LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21524\
Data File : VN©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH MET-OILY-DEBRIS

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: 0.2 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©21424W.M

Title : SW846 8260

Signal : TIC: VNe81e41l.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.812 136 146 148 rBV3 41416 116788 4.17% 0.256%
2 8.165 1046 1056 1059 rBV 304655 691401 24.67% 1.518%
3 8.218 1059 1065 1075 rVB 735977 1695425 60.50% 3.723%
4 8.577 1116 1126 1137 rBV 337103 767125 27.37% 1.684%
5 9.100 1205 1215 1227 rBV 1042622 2151117 76.76% 4.723%
6 9.383 1256 1263 1272 rVB2 12520 31036 1.11% ©0.068%
7 9.600 1290 1300 1306 rVB4 46155 104087 3.71% 0.229%
8 10.324 1414 1423 1432 rBvV8 10443 34065 1.22% 0.075%
9 10.565 1455 1464 1471 rBV 1162302 2186687 78.03% 4.801%
10 10.741 1489 1494 1502 rVB7 29228 61948 2.21% 0.136%
11 10.906 1516 1522 1531 rVB3 44400 85606 3.05% ©.188%
12 11.000 1531 1538 1546 rBV2 56625 111362 3.97% 0.245%
13 11.418 1599 1609 1615 rBV3 117862 263667 9.41% 0.579%
14 11.471 1615 1618 1624 rVB3 35247 55807 1.99% 0.123%
15 11.647 1640 1648 1649 rBv4 17313 28876 1.03% 0.063%
16 11.676 1649 1653 1660 rVB2 42273 74769 2.67% 164%

17 11.865 1678 1685 1695 rVB 1231250 2179366 77.77%
18 11.965 1696 1702 1705 rBV 67720 114615 4.09%

RPoOOoO PO
N
U1
N
R

19 12.000 1706 1708 1712 rVB3 34136 40138 1.43% 088%
20 12.065 1712 1719 1724 rBV ~ 290885 580541 20.72% 275%
21 12.153 1731 1734 1739 rVB3 57129 92188 3.29% 202%
22 12.282 1750 1756 1763 rVB6 23692 48053 1.71% 106%

23 12.400 1763 1776 1782 rBV2 195880 622515 22.21%
24 12.541 1794 1800 1804 rBV 130332 270782  9.66%
25 12.623 1810 1814 1818 rVV 105413 144683 5.16%

OCO0ORrRrROOC
w
o))
~N
B

26 12.676 1819 1823 1830 rVB4 60051 131297 4.69%
27 12.800 1841 1844 1847 rBV5 32634 37967 1.35%
28 12.853 1847 1853 1860 rVB 762104 1322593 47.19%

OONOO®
0
()
2
R

29 12.935 1860 1867 1873 rBV8 71768 185092 6.60% 406%
30 13.029 1878 1883 1889 rVB5 107551 214230 7.64% 470%
31 13.100 1889 1895 1898 rBV 231856 451181 16.10% ©.991%
32 13.171 1903 1907 1914 rVV2 314188 603569 21.54%  1.325%
33 13.229 1914 1917 1922 rW5 34050 48784 1.74% 0.107%
34 13.335 1929 1935 1941 rVB3 59445 128206 4.57% ©.281%
35 13.423 1941 1950 1955 rVB4 102649 211776  7.56%  ©.465%

36 13.482 1955 1960 1969 rBV 562254 973908 34.75% 2.138%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21524\
Data File : VN©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH MET-OILY-DEBRIS

