LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

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 X\Method\82X072123W.M

Title : SW846 8260

Signal : TIC: VX@36829.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.623 68 88 93 rBv4 10106 46287 1.64% 0.251%
2 2.946 297 305 316 rBV 16602 39363 1.39% 0.213%
3 5.385 694 705 721 rBV2 74927 214930 7.61% 1.163%
4 5.543 721 731 748 rVB 121971 345694 12.24% 1.871%
5 5.952 789 798 804 rBV 80367 208066 7.37% 1.126%
6 6.031 804 811 825 rVB 122824 332618 11.77%  1.800%
7 6.757 920 930 943 rBV 201895 475221 16.82% 2.572%
8 8.647 1233 1240 1245 rBV 418857 663189 23.48% 3.589%
9 8.714 1248 1251 1265 rVB 80676 133161 4.71% 0.721%
10 10.055 1465 1471 1486 rBV 440498 595993 21.10% 3.225%
11 10.195 1489 1494 1499 rBV 133738 173286 6.13% 0.938%
12 10.299 1505 1511 1518 rBV 79815 112633 3.99% 0.610%
13 10.646 1562 1568 1581 rVB3 66516 126787 4.49%  0.686%
14 11.085 1634 1640 1651 rBV 363012 492438 17.43%  2.665%
15 11.311 1670 1677 1683 rBvV2 38459 55914 1.98% 0.303%
16 11.402 1683 1692 1696 rVWV 44257 86998 3.08% 0.471%
17 11.451 1696 1700 1712 rVB 33689 53256 1.89% ©0.288%
18 11.616 1718 1727 1735 rBV 41497 65322 2.31% 0.354%
19 11.750 1745 1749 1755 rVB 77414 98059 3.47% 0.531%
20 11.969 1776 1785 1788 rBV7 18609 32163 1.14% 0.174%
21 12.024 1788 1794 1800 rVV 532909 663819 23.50%  3.593%
22 12.085 1800 1804 1808 rVV 66409 85145 3.01% 0.461%
23 12.244 1823 1830 1837 rBV 516776 643396 22.78% 3.482%
24 12.317 1837 1842 1848 rVV2 41317 59962 2.12% 0.325%
25 12.414 1853 1858 1863 rVB 94141 116952 4.14% 0.633%
26 12.615 1885 1891 1894 rBV 53747 65776  2.33% 0.356%
27 12.701 1901 1905 1910 rBV3 16473 30401 1.08% 0.165%
28 12.756 1910 1914 1919 rVB3 28273 44455  1.57%  0.241%
29 12.920 1938 1941 1944 rVB 30183 32635 1.16% 0.177%
30 12.963 1944 1948 1954 rBV2 73763 102541 3.63% 0.555%
31 13.170 1974 1982 1986 rBV 73528 92491 3.27% 0.501%
32 13.292 1991 2002 2006 rVV2 164543 243225 8.61% 1.316%
33 13.341 2006 2010 2017 rVW 126108 154021 5.45% 0.834%
34 13.426 2017 2024 2029 rVB 137984 190716 6.75% 1.032%
35 13.585 2046 2050 2058 rVB5 16666 37161 1.32% 0.201%
36 13.676 2060 2065 2068 rBV2 19231 29040 1.03% 0.157%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

