3 2.665 114 121 128 rBV 63424 122424 6.99% 0.642%
4 2.754 132 136 141 rVW2 13961 27806 1.59% 0.146%
5 2.818 142 147 154 rVB2 16657 34015 1.94% 0.178%
6 3.789 303 312 324 rBV 162835 426688 24.37% 2.238%
7 4.430 411 421 435 rBV 50244 151831 8.67% 0.796%
8 4.712 458 469 470 rBvV4 9158 18479 1.06% 0.097%
9 7.430 919 931 939 rBV2 83386 241270 13.78% 1.265%
10 8.165 1046 1056 1060 rBV2 239973 539014 30.79% 2.827%
11 8.224 1061 1066 1078 rVB 480333 1043732 59.62% 5.474%
12 8.577 1110 1126 1141 rBV 266905 702438 40.13% 3.684%
13 9.100 1204 1215 1231 rBV 690746 1430771 81.73% 7.504%
14 10.447 1435 1444 1452 rBV2 34940 67864 3.88% 0.356%
15 10.571 1456 1465 1470 rBV 935710 1750558 100.00%  9.182%
16 10.630 1470 1475 1486 rVB 570825 1059716 60.54% 5.558%
17 11.200 1564 1572 1580 rBV2 19738 35512 2.03% 0.186%
18 11.865 1676 1685 1695 rBV 927336 1628012 93.00% 8.539%
19 11.971 1695 1703 1709 rVB5 9995 21636 1.24% 0.113%
20 12.071 1709 1720 1728 rBV 25988 53687 3.07% 0.282%
21 12.400 1766 1776 1781 rBV3 29260 62307 3.56% 0.327%
22 12.459 1781 1786 1796 rvVvV2 24978 41267 2.36% 0.216%
23 12.853 1843 1853 1861 rBV 590488 1033414 59.03% 5.420%
24 13.035 1878 1884 1888 rBvV2 16051 24421 1.40% 0.128%
25 13.100 1888 1895 1899 rBV 41841 78057 4.46%  0.409%
26 13.129 1899 1900 1904 rVVv4 19838 23598 1.35% 0.124%
27 13.176 1904 1908 1914 rVB3 27108 43677 2.50% 0.229%
28 13.259 1914 1922 1931 rBV 677857 1101948 62.95% 5.780%
29 13.335 1931 1935 1941 rVB 34898 60078 3.43% 0.315%
30 13.506 1955 1964 1973 rVV2 279229 620963 35.47% 3.257%

31 13.612 1976 1982 1990 rVvv4 90170 167698  9.58%
32 13.794 2006 2013 2021 rVV2 878566 1609572 91.95%
33 13.876 2021 2027 2035 rVV 368078 711520 40.65%
34 13.953 2035 2040 2042 rVV4 34126 65301 3.73%
35 13.994 2042 2047 2062 rVB4 107466 295848 16.90%
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36 14.118 2062 2068 2073 rBv4 21421 34399 1.97%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 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©21624W.M
Title : SW846 8260
37 14.182 2075 2079 2084 rVB2 15328 22393 1.28% 0.117%
38 14.241 2084 2089 2093 rBv4 39187 72603 4.15% ©.381%
39 14.276 2093 2095 2099 rVww2 26755 33925 1.94% 0.178%
40 14.329 2099 2104 2111 rVB 61340 100026 5.71% 0.525%
41 14.400 2111 2116 2119 rBv4 23324 46337 2.65% 0.243%
42 14.447 2119 2124 2129 rVB3 90720 160205 9.15% 0.840%
43 14.576 2139 2146 2151 rVB3 29287 54918 3.14% 0.288%
44 14.653 2151 2159 2163 rBvV 67013 122933 7.02% 0.645%
45 14.694 2163 2166 2170 rVV3 49340 71848 4.10% ©.377%
46 14.882 2190 2198 2201 rBV7 17403 39627 2.26% 0.208%
47 14.929 2201 2206 2218 rVB5 76523 165724 9.47% 0.869%
48 15.053 2218 2227 2235 rBV3 201010 482298 27.55% 2.530%
49 15.106 2235 2236 2244 rVB6 17091 28071 1.60% 0.147%
50 15.212 2248 2254 2262 rBV 165942 301855 17.24% 1.583%
51 15.323 2262 2273 2277 rVV5 55059 145257 8.30% ©.762%
52 15.365 2277 2280 2286 rVV2 40803 82764 4.73% 0.434%
53 15.435 2286 2292 2302 rVB5 68700 181298 10.36% ©.951%
54 15.594 2314 2319 2322 rBV5 22709 38878 2.22% 0.204%
55 15.641 2322 2327 2333 rVW 102193 203725 11.64% 1.069%
56 15.700 2333 2337 2342 rW4 37179 71045 4.06% ©.373%
57 15.747 2342 2345 2346 rVV3 28052 29386 1.68% ©.154%
58 15.782 2347 2351 2371 rVB7 59560 194029 11.08% 1.018%
59 15.947 2371 2379 2385 rBV2 35580 76399 4.36% 0.401%
60 16.029 2387 2393 2397 rBV9 12362 26744 1.53% 0.140%
61 16.129 2402 2410 2411 rBV8 33719 66628 3.81% ©0.349%
62 16.170 2412 2417 2427 rVB4 73504 166687 9.52% 0.874%
63 16.253 2427 2431 2439 rBV7 20175 47762 2.73% 0.251%
64 16.353 2439 2448 2451 rBV9 19194 50427 2.88% 0.264%
65 16.506 2466 2474 2480 rBV5 93724 220012 12.57% 1.154%
66 16.612 2489 2492 2498 rVB6 13869 21966 1.25% 0.115%
67 16.717 2498 2510 2514 rBV8 26202 66353 3.79% ©.348%
68 16.782 2515 2521 2522 rBV 65974 88476 5.05% 0.464%
Sum of corrected areas: 19065513
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.M
Quant Title : SW846 8260

