LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS Vvial : 48 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@37045.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.385 693 705 720 rBV 92195 267320 9.36% 1.471%
2 5.550 720 732 747 rVB 148271 423736 14.84% 2.332%
3 5.952 787 798 807 rBV 96593 258008 9.03% 1.420%
4 6.037 807 812 828 rVB2 10557 29386 1.03% 0.162%
5 6.757 917 930 949 rBV 245824 591169 20.70%  3.253%
6 8.647 1234 1240 1250 rBV 525729 814524 28.52% 4.482%
7 10.055 1465 1471 1482 rBV 566378 771084 27.00%  4.243%
8 10.195 1488 1494 1504 rBV 192746 258999 9.07% 1.425%
9 10.299 1504 1511 1518 rVvV 70740 99372 3.48% 0.547%
10 10.640 1562 1567 1575 rBV 51251 69232 2.42% 0.381%
11 10.963 1614 1620 1628 rBV 44627 59443  2.08% 327%

12 11.079 1634 1639 1652 rBV 481610 622681 21.80%
13 11.378 1683 1688 1696 rVV 209149 403257 14.12%

OO NWO
N
=
o)
IS

14 11.451 1696 1700 1713 rVB 58688 86566 3.03% 476%
15 11.610 1721 1726 1734 rBV 42697 56007 1.96% 308%
16 11.750 1740 1749 1754 rBV 185676 234345 8.21%  1.290%
17 11.811 1754 1759 1765 rVB 28397 36270 1.27% ©.200%
18 11.969 1781 1785 1788 rBV 36087 40920 1.43% ©.225%
19 12.018 1788 1793 1799 rVV 626447 810120 28.37%  4.458%
20 12.085 1799 1804 1808 rVV 62724 77715 2.72% 0.428%
21 12.128 1808 1811 1816 rVB 25650 30606 1.07% ©.168%
22 12.244 1824 1830 1837 rBV 547878 714475 25.02%  3.932%
23 12.317 1837 1842 1848 rVV2 152867 197252 6.91% 1.086%
24 12.414 1853 1858 1863 rBv2 43736 69722 2.44%  ©.384%
25 12.555 1878 1881 1885 rVB 35671 44043 1.54% ©.242%
26 12.609 1885 1890 1894 rBV 148902 183298 6.42% 1.009%
27 12.695 1900 1904 1910 rBV2 44007 77875 2.73% 0.429%
28 12.750 1910 1913 1917 rVB 43232 49326 1.73% 0.271%
29 12.792 1917 1920 1924 rBV 35997 44853 1.57% 0.247%
30 12.920 1937 1941 1944 rVB 29597 33290 1.17% 0.183%
31 12.963 1944 1948 1953 rVB 70442 87175 3.05% ©.480%
32 13.164 1977 1981 1986 rVB 85922 109278 3.83% 0.601%
33 13.286 1992 2001 2006 rBV3 100470 187232 6.56% 1.030%
34 13.341 2006 2010 2014 rVB 199871 229983 8.05% 1.266%
35 13.420 2019 2023 2028 rVB 278921 358099 12.54% 1.971%
36 13.499 2033 2036 2039 rVvv2 30217 39231 1.37% 0.216%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS Vvial : 48 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 13.542 2039 2043 2047 rVWV 50378 74484  2.61% 0.410%
38 13.579 2047 2049 2057 rVwW2 17929 34963 1.22% 0.192%
39 13.676 2060 2065 2068 rVv2 18934 32746 1.15% 0.180%
40 13.774 2072 2081 2088 rVV 2251349 2855759 100.00% 15.716%
41 13.865 2088 2096 2100 rvv3 33133 81929 2.87% ©.451%
42 13.926 2102 2106 2111 rVB4 20972 33209 1.16% 0.183%
43 14.036 2120 2124 2127 rBV 26146 30498 1.07% 0.168%
44 14.097 2131 2134 2137 rW 60215 73662 2.58% 0.405%
45 14.133 2137 2140 2145 rVB2 33042 56967 1.99% ©.313%
46 14.219 2150 2154 2157 rVWv2 81831 115748 4.05% 0.637%
47 14.255 2157 2160 2164 rVWW2 41726 59379 2.08% ©.327%
48 14.316 2164 2170 2177 rW 83413 159546 5.59% 0.878%
49 14.408 2181 2185 2191 rVB 30101 40314 1.41% 0.222%
50 14.469 2191 2195 2200 rBV5 14274 29194 1.02% 0.161%
51 14.518 2200 2203 2210 rVvww2 41973 67147 2.35% ©.370%
52 14.597 2212 2216 2217 rW 24655 29847 1.05% 0.164%
53 14.633 2217 2222 2233 rVB 1263738 1551564 54.33% 8.539%
54 14.780 2240 2246 2259 rVB 1241404 1591517 55.73% 8.758%
55 15.206 2307 2316 2320 rBV 131731 187791 6.58% 1.033%
56 15.371 2331 2343 2347 rBV 335954 497394 17.42% 2.737%
57 15.475 2354 2360 2365 rBV 276684 432791 15.16% 2.382%
58 15.609 2377 2382 2386 rVV 342244 540162 18.91% 2.973%
59 15.645 2386 2388 2395 rVB 179142 240245 8.41% 1.322%
60 15.834 2409 2419 2423 rBV 89009 235962 8.26% 1.299%
61 15.987 2437 2444 2453 rVB 55440 103221 3.61% 0.568%
62 16.084 2453 2460 2467 rBV2 37177 65082 2.28% 0.358%
63 16.322 2491 2499 2509 rBV 231024 446367 15.63% 2.456%
64 16.651 2549 2553 2565 rVB3 15254 37951 1.33% 0.209%
Sum of corrected areas: 18171331
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 03975-04 10X
: 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH
. 48

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81623\

: VX@37045.D
: 17 Aug 2023 07:35

JC/MD

NEVINS-SB03-782-83

Sample Multiplier: 1

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

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

Abundance

2000000

1500000

1000000

500000

0

TIC: VX037045.D\data.ms

5.385-250

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

5.952
.037

Abundance