LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 X\Method\82X100523W.M

Title : SW846 8260

Signal : TIC: VX@38456.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.551 66 76 77 rBV3 25342 51313 5.38% 0.545%
2 5.385 692 705 716 rBV 94115 278827 29.22% 2.964%
3 5.544 716 731 751 rVB 159287 529491 55.48% 5.628%
4 5.806 763 774 788 rVB 30425 88338 9.26% ©.939%
5 5.958 788 799 821 rVB 102515 274452 28.76%  2.917%
6 6.598 895 904 921 rVB2 31005 77975 8.17% ©.829%
7 6.757 921 930 954 rBV 249124 611097 64.03% 6.495%
8 7.220 997 1006 1015 rBV6 3324 10413 1.09% 0.111%
9 7.373 1020 1031 1038 rBV4 7618 18700 1.96% 0.199%
10 8.647 1234 1240 1246 rBV 533194 836444 87.65% 8.890%
11 8.720 1246 1252 1272 rVB 511602 837456 87.75%  8.901%
12 10.055 1466 1471 1486 rVB 561714 794618 83.26% 8.446%
13 10.305 1501 1512 1517 rBV2 16448 30151 3.16% ©0.320%
14 10.647 1564 1568 1576 rVB2 6473 14095 1.48% 0.150%
15 10.781 1586 1590 1595 rVB2 7883 10017 1.05% 0.106%
16 10.854 1595 1602 1607 rBV3 7761 15364 1.61% 0.163%
17 11.085 1634 1640 1651 rBV 516217 696255 72.96%  7.400%
18 11.189 1653 1657 1660 rBV3 7194 10120 1.06% ©0.108%
19 11.305 1673 1676 1684 rVB 9296 15642 1.64% 0.166%
20 11.384 1684 1689 1694 rBV 21733 39915 4.18% 0.424%
21 11.616 1723 1727 1734 rVB3 15589 27627 2.89% 0.294%
22 11.683 1734 1738 1740 rBV2 8604 10762 1.13% 0.114%
23 11.713 1740 1743 1746 rBV2 17629 21430 2.25% 0.228%
24 11.750 1746 1749 1759 rVB2 60142 97010 10.17% 1.031%
25 11.841 1759 1764 1768 rBV 14981 24925 2.61% 0.265%
26 11.890 1768 1772 1775 rBV3 11202 13307 1.39% 0.141%
27 11.939 1775 1780 1783 rBvV2 31319 47973 5.03% ©0.510%
28 11.976 1783 1786 1789 rVB3 11075 13083 1.37% 0.139%
29 12.024 1789 1794 1799 rBV 765238 954340 100.00% 10.143%
30 12.073 1799 1802 1804 rBV2 9942 13047 1.37% 0.139%
31 12.146 1812 1814 1817 rVB 14562 13294 1.39% 0.141%
32 12.244 1824 1830 1832 rBvV3 40733 75878 7.95% 0.806%
33 12.317 1837 1842 1849 rVV5 48917 114182 11.96% 1.214%
34 12.421 1849 1859 1863 rVV2 56124 88189 9.24% 0.937%
35 12.463 1863 1866 1873 rVB3 30403 52012 5.45% ©.553%
36 12.536 1873 1878 1879 rBV 21074 28970 3.04%  0.308%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 X\Method\82X100523W.M
Title : SW846 8260
37 12.555 1879 1881 1884 rvv2 21942 28869 3.03% 0.307%
38 12.610 1888 1890 1893 rVB 13947 14947 1.57% 0.159%
39 12.683 1899 1902 1907 rBvV3 19964 42335 4.44% 0.450%
40 12.732 1907 1910 1913 rWV3 18676 27285 2.86% 0.290%
41 12.817 1917 1924 1928 rVV5 29326 49565 5.19% ©0.527%
42 12.890 1931 1936 1943 rBV5 34762 89968 9.43% 0.956%
43 12.975 1943 1950 1955 rVB5 31201 77002 8.07% 0.818%