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: 0.2 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©21424W.M
Title : SW846 8260
37 13.570 1972 1975 1979 rVB5 56416 81931 2.92% 0.180%
38 13.618 1979 1983 1987 rBV3 78365 126504 4.51% 0.278%
39 13.670 1987 1992 1999 rVvv4 207878 467773 16.69% 1.027%
40 13.729 1999 2002 2006 rVV3 51480 81268 2.90% 0.178%
41 13.794 2006 2013 2023 rVB2 1257073 2514580 89.73% 5.521%
42 13.923 2030 2035 2036 rBv2 87923 125755 4.49% 0.276%
43 13.982 2041 2045 2049 rVV2 258795 458113 16.35% 1.006%
44 14.023 2049 2052 2063 rVB3 269023 614164 21.92%  1.348%
45 14.123 2063 2069 2076 rBv4 491959 1027256 36.66%  2.255%
46 14.247 2087 2090 2092 rBv2 78837 102785 3.67% 0.226%
47 14.276 2092 2095 2100 rVB 172599 231813 8.27% 0.509%
48 14.329 2100 2104 2112 rVB 320382 535346 19.10% 1.175%
49 14.441 2117 2123 2128 rBV2 420348 696027 24.84% 1.528%
50 14.512 2129 2135 2140 rBV5 357717 716804 25.58% 1.574%
51 14.576 2141 2146 2150 rVB4 255751 416761 14.87% 0.915%
52 14.629 2150 2155 2157 rBV 466739 707135 25.23% 1.553%
53 14.659 2157 2160 2165 rVB2 500343 687720 24.54% 1.510%
54 14.735 2170 2173 2176 rBV 192504 288874 10.31% 0.634%
55 14.776 2176 2180 2182 rBV2 303331 480511 17.15% 1.055%
56 14.847 2188 2192 2196 rBV5 261652 453449 16.18% 0.996%

57 14.970 2202 2213 2219 rBV1@ 293149 1074537 38.34% 2.359%
58 15.035 2219 2224 2225 rBV2 416497 566604 20.22% 1.244%

59 15.112 2233 2237 2242 rVB5 317659 477882 17.05% 1.049%
60 15.212 2249 2254 2260 rBV 848555 1728477 61.68%  3.795%
61 15.270 2260 2264 2268 rVV4 608365 976766 34.85%  2.145%
62 15.323 2268 2273 2280 rVV6 432323 1036405 36.98% 2.276%
63 15.429 2288 2291 2298 rVB6 502643 1037457 37.02%  2.278%
64 15.700 2331 2337 2344 rBV2 1067156 2448781 87.38% 5.377%
65 15.782 2348 2351 2362 rVB5 693962 1721335 61.42% 3.779%
66 15.929 2371 2376 2377 rBV3 331634 518975 18.52% 1.139%
67 16.170 2412 2417 2423 rBV4 1046407 2026855 72.32%  4.450%
68 16.506 2469 2474 2482 rVB3 646464 1452565 51.83%  3.189%
69 16.711 2503 2509 2516 rBV2 1231246 2802452 100.00% 6.153%

Sum of corrected areas: 45544910
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21524\

Data File : VN@81041.D

Acqg On : 15 Feb 2024 15:55

Operator JC\MD

Sample : P1460-02 :
Misc 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH MET-OILY-DEBRIS
ALS vial : 7 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21424W.M
: SW846 8260

Quant Method
Quant Title

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

Abundance TIC: VN081041.D\data.ms
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TIC: VN081041.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 Naphthalene, decahydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.123  20.43 ug/l 1027260 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 97
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 90
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 90
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 70
Abundance Scan 2069 (14.123 min): VN081041.D\data.ms (-2063) (- | m/z 67.00 100.00%
67.0 138.0
41.0 9.1
5000
—— —
14.00 14.50
bl 1662 2069 0 138, 00 91.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0
41.0
5000 [, )
14.00 14.50
m/z 81.00 78.60%
\\\‘\M\\‘i‘\\\”\‘\ \\}\\\\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
41.0 T T
95.0 14.00 1450
5000 m/z 68.00 70.18%
150 I
Ll
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19395: Spiro[4.5]decane T —
67.0 96.0 14.00 14.50
138.0 m/z 96.10  69.25%
- | Mkmmgmng\fhmmwwjv
— —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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, 1-methyl-4-(1-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.970  21.37 ug/1 1074540  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 76
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 53
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 49
4 o-Cymene 134 C10H14 000527-84-4 49
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 49
Abundance Scan 2213 (14.970 min): VN081041.D\data.ms (-2202) (- | m/z 119.00 100.00%
119.0
5000
148.0
91.0 T
Tl ) 264 o
HH’HH“H‘\H} ‘\M\‘\\““‘\‘H\“‘HNHH‘H\\“HH‘\\H‘\\H‘HH’HH‘HH‘\H m/z 148.06 23.5900
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 M\‘ T
15.00

m/z 91.00  18.44%

148.0
a0
T - il | |
HH’HH‘HH‘\\H‘HH‘HH H\\‘HH‘HH‘HH‘HH’H\\‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #26387: Benzene, (1,1-dimethylpropyl)-
119.0