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

Abundance TIC: VN081269.D\data.ms

800000
600000

400000

200000 2983 3.789

2.665
2483 [p 25318 4.430

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: VN081269.D\data.ms
10.671
800000
9.100
600000 10.630
8.224
400000
8.1 8.577
200000
7.430
0—— —— —— —— —t — —T— e —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN081269.D\data.ms
B65 13.794
800000
13.259
600000 12.853
400000 13.876
13.506

200000

3.612 | ||13:994 4447 4 pea 14,92 5> 16170 16506 167
1142071 128069 130584838335 S 576714, : BAHVETE Qa5 dA%e 353 6.889 1
T ‘ Il T T T ‘ T T -~ T T T ‘ T T = T T T T T T T - T T

I T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 Ethanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.789 20.44 ug/1 426688  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Formic acid 46 CH202 000064-18-6 5
4 Oxalic acid 90 C2H204 000144-62-7 4

5 Methane, nitroso- 45 CH3NO 000865-40-7 3
Abundance Scan 312 (3.789 min): VN081269.D\data.ms (-303) (-) m/z 45.00 100.00%

45.0
5000

0 3.40 3.60 3.80 4.00 4.20
Ol e o e e M/Z 46,00 46.61%

m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #105: Ethano
31.0
45.0

5000 " RN R R
3.40 3.60 3.80 4.00 4.20

m/z 43.00  26.30%

26.
\\‘\\\\‘\\}\ﬁ?\\‘\\\\‘\P!} \\\‘\\\4'\9.9!\ \\\\‘\\\\‘\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #109: Dimethyl ether
45.0

3.40 3.60 3.80 4.00 4.20

o

5000 29.0 m/z 42.00 9.68%
15.0 /\
O e
m/z--> 5 10 15 20 25 30 35 40 45 50 55
Abundance #112: Formic acid frr e
29.0 3.40 3.60 3.80 4.00 4.20

m/z 43.90 5.20%

46.0
5000
17.0
l%.O | ‘ ‘ \

L T
miz--> 5 10 15 20 25 30 35 40 45 50 55 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.259  34.23 ug/l1 1101956 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 94
2 5-Nonanone 142 C9H180 000502-56-7 64
3 3-Buten-2-o0l, 2,3-dimethyl- 100 C6H120 010473-13-9 53
4 t-Butyl isobutyl ketone 142 C9H180 014705-50-1 50
5 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 43