44 13.042 1955 1961 1964 rBv4 30473 42845 4.49%  0.455%
45 13.164 1974 1981 1985 rBV3 41200 70499  7.39% 0.749%
46 13.213 1985 1989 1991 rVV2 23031 25619 2.68% 0.272%
47 13.268 1993 1998 2000 rVV 114325 159573 16.72% 1.696%
48 13.292 2000 2002 2007 rVV 105557 129765 13.60% 1.379%
49 13.341 2007 2010 2013 rVV3 13840 19434 2.04% 0.207%
50 13.384 2013 2017 2020 rVV2 34697 48532 5.09% 0.516%
51 13.420 2020 2023 2032 rVB 77604 135415 14.19% 1.439%
52 13.500 2032 2036 2040 rBvV3 22501 36140 3.79% 0.384%
53 13.542 2040 2043 2046 rBV2 19164 24566 2.57% 0.261%
54 13.585 2046 2050 2055 rBV4 34227 56305 5.90% 0.598%
55 13.676 2060 2065 2067 rVV3 20663 37645 3.94% 0.400%
56 13.737 2071 2075 2078 rVB4 21199 25696 2.69% 0.273%
57 13.798 2082 2085 2088 rvB3 11939 11540 1.21% 0.123%
58 13.847 2088 2093 2099 rVB5 52923 108928 11.41% 1.158%
59 13.926 2099 2106 2111 rBv4 41640 79495 8.33% 0.845%
60 13.969 2111 2113 2116 rBV 11130 11503 1.21% 0.122%
61 14.036 2120 2124 2127 rVB 95824 98311 10.30% 1.045%
62 14.073 2127 2130 2133 rBV2 36700 42995 4.51% 0.457%
63 14.225 2147 2155 2161 rVB2 109925 192004 20.12% 2.041%
64 14.317 2167 2170 2174 rBV4 14015 19872 2.08% 0.211%
65 14.371 2176 2179 2183 rVWV 30777 35534 3.72% 0.378%
66 14.439 2183 2190 2193 rVV2 50032 71990 7.54% 0.765%
67 14.475 2193 2196 2206 rVB4 60913 116286 12.18% 1.236%
68 14.567 2206 2211 2215 rVB8 10663 21028 2.20% 0.223%
69 14.615 2215 2219 2221 rBV 83443 108581 11.38% 1.154%
70 14.670 2225 2228 2233 rVB3 35722 48105 5.04% 0.511%
71 14.725 2233 2237 2239 rBV2 17729 23969 2.51% 0.255%
72 14.756 2239 2242 2245 rVB 45363 43235 4.53% 0.460%
73 14.817 2250 2252 2254 rVWV2 18783 22685 2.38% 0.241%
74 14.847 2254 2257 2260 rVV3 27635 33942 3.56% 0.361%
75 14.902 2263 2266 2277 rVB2 18717 35245 3.69% 0.375%
76 15.048 2285 2290 2293 rBV5 8516 14981 1.57% 0.159%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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 X\Method\82X100523W.M
Title : SW846 8260
77 15.182 2306 2312 2320 rBV3 46242 106423 11.15% 1.131%
78 15.274 2324 2327 2331 rVV5 13563 19707 2.06% 0.209%
79 15.316 2331 2334 2339 rVB6 7997 12941 1.36% 0.138%
80 15.377 2339 2344 2348 rBV6 14267 24108 2.53% 0.256%
81 15.487 2356 2362 2366 rBV3 27722 46792 4.90% 0.497%
82 15.560 2371 2374 2378 rVB 19139 23934 2.51% 0.254%
83 15.609 2378 2382 2386 rBV5 14624 21250 2.23% 0.226%
84 15.993 2440 2445 2454 rVB5 7114 24361 2.55% 0.259%
85 16.085 2457 2460 2465 rBV6 5031 10093 1.06% 0.107%
Sum of corrected areas: 9408555
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 04975-01
: 1.12g/1emL/100uL/5.00mL/MSVOA_X/MEOH
. 10