T
15.00

5000 91.0 m/z 133.05 16.05%
41.0
‘ 148.0
L T A —
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl- ——
119.0 15.00
m/z 41.00 13.61%
h W
39.0 91.0
A N — —
m/z--> 20 40 60 80 100120140160 180200220 240260 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.212  34.37 ug/1 1728480 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 97
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 62
3 Indan, epoxide 132 C9H80 000768-22-9 52
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47
5 Benzenepropanoic acid, methyl ester 164 C10H1202 000103-25-3 43
Abundance Scan 2254 (15.212 min): VN081041.D\data.ms (-2249) (- | m/z 104.00 100.00%
104.0
5000 132.1 J\
—= —
510 780 15.00 15.50
S T P o ‘uu‘!“ Al 1682 1962 " o1 a0 43.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 e ——
132.0 15.00 15.50
78. m/z 132.05 43.73%
28.0 5L 0
\\\‘\‘1\\"\\\\’H‘\\H}H‘\\W\‘ ‘\\m‘\‘w\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
15.00 15.50
5000 1320 m/z 115.00  15.82%
510 78.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide T ——
104.0 15.00 15.50
m/z 131.00 13.07%
5000
51.0 780 132.0
2120 | VN S N .S VAW vivA A W)
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21524\
Data File : VNe81041.D

Acqg On : 15 Feb 2024 15:55

Operator JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21424W.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 4 Benzene, 2,4-diethyl-1-methyl- Concentration Rank 9

MET-OILY-DEBRIS

R.T. EstConc Area Relative to ISTD R.T.
15.323  20.61 ug/l 1036410 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 55
2 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 49
3 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 46
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 43

5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120

003637-01-2 41

Abundance Scan 2273 (15.323 min): VN081041.D\data.ms (-2268) (- | m/z 133.00 100.00%
133.0
- WW
5 o 90 166.2 Al s
‘ ‘ | h 15.00 15.50
"‘,H‘“‘H“M‘M‘“‘uu‘u“ M‘WMHM ”“H””U_ e m/z 149.05  57.32%
miz--> 20 60 100 120 140 160 180
Abundance #26380.Benzene,z44hemyklwnemyh
133.0
5000 T
91.0 15.00 15.50
m/z 119.00 55.54%
390 650 ‘
\]-\5\’0\‘\‘\ \“‘\ \‘\‘\ ‘H‘\ T \‘H‘ T \‘}‘\ ‘h‘\\ \{‘\‘\ ‘ T \‘\ T ‘ T 1T ‘ T
miz--> 20 60 80 100 120 140 160 180
Abundance #26381:Benzene,L44ﬁemyL24nemyL
138.0
— 5
15.00 15.50
5000 m/Z 148.00 46.80%
105.0
77.0 ‘ ‘
39.0
150 i0esg b LWL
m/z--> 20 60 80 100 120 140 160 180
Abundance #26390: Benzene, 1,3-diethyl-5-methyl- P —
133.0 15.00 15.50
m/z 131.00 41.80%
5000
91.0
65.0 ‘ ‘
H‘,‘H“‘NH‘U‘HM“H““ ‘;Hw‘u‘w““_‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 1500 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.M
Quant Title : SW846 8260

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 5 Benzene, (1-methyl-1-butenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.429  20.63 ug/l 1037460 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60
2 Benzene, (2-chloro-2-butenyl)- 166 C1oH11Cl 054411-12-0 60
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 47
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 43