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 X\Method\82X072123W.M
Title : SW846 8260
37 13.774 2074 2081 2089 rBV 1328999 1668846 59.07% 9.032%
38 13.865 2090 2096 2101 rvV 88008 129517 4.58% ©.701%
39 13.926 2102 2106 2110 rVB3 22310 31355 1.11% 0.170%
40 14.072 2126 2130 2133 rBV2 33925 46968 1.66% 0.254%
41 14.146 2137 2142 2145 rVv3 22080 46733 1.65% ©.253%
42 14.219 2150 2154 2158 rBV2 71806 108291 3.83% 0.586%
43 14.261 2158 2161 2164 rVB 37253 45702 1.62% 0.247%
44 14.316 2164 2170 2176 rBV 86432 143650 5.09% ©.777%
45 14.371 2176 2179 2183 rVB2 29632 36339 1.29% 0.197%
46 14.524 2200 2204 2209 rW 23880 37005 1.31% 0.200%
47 14.597 2212 2216 2219 rVW 126018 166647 5.90% ©0.902%
48 14.633 2219 2222 2232 rVB 384270 509527 18.04% 2.758%
49 14.725 2233 2237 2240 rBV 23909 31109 1.10% 0.168%
50 14.780 2240 2246 2256 rVV 2208370 2824969 100.00% 15.288%
51 15.206 2307 2316 2320 rBV 173147 255377 9.04% 1.382%
52 15.255 2320 2324 2331 rW 33494 55521 1.97% 0.300%
53 15.347 2331 2339 2341 rW 94193 156547 5.54% 0.847%
54 15.371 2341 2343 2346 rVV 134380 181927 6.44%  ©.985%
55 15.408 2346 2349 2353 rVwV 95431 138662 4.91% ©.750%
56 15.475 2354 2360 2364 rVV 539925 856289 30.31% 4.634%
57 15.511 2364 2366 2371 rVW 152869 205910 7.29% 1.114%
58 15.578 2371 2377 2378 rVv2 70864 117705 4.17% ©.637%
59 15.615 2378 2383 2386 rVWW 733685 1200819 42.51% 6.499%
60 15.651 2386 2389 2396 rvV 373939 553035 19.58% 2.993%
61 15.737 2396 2403 2409 rVV3 51417 111750 3.96% ©.605%
62 15.810 2409 2415 2417 rW 163906 277019 9.81% 1.499%
63 15.834 2417 2419 2430 rVB 183381 300203 10.63% 1.625%
64 15.987 2438 2444 2454 rVB 100665 187353 6.63% 1.014%
65 16.090 2454 2461 2467 rVV 115061 205171 7.26% 1.110%
66 16.194 2469 2478 2484 rVV4 26119 63741 2.26% 0.345%
67 16.328 2484 2500 2506 rVV2 188681 431156 15.26% 2.333%
68 16.389 2506 2510 2520 rvv2 36036 92699 3.28% ©0.502%
69 16.474 2520 2524 2529 rvwv2 14834 29910 1.06% 0.162%
70 16.554 2529 2537 2540 rVV7 19929 49074 1.74% 0.266%
71 16.596 2540 2544 2549 rVvV 42429 81739 2.89% 0.442%
72 16.651 2549 2553 2555 rw 35591 59003 2.09% 0.319%
73 16.682 2555 2558 2570 rVB 49270 97398 3.45% ©.527%
Sum of corrected areas: 18477780
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX036829.D\data.ms
2000000
1500000
1000000
500000
.543 1
0 1.623 2.946 5.388 5,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\(TW
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
Abundance TIC: VX036829.D\data.ms
2000000
1500000
1000000
10.
500000 8.647 0.055 11.085
6.757
10.
. N 714 }@? 99 10646 11111081
— —— —— —— —— = — T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX036829.D\data.ms
14.780
2000000
1500000
13.774
1000000
12.0242.244
500000 14.633
13288426 14.597
. 646759, & BJL.%%jle;@,éaﬁé?ggﬁa%%@( ; 13586 /@ﬁﬂ 894.5744. 725 2
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 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_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.243  48.46 ug/l 643396 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Deltacyclene 118 C9H1e 007785-10-6 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
5 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
Abundance Scan 1830 (12.244 min): VX036829.D\data.ms (-1823) (- m/z 117.10 100.00%

117.1
5000
910 — —
39.0 63.0 12.00 12.50
RN \‘ i 134.1

et Ll L SS%S 0 myz 118010 55.95%

m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0

5000 T
12 OO 12.50
m/z 115.00 33.83%
|

39.0 58 0 91 0
T \]-\3 \O‘ T ‘\ T " T \ T ‘ “\‘ T \ ‘ T \ \ T \ T T T T ‘ T
m/z--> 20 40 60 100 120 140
Abundance #10184: Deltacyclene
117.0

12 00 12.50
39.0 910
65.0 ‘
S N P RO O R I | M
m/z--> 20 40 60 80 100 120 140
Abundance #10198: Benzene, cyclopropyl-
117.0 12.00 12.50

m/z 63.00 8.35%

5000 910
39.0 65.0 }\
\ Ll I L \ [y :

m/z--> 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\VX080723\
Data File : VX@36829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
. SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzocycloheptatriene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.633  38.38 ug/l 509527 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91

4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10

004453-90-1 91
002443-46-1 50

Abundance Scan 2222 (14.633 min): VX036829.D\data.ms (-2219) (- m/z 142.05 100.00%
1