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\

: VX@38456.D
: 24 Oct 2023 15:31

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

700000

600000

500000

400000

300000

200000

100000

0

TIC: VX038456.D\data.ms

1.551

5.544
5.385 5.958

5.806

Time-->

1.20 1.40 1.60 1.80 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
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600000

500000

400000

300000

200000

100000

Time-->

O,

TIC: VX038456.D\data.ms

10.055
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38456.D

Acqg On : 24 Oct 2023 15:31

Operator JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 1 Hexane, 3-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.806 8.34 ug/1 88338  Pentafluorobenzene 5.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 59
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 59
Abundance Scan 774 (5.806 min): VX038456.D\data.ms (-763) (-) m/z 43.10 100.00%
43.1
71.1
57.1
5000
“H‘W‘H“H‘_‘H,H
M ‘ 85.1 100.2 5.40 5.60 5.80 6.00 6.20
H\‘\H\’HH‘HH‘\H\“’\}H“\‘HH\H\‘HH\‘H‘H‘HH“HH‘HH’H m z 71.10 75. 350
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 ‘\\\\’\\\\‘\\\\‘\\\\’\\
5.40 5.60 5.80 6.00 6.20
29.0 m/z 70.10 66.07%
“ I \ 850 100.0
H\‘HH’HH‘HH‘\H\’HH‘HH‘\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4462: Heptane
43.0
el L S
5.40 5.60 5.80 6.00 6.20
5000 20.0 57.0 710 m/z 57.10 64.99%
100.0
10 150 || |l | 850 |
Hw‘HW‘H‘MH‘_H‘V‘H_‘H_‘H,HH‘HH‘H‘WH‘WH‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl- ‘H“W“W“H“H‘,‘
43.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 61.69%
71.0
5000
29.0
57.0
rerprrr b e e e e S e e \‘*‘w*“w‘*‘w*“w“
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Heptane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.598 6.38 ug/1 77975 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 90
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
3 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 47
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43
Abundance Scan 904 (6.598 min): VX038456.D\data.ms (-895) (-) m/z 43.10 100.00%
71.2
5000
100.2 VAN A W
‘ ‘ ‘ 6.20 6.40 6.60 6.80 7.00
Tt m/z 71.20  73.55%
miz--> 0 20 40 60 80 100 120
Abundance #4463: Heptane
43.0
5000 71.0 /‘\uu'/ﬁ‘\mu‘uu‘uu,u
6.20 6.40 6.60 6.80 7.00
2700 m/z 41.10 62.27%
I
| il ‘ L I
\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 20 40 60 80 100 120
Abundance #4471: Hexane, 3-methyl-
43.0
 BEEsama s SR
6.20 6.40 6.60 6.80 7.00
5000 71.0 m/z 57.10 60.72%
27,0
10 ‘ i . 000
Tttt
miz--> 0 20 40 60 80 100 120
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- R EARESRRRE
43.0 6.20 6.40 6.60 6.80 7.00
71.0 m/z 56.10 39.97%
5000
27.0 ‘ 98.0
St S WY T S oY 0 B 2 VNS 1 WA W
m/z--> 0 20 40 60 80 100 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 3 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.317 5.98 ug/l 114182 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
3 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 90
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90

Abundance Scan 1842 (12.317 min): VX038456.D\data.ms (-1837) (- m/z 119.05 100.00%
119.1
5000 /\A j\
91.1
69.1 1B8.2 M ‘A‘HA
39.1 : ‘ ‘ 12.00 12.50
L L A B Hw‘\ \“\m\ “\“‘m\\Hi‘\‘\‘}‘!““\“\h\‘\H‘\‘\ \“\‘ T m/Z 105.10 49.87%
miz--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 A ~ (SAVLY AA
12.00 12.50
m/z 134.15 43.18%
91.0
T ‘ T \1\5‘\.(’)\‘\ \3\9“;0\\‘\‘\‘6?‘.?\ \‘H‘ T \‘\ T “1‘\ \‘M T \‘\ ‘ LI
miz--> 0 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
adn VWY
12.00 12.50
5000 m/z 91.10 29.52%
91.0
39.0 65.0 ‘ ‘
S P R 1 O Y N
m/z--> 0 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- WLAAA“@ =
119.0 12.00 12.50
m/z 138.15 20.39%
5000
91.0
390 650 {\
\‘\\1\5‘\‘0’\‘\\\“‘\\“1‘\‘H‘\\\‘H‘\\‘\\‘m\\m‘l\\\“\‘\\\\ p g b [
m/z--> 0 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 8.36 ug/1 159573  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Tetradecane 198 C14H30 000629-59-4 87
3 Undecane 156 C1l1H24 001120-21-4 86
4 Hexadecane 226 Cl6H34 000544-76-3 80
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 80