Abundance Scan 2291 (15.429 min): VN081041.D\data.ms (-2288) (- | m/z 131.00 100.00%

131.0
5000 163.1
91.0

43.0 H ‘ ‘
: M imm“M”“ ““‘M ‘ \“‘H\H; ‘}M

- Al o2l 2810 ;133,05  70.80%

miz--> 50 100 150 200 250
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0

5000 T

51.0 m/z 163.10  46.47%

1‘5w"0‘\‘ \L‘ }‘\‘ ‘\Mw‘u\“\‘ \‘\ ‘\‘\‘ ; H‘\‘ \““ “\‘ A e
m/z--> 50 100 150 200 250
Abundance #41054: Benzene, (2-chloro-2-butenyl)-
131.0

15.50
5000 91.0 m/z 119.00 39.18%
51.0 ‘ 166.0
150, | ;\‘\ ! M‘ M | ‘\ S
miz--> 50 100 150 200 250
Abundance #25013: Benzene, (2-methyl-1-butenyl)- —
131.0 15.50

m/z 145.05 29.07%

5000 91.0
53.0 m
PR M Y ‘h\ - \‘H Il

m/z--> 50 100 150 200 250 15.50

—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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.
15.700 48.69 ug/l 2448780 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 76
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 58
3 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 38
4 Benzenepropanoic acid, methyl ester 164 C10H1202 000103-25-3 30
5 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 27
Abundance Scan 2337 (15.700 min): VN081041.D\data.ms (-2331) (- | m/z 104.00 100.00%
104.0
5000 149.1
390 770 | uﬂ | 1550  16.00
i Jg27o Jj 1789 2070 7 149,65 49.93%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-

104.0
5000 146.0 A -
15.50 16.00
m/z 146.05 45.08%
39.0 78.0 b
‘\\\\“‘\\‘\\‘m\\\”‘\\}\“‘\\‘\JL’Z\Q\F\\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24951: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
— s
146.0 15.50 16.00
5000 m/z 91.00 40.73%

39.0 78.0
o

e pe e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36266: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro- —— —
104.0 15.50 16.00

m/z 131.05 21.54%

5000 131.0

160.0
39. 0 78 0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.782  34.23 ug/1 1721346  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 70
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 64
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 64
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 64
Abundance Scan 2351 (15.782 min): VN081041.D\data.ms (-2348) (- m/z 131.00 100.00%
131.0
5000
91.0 L/ A
41.0 H | h u74.1 15.50 16.00
AL B0 2823 3415 163,10 28.46%
miz--> 50 100 150 200 250 300
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 e S
15.50 16.00
91.0 m/z 146.05 27 .46%
39.0 ‘ ‘
\‘\‘\ ‘\‘ i‘” \‘m\”“\ ‘\ ““‘\m\ ‘H‘ \H‘ L ‘ T T T T ‘ L ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
— s
15.50 16.00
5000 m/z 91.00 23.76%
39.0 91.0
A L g
m/iz--> 50 100 150 200 250 300
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- —— —
131.0 15.50 16.00
m/z 118.05 21.33%
5000
91.0
51.0 ‘ |
S I N S LS "
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.170  40.30 ug/l 2026860 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 70
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 70
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 55
Abundance Scan 2417 (16.170 min): VN081041.D\data.ms (-2412) (- | m/z 118.10 100.00%
118.1
5000
390 790 — —
H ‘ H 1631 16.00 16.50
- }‘\N\‘\“‘m‘hmu‘d \;\M “Hu‘ ‘\‘H‘ Ll \‘\H‘ \“19‘2-‘9‘ —— 283.. m/z 131.00  78.20%
miz--> 50 100 150 200 250
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 as. N
39.0 91.0 16.00 16.50
m/z 146.85 68.21%
“‘H\‘ \}‘ \‘\M “HH“\‘ \“\ “‘\‘ M‘ ‘H“ ‘\“‘ e e
miz--> 50 100 150 200 250
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
e =
16.00 16.50
5000 m/z 117.00  55.45%
39.0 91.0
. “ ‘\ }‘ﬂ ‘\‘\“u‘h‘ \“ ‘\‘ . M‘ h}‘ ‘M‘ . T T —
miz--> 50 100 150 200 250
Abundance #25002: Benzene, (1-ethyl-2-propenyl)- T 7
118.0 16.00 16.50
m/z 135.05  45.90%
5000
77.0
.
‘H\‘ “\ }u ‘\H“u\“‘ Il ‘“\‘H i ““ : e e — e e
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©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 6
R.T. EstConc Area Relative to ISTD R.T.
16.506  28.88 ug/l 14525760  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 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 86
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 58
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 46
5 Benzene, (1,2-dimethyl-1- pr‘openyl)- 146 C11H14 000769-57-3 46
Abundance Scan 2474 (16.506 min): VN081041.D\data.ms (-2469) (- | m/z 131.00 100.00%
131.0
82.0
w M
390 163.1 A e
2071 16.20 16.40 16.60
bl BOTL 2L g 146.05  79.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 LN L B L L BB B
390 91.0 16.20 16.40 16.60
' m/z 118.00  78.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
R R ma
16.20 16.40 16.60
5000 m/z 145.05 56.48%
39.0 91.0
_‘“1w“‘m,‘H‘,wWWWWH,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- I R
146.0 16.20 16.40 16.60
m/z 82.00 53.18%
5000
117.
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21524\
Data File : VN@©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA N/MEOH MET-OILY-DEBRIS