142.
5000
115.0 A
s —
63.0 890 14.50 15.00
39.1 -
oty 1611 1904 g 140 65 84.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — jk‘ —
115.0 14.50 15.00
m/z 115.00  35.23%
390 299, 890 I
I 1l I L Ll n
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22143: Naphthalene, 2-methyl-
142.0
—— —
14.50 15.00
5000 ITI/Z 143.05 11.46%
115.0
390 290 890 I
I 1l ol ol il n
R TR B o L I e R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22141: Benzocycloheptatriene —— A
141.0 14.50 15.00
115.0 m/z 139.05 10.92%
5000
63.0 89.0
,"H“‘H‘MJNM‘wuw“dlw“wm““u‘“H“ : “An —
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.780 212.78 ug/l 2824970 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2246 (14.780 min): VX036829.D\data.ms (-2240) (- m/z 142.05 100.00%
142.1
5000 115.1 j\
—— —
63.0 14.50 15.00
30. 89.0
Ot bbb o 474020714/ 141 00 88.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 — ‘/L —
115.0 14.50 15.00
m/z 115.1@ 37.57%
‘\\\\‘\5\0\\“‘\7\1‘1\(\)‘\9\}2\\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
— —
14.50 15.00
m/z 143.05 11.56%
5000 115.0
30.0 939 890 I
L 1l 1N 1l
e A A e B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene —— A
141.0 14.50 15.00
115.0 m/z 139.00 11.43%
5000
63.0 890
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX@36829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Naphthalene, 2-ethenyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.206 19.24 ug/l 255377 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 94
2 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 91
3 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 53
4 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 49
5 Acenaphthene 154 C12H1e 000083-32-9 49

Abundance Scan 2316 (15.206 min): VX036829.D\data.ms (-2307) (- m/z 154.10 100.00%
154.1

5000
o — Al
51.0 ‘ 115.0 M 15.00 15.50
Ol gl 960 7104342 I 1913 0 p/7 153,05 39.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31485: Biphenyl
154.0
5000 — SEA
15.00 15.50
m/z 152.05 26.95%
76.0
5%0 Iy ‘\ 102.0 1 12\8'0 M
‘\\\\‘\\\\‘\\\H\‘\\\\[‘\\\\‘\H\\\‘\\‘f‘\\\\‘\\\\\
miz—> 20 40 60 80 100 120 140 160 180
Abundance #31490: Naphthalene, 2-ethenyl-
154.0
—— M
15.00 15.50
5000 m/z 76.0  14.51%
76.0 128.0
270 510 102.0 ) \M
R R s o
miz—> 20 40 60 80 100 120 140 160 180

Abundance #32338: 1-(2,2-Difluoroethenyl)-4-methylbenzene
154.0

T R
15.00 15.50
m/z 155.10  12.17%

5000 133.0

510 770 1040 ‘
| \“ | \‘m \H‘\ fm \M“\ ‘ | H

m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50

-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Naphthalene, 2,7-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.475 64.50 ug/1 856289 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2360 (15.475 min): VX036829.D\data.ms (-2354) (- m/z 156.10 100.00%
156.1

1151 LN
51.0 71-0 ‘ ‘ M 1662 15.50
bl bW 1882 7 141,05 72.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 ‘15\50‘
770 m/z 155.10 34.62%
’ 115.0
\\\‘2\7\'\0\“\5%\.?“1\\‘H“\\\\‘\\\‘\’\‘1‘\\‘i‘\\‘\H‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
15.50
5000 ITI/Z 115.05 16.23%
115.0
270 510 770 ‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl- =
156.0 15.50
m/z 128.05 15.80%
5000
77.0 115.0
51.0
BN o W NS Y Y OSSO Ja
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.615 90.45 ug/1l 1200820 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 2383 (15.615 min): VX036829.D\data.ms (-2378) (- m/z 156.10 100.00%

156.1
5000
115.0

4 i
15.50 16.00

77.0 ‘
39.0 .
0 m_Hu_m,‘hml“,mM‘u‘lh‘H‘mww,m%‘?‘g‘:‘?”H_W%%l‘a- m/z 141.65  86.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0|
5000

15.50 16.00
m/z 155.10  27.27%

76.0
\\\‘\‘\3\\9“-\0\“\ \"‘h‘\‘\“!h’\‘\‘\\l“:\L\O\[‘O\“!‘\\“‘HM‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0

15.50 16.00
5000 51.0 m/Z 115.00 20.66%
9.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl- = ==
156.0 15.50 16.00
m/z 128.05 15.76%
5000
77.0 115.0
39.0
e R Ras L A P =
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.652 41.66 ug/l 553035 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 2389 (15.651 min): VX036829.D\data.ms (-2386) (- m/z 156.10 100.00%