Abundance Scan 1922 (13.259 min): VN081269.D\data.ms (-1914) (1 m/z 57.00 100.00%
57.0 85.0
5000 21.0
— —
‘ ‘ ‘ ) 214‘2-1 13.00 13.50
bl 10901252 | 0 g5 0e  98.99%
m/z--> 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 —r— —
41.0 13.00 13.50
m/z 40.95 41.01%
142.0
0 \1\5\-0‘\‘\‘\ \““\ T T T e R T “\ T
m/z--> 20 40 60 80 100 120 140
Abundance #22978: 5-Nonanone
57.0
85'0 T ‘ T T ‘ T
13.00 13.50
5000 41.0 m/z 58.00  25.60%
113.0 142.0
AL N | A NI W
m/iz--> 20 40 60 80 100 120 140
Abundance #4413: 3-Buten-2-ol, 2,3-dimethyl- — =
59.0 85.0 13.00 13.50
43.0 m/z 42.95 19.00%
5000
27
P | Y Y R B PRURO | WOV AW
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©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.876  22.10 ug/l 711520 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 50
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 43

Abundance Scan 2027 (13.876 min): VN081269.D\data.ms (-2021) (- m/z 57.00 100.00%

57.0
5000

39 “870 1350 14.00
I O

112.1
S At 23401521 sz 41.00  37.18%

|
il
m/z--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0

5000
1350 1400
20.0 83.0 m z 43.00 33.16%
W\\\ L ‘ h 1120
0\\\‘\\\\‘\\\‘\\\\‘\\\‘\\}\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 100 120 140 160
Abundance #15693.2—PropyL1—pentan0
57.0
1350 1400
5000 m/z 55.00 28.49%
29.0
83.0
\‘ ‘ ‘ ] 112.0
0 H""M"‘Huu"u“‘H‘M“““H““““H‘
m/z--> 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis-
57.0 1350 1400

m/z 70.00  23.80%

5000
‘ 97.0
okl TS0 117.0 171.0

m/z--> 20 40 60 80 100 120 140 160 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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, (2-bromocyclopropyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.994 9.19 ug/l 295848 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 53
2 Deltacyclene 118 C9H10 007785-10-6 53
3 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 47
5 Indole 117 C8H7N 000120-72-9 43

Abundance Scan 2047 (13.994 min): VN081269.D\data.ms (-2042) (- | m/z 117.00 100.00%
117.0
5000
e
57.9 90"9 14.00
bbbl e e m/z 118.10  54.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72304: Benzene, (2-bromocyclopropyl)-
117.0
5000 Y j\\'\\ T T f \}\M
14.00
91.0 m/z 115.05 42.85%
39.0 63.0
O\‘\‘\H“‘\\“M““‘\‘H‘\h‘H‘H“H\l“\u\‘]\_\5\2\.(‘)\\\\‘\]\-9\6‘.\0\\\“\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10184: Deltacyclene
117.0
A A
14.00
5000 m/z 90.90 15.63%
390 91.0
65.0 ‘
0“H‘HhﬂhhﬂuﬂhHM‘ﬂ“M“H“H“H“_“W“H,‘H‘,H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)- —HL—
117.0 14.00
m/z 116.10 9.79%
5000
91.0
0 39‘\.0‘ 6\?'0‘\ ! Al \152'\0 176\;'0 T \23?'0 : )\A M"M/\
e b R T Pl B B,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00

82N021624W.M Fri Mar 01 11:08:09 2024 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 7 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.053  14.98 ug/1l 482298 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 94
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 2227 (15.053 min): VN081269.D\data.ms (-2218) (- | m/z 117.00 100.00%
117.0
5000
MUa o
389 65.0 91"0 7o 15.00
O et M MRS 20680y 132,05 35.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 ‘ JK ‘ /\

15.00
m/z 115.00  30.49%

91.0
\\\‘2\7‘\.(\)\“?\]“-\.\0““\\\“‘\f“\\‘w\\H‘\\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
ANyl W) L