Abundance Scan 1998 (13.268 min): VX038456.D\data.ms (-1993) (- m/z 57.10 100.00%
=4

A
5000
85.2

(R RIETT |
el e m/z 43.10  76.67%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0

5000 T
85.0 13.00 13.50
m/z 71.10 56.98%

29.0
| Ll | 120 1410 1700
\\\‘\\\\‘\\\\‘\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0

—T
13.00 13.50

o

5000 ITI/Z 41.10 45.76%
85.0
29.0
1130 1410 1600 1980
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane 7 —
57.0 13.00 13.50

m/z 85.15 37.09%

5000
85.0
29.0
6.0
\‘ H . \‘ | 1130 19

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Benzene, (1-methyl-1-propen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.292 6.80 ug/1l 129765 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 76
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 76
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 68
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 68
Abundance Scan 2002 (13.292 min): VX038456.D\data.ms (-2000) (- m/z 117.10 100.00%
117.1
5000
97.1 P ‘ TﬁAYW
551 77.1 ‘ ‘ 148.3166.3 13.00 13.50
el Ly L o Ml S myz 132,05 35.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 . LA
13.00 13.50
91.0 m/z 115.10  33.79%
51.0 ‘ ‘
T ’2\7‘\.(\)\“ T \“1“\ ‘L\Kl\'q“ T “‘1‘\ T \‘\‘\‘\ L
miz-> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0 M
s e W LV
13.00 13.50
5000 m/z 119.18  28.55%
91.0
51.0 ‘
,27"@9-0“
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- — T
117.0 13.00 13.50
m/z 97.10 24.39%
5000
0 91.0
51.
Lo P mse L b AR T
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX@38456.D

Acqg On : 24 Oct 2023 15:31

Operator JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.420 7.09 ug/1l 135415 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Isoquinoline, 1,2,3,4-tetrahydro... 147 C1OH13N 029726-60-1 59
3 Indan, epoxide 132 C9H80 000768-22-9 52
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 52
5 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47

Abundance Scan 2023 (13.420 min): VX038456.D\data.ms (-2020) (- m/z 104.05 100.00%
104.1
5000 132.0
1350
_m_ W ‘m”“”” m il M“ JI, 14001682 135 00 49.17%
miz--> 20 80 100 120 140 160
Abundance #16158. Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 HMA__ o)
13.50
m/z 91.10 43.88%
78.0
27.0 51.0 ‘ “ ‘
‘\\\\“\\“V\“m\\”i“\\‘}\“H\\}‘\‘1‘\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #25809: Isoquinoline, 1,2,3,4-tetrahydro-3-methyl-
104.0
132.0
—T—
13.50
5000 m/z 115.10 16.06%
43.0
78.0
TSN I G I B
miz--> 20 40 60 80 100 120 140 160 M
Abundance #16653: Indan, epoxide i : A
104.0 13.50
m/z 117.10 14.81%
5000
51.0 78.0 132.0
ZIOM 7 T“A“ﬁﬁﬁJ
m/z--> 20 40 60 80 100 120 140 160 13.50

82X100523W.M Wed Oct 25 16:24:30 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.847 5.71 ug/1 108928 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 70
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 46
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 46
4 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 38
5 .beta.-Phenylethyl butyrate 192 C12H1602 000103-52-6 35
Abundance Scan 2093 (13.847 min): VX038456.D\data.ms (-2088) (- m/z 104.10 100.00%
104.1
5000 71.1 146.1 J\/\
43.1 ; e

177.2

l
128“1 13.50 14.00
‘MWMHV‘M“ﬁ“w““ m/z 146.05 41.79%

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 WVVN Ay A
13.50 14.00
m/z 71.10 38.88%
39.0 78.0 128.0
T \“‘\\“\‘5\8.‘%\ T \H‘ e ““Hm‘ \‘UW \‘\”\ LI B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24951: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
I T
146.0 13.50 14.00
5000 ITI/Z 57.10 36.42%
39.0 58.0 78.0

ol ]l 11280

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro- o e

104.0 13.50 14.00
m/z 91.10 31.60%

=

5000 146.0

2

L Ly \‘ \H 128.0

Ly
| — \
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00

39.0 58.0 78.0 dﬂ

82X100523W.M Wed Oct 25 16:24:31 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.225 10.06 ug/l 192004 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 78
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 55

Abundance Scan 2155 (14.225 min): VX038456.D\data.ms (-2147) (- m/z 131.05 100.00%
1

131.
5000
105.