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.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 1
R.T. EstConc Area Relative to ISTD R.T.
16.711  55.72 ug/1 2802450 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-87-1 90
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 78
4 2,4-Dimethylphenylacetonitrile 145 C1eH11N 068429-53-8 58
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 53
Abundance Scan 2509 (16.711 min): VN081041.D\data.ms (-2503) (- | m/z 118.00 100.00%
118.0
160.1
5000
R e e
39.0 77-0‘ 16.40 16.60
ol b o, I 19122213 2804 /7 145.05  75.44%
miz--> 50 100 150 200 250
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 L N L B L B L B
160.0 16.40 16.60
m/z 160.10 61.04%
39.0 77.0‘ ‘
. \\\‘ “\ i‘\ ‘m‘wh\‘ | ‘\H‘ “ \h\ ‘m“ I R
miz--> 50 100 150 200 250
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
T
160.0 16.40 16.60
5000 ITI/Z 117.00 45.63%
390 770
‘L\‘ L‘ i“‘ “M . H‘H‘ \“\ ‘\‘u‘ “ Jm ‘M\“ H . — —
miz--> 50 100 150 200 250
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- T
145.0 16.40 16.60
m/z 105.00 35.56%
5000
115.
390 /7.0 “
R 0 P S
m/z--> 50 100 150 200 250 16.40 16.60

82N021424W.M Fri Feb 16 14:09:58 2024
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21524\
Data File : VN©81041.D

Acqg On : 15 Feb 2024 15:55

Operator : JC\MD

Sample : P1460-02

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21424W.M

Quant Title : SW846 8260

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

| --Internal Standard---|
Resp Conc|

RT

2514580
2514580
2514580
2514580
2514580
2514580
2514580
2514580
2514580

50.
50.
50.
50.
50.
50.
50.
50.
50.

MET-OILY-DEBRIS

TIC Top Hit name RT EstConc Units Response |#
Naphthalene, de... 14.123 20.4 ug/l 1027260 4
Benzene, 1-meth... 14.970 21.4 ug/l 1074540 4
Naphthalene, 1,... 15.212 34.4 ug/l 1728480 4
Benzene, 2,4-di... 15.323 20.6 ug/l 1036410 4
Benzene, (1-met... 15.429 20.6 ug/l 1037460 4
Naphthalene, 1,... 15.700 48.7 ug/l 2448780 4
1H-Indene, 2,3-... 15.782 34.2 ug/l 1721340 4
Naphthalene, 1,... 16.170 40.3 ug/l 2026860 4
Naphthalene, 1,... 16.506 28.9 wug/l 1452570 4
Naphthalene, 1,... 16.711 55.7 ug/l 2802450 4
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