o

15.00
5000 m/z 131.05 17.93%
91.0
270 51.0 ‘
O TP RN N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 A\ ﬂf\
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- Hf¥ L
117.0 15.00
m/z 91.00 15.41%
5000
91.0
270 *10 L
oL bbb el AN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.212 9.38 ug/l 301855 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 53
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 50
4 Indan, epoxide 132 C9H80 000768-22-9 49
5 2H-Inden-2-one, 1,3-dihydro- 132 CS9H80 000615-13-4 49
Abundance Scan 2254 (15.212 min): VN081269.D\data.ms (-2248) (- | m/z 104.00 100.00%
104.0
5000
39.0 319 ‘ M . 15.00 15.50
ol A RRL L Hasee  28LL 0 9e.95  41.77%
miz--> 50 100 150 200 250
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 Y e
15.00 15.50
m/z 132.00 41.43%
51.0
01‘5"0\“\ “ Mn \‘\M‘MH\‘ I ‘\“‘M‘ R
m/z--> 50 100 150 200 250
Abundance #36266: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro-
104.0 A
T ‘ T \/\‘ T
15.00 15.50
5000 m/z 115.00 19.86%
160.0
39.0 ‘
NI N I
m/iz--> 50 100 150 200 250
Abundance #16121: Benzene, cyclobutyl- B ‘,f
104.0 15.00 15.50
m/z 117.00  14.58%
5000
50.0
o At b
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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 10
R.T. EstConc Area Relative to ISTD R.T.
15.782 6.03 ug/1l 194029 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
2 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 C11H14 027087-54-3 80
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 74
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 74
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 72
Abundance Scan 2351 (15.782 min): VN081269.D\data.ms (-2347) (- m/z 131.00 100.00%
131.0
64.7 1550  16.00
ol Lkl “ “H‘ w‘“ e ‘2‘0?'?‘ e ‘3‘49'{ m/z .146.05 '29.99".,
miz-> 50 100 150 200 250 300

Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-

131.0 /\/\]\
: /\MM /\ry\ A

15.50 16.00
91.0 m/z 118.05 23.09%
Al

5000

39.0 ‘ ‘
T \L M I

L ‘ T \ T ‘\ T ‘ L ‘ L ‘ T T T T ‘ L ‘
miz-> 50 100 150 200 250 300
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-

131.0 /\I/\
/\MM | I\ % o

o

15.50 16. 00

5000 m/z 129.00 4.36%
91.0
39.0 ‘
o, “‘ “\ \‘\ “H‘m‘ \‘\ \‘\‘ H\ \H\ ‘h‘ N —
miz--> 50 100 150 200 250 300 /\

Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl- ”ﬂk

131.0 15 50 16. 00

m/z 64.70 11.08%

T MW\ )

m/z--> 50 100 150 200 250 300 1550 1600
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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.
16.506 6.83 ug/l 220012 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
2 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 76
4 Naphth[1,2-bJoxirene, 1a,2,3,7b-... 146 C1@H100 002461-34-9 58
5 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 58
Abundance Scan 2474 (16.506 min): VN081269.D\data.ms (-2466) (- | m/z 131.05 100.00%
131.1
5000 105.
390 771 M LN WALV
! ‘ 160.2 206.7 16.20 16.40 16.60
0! ol e m/z 118.00 69.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 M‘""/\
16.20 16.40 16.60
m/z 146.05 62.70%
O' [\‘“\\“\‘!\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)-
146.0
“\AWM/‘\WH_HW
16.20 16.40 16.60
5000 115.0 m/z 117.00 47 .02%
85.0
63.0 ‘
Ol ““‘U‘:“
m/z--> 20 40 60 80 100 120 140 160 180 200 M\M
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- N L AT
131.0 16.20 16.40 16.60
m/z 115.00 45.76%
5000
39.0 91.0
15.0 63.0 ‘ UMM
0! Hm“m‘“MW“‘H_m_m_m S G V7. A
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22924\
Data File : VN@81269.D

Acqg On : 29 Feb 2024 15:14
Operator : JC\MD

Sample : P1587-02

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21624W.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|
Ethanol 3.789 20.4 ug/l 426688 1 8.224 1043730 50.0
4-Heptanone, 2,... 13.259 34.2 ug/l 1101950 4 13.794 1609570 50.0
1-Hexanol, 2-et... 13.876 22.1 wug/l 711520 4 13.794 1609570 50.0
Benzene, (2-bro... 13.994 9.2 ug/l 295848 4 13.794 1609570 50.0
Benzene, 1l-ethe... 15.053 15.0 ug/l 482298 4 13.794 1609570 50.0
Naphthalene, 1,... 15.212 9.4 ug/l 301855 4 13.794 1609570 50.0
Naphthalene, 1,... 15.782 6.0 ug/l 194029 4 13.794 1609570 50.0
Naphthalene, 1,... 16.506 6.8 ug/l 220012 4 13.794 1609570 50.0
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