391 771 | 00 14.50
Lulglll |

102 14.00 14.50
o 29T m/z 118,10 73.42%

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

14.00 14.50
m/z 146.20  62.44%

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

Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 A L
L

14.00 14.50
5000 m/z 117.10  42.45%

) N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-

T T
131.0 14.00 14.50

m/z 115.10  32.90%

5000 91.0
39.0
65.0
15.0 \

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82X100523W.M Wed Oct 25 16:24:33 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.475 6.09 ug/l 116286 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 89
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 76
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 68

Abundance Scan 2196 (14.475 min): VX038456.D\data.ms (-2193) (- m/z 131.05 100.00%
131.1

5000
91.0 ‘ VA
51.1 160.2 14.50
il 20700 sz 118010 54.42%
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
14.50

m/z 146.00  45.95%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

Al

14.50
m/z 115.10  34.86%

5000

3

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25012: Benzene, (1-methyl-1-butenyl)- —
131.0 14.50
m/z 117.10 29.22%
5000 91.0
39.0 @50
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82X100523W.M Wed Oct 25 16:24:34 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 10
R.T. EstConc Area Relative to ISTD R.T.
14.615 5.69 ug/l 108581 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 68
3 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 53
4 Benzene, (3-methyl-1-methylenebu... 160 C12H16 038212-14-5 52
5 Diboroxide, trimethylphenyl- 160 CSH14B20 1000162-60-0 46

Abundance Scan 2219 (14.615 min): VX038456.D\data.ms (-2215) (- m/z 118.10 100.00%
118.1

145.2

5000

=

14.50 15.00
m/z 145.20 61.70%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000 A —¥

14.50 15.00
m/z 160.20  60.25%

39.0 91.0
Ll L0 410
T ‘ T f“ T “ T \‘N T ‘ M ‘ f‘ ‘ T \ \ T “‘}‘\ T T ‘M}‘\ L “‘ T ‘ T

Miz--> 60 80 100 120 140 160 180
Abundance #36283. Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl-
118.0 ﬂv\«
160.0 W‘M\‘/\‘ ‘ /k e
14.50 15.00
5000 ITI/Z 117.05 46.78%
39\0\ 65\0\ 9]‘“0 \‘ i
L | TR 1 T B 1} I Ay
o et I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36192: 1(2H)-Naphthalenone, 3,4-dihydro-2-methyl- P e
118.0 14.50 15.00
m/z 105.05 31.69%
90.0
160.0
5000
39.0 63.0 ‘
u“p“uhm“uwu — o
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102423\
Data File : VX038456.D

Acqg On : 24 Oct 2023 15:31

Operator : JC/MD

Sample : 04975-01

Misc : 1.12g/10mL/100uL/5.00emL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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|
Hexane, 3-methyl- 5.806 8.3 ug/l 88338 1 5.544 529491 50.0
Heptane 6.598 6.4 ug/l 77975 2 6.757 611097 50.0
Benzene, 2-ethy... 12.317 6.0 ug/l 114182 4 12.024 954340 50.0
Dodecane 13.268 8.4 ug/l 159573 4 12.024 954340 50.0
Benzene, (1-met... 13.292 6.8 ug/l 129765 4 12.024 954340 50.0
Naphthalene, 1,... 13.420 7.1 ug/l 135415 4 12.024 954340 50.0
Naphthalene, 1, 13.847 5.7 wug/l 108928 4 12.024 954340 50.0
Naphthalene, 1,... 14.225 10.1 ug/l 192004 4 12.024 954340 50.0
Naphthalene, 1,... 14.475 6.1 ug/l 116286 4 12.024 954340 50.0
Naphthalene, 1, 14.615 5.7 wug/l 108581 4 12.024 954340 50.0
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