156.1
5000
o —
c10 770 1280 15.50 16.00
1021 J\ I M\ 207.2 p
et A L SD5S myz 141,05 61.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000
15.50 16.00
m/z 155.10 35.83%
27.0 SJT'O " 77\"0 11"5.0\\\ i M
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
15.50 16.00
5000 m/z 128.00  16.03%
280, 51\'0 | 71-0 11‘5-0\\\ 0l
\\\‘\\\\‘\\‘\\‘\\\‘\“\\‘\\‘\\\\‘\‘\\\‘\\‘\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl- T ==
156.0 15.50 16.00
m/z 153.05 14.36%
5000
115.0
Lo SO BTN ) P
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_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 1,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.810 20.87 ug/l 277019 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 2415 (15.810 min): VX036829.D\data.ms (-2409) (- m/z 141.05 100.00%

141.1
5000
— ——
391 17 o] m ( 15.50 16.00
m‘uu“u“m“J“N‘U‘mm 100 | I 177.1208.0 280« . 156 5  87.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
m/z 115.10 22.63%
390 76.0 ‘
\\\‘\H\“\\“\\"‘h\‘\HU“\\‘H‘H\\‘\‘U\\“\\M’\\H‘\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33136: Naphthalene, 1,4-dimethyl-
156.0
= 4
15.50 16.00
5000 ITI/Z 155.10 21.51%
115.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl- — —
156.0 15.50 16.00
m/z 128.00 16.04%
5000
115.0
00 710 T
S Y S S N A S
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.834  22.61 ug/1 300203 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93

Abundance Scan 2419 (15.834 min): VX036829.D\data.ms (-2417) (- m/z 156.10 100.00%
5

156.1
5000
115.1
63.0 ‘ ) 15.50 16.00
S iM‘ 1863 280 47 141.05  55.86%
miz--> 50 100 150 200 250
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 - L
15.50 16.00
m/z 155.10 29.38%
41.0 77.0 115.0
T T ‘\ ‘\‘ i“ \h‘\ ““\ T ‘ \‘\ H\ ‘i‘ “M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
— ——
15.50 16.00
5000 m/z 115.10 19.62%
115.0
77.0
E T
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl- P =5
156.0 15.50 16.00
m/z 152.05 16.42%
5000
770 115.0
39.0 '
- i‘ ‘\‘\ “MH\‘ " . “‘\“\‘ U ‘M‘ —— —
mlz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\

Data File : VX@36829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Hexa-2,4-diyn-1-ylbenzene

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.328 32.48 ug/l 431156  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 93
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 64
3 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 59
4 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 59
5 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50

Abundance Scan 2500 (16.328 min): VX036829.D\data.ms (-2484) (- m/z 153.00 100.00%
153.0
5000
76.1
39.0 115 16.0016.2016.4016.60
Orrrromt gl Rre 8L sz 154.10 93.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31489: Acenaphthene
154.0
5000 U B R R R
16.0016.2016.4016.60
76.0 m/z 152.05 47.50%
390 | 159 |
H‘HH‘HH‘HH‘HH‘HH‘HH’H \’\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31491: Naphthalene, 2-ethenyl-
153.0
R ABRAREREY
16.0016.2016.4016.60
5000 ITI/Z 76.10 21.22%
76.0
39.0 115.
A Ranaae
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene
153.0 16.0016.2016.4016.60
m/z 151.05 18.14%
5000
76.0 115.0
39.0 \M
O Aaamsna e R EEEE S EERasEE R
m/z--> 20 40 60 80 100120140160180200220240260280 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080723\
Data File : VX036829.D

Acqg On : 07 Aug 2023 11:54

Operator : JC/MD

Sample : 03815-01

Misc : 5.05g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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|
Indane 12.243 48.5 ug/l 643396 4 12.024 663819 50.0
Benzocyclohepta... 14.633 38.4 ug/l 509527 4 12.024 663819 50.0
1,4-Methanonaph... 14.780 212.8 wug/l 2824970 4 12.024 663819 50.0
Naphthalene, 2-... 15.206 19.2 wug/l 255377 4 12.024 663819 50.0
Naphthalene, 2,... 15.475 64.5 ug/l 856289 4 12.024 663819 50.0
Naphthalene, 2,... 15.615 90.5 ug/l 1200820 4 12.024 663819 50.0
Naphthalene, 2,... 15.652 41.7 wug/l 553035 4 12.024 663819 50.0
Naphthalene, 1,... 15.810 20.9 wug/l 277019 4 12.024 663819 50.0
Naphthalene, 1,... 15.834 22.6 ug/l 300203 4 12.024 663819 50.0
Hexa-2,4-diyn-1... 16.328 32.5 wug/l 431156 4 12.024 663819 50.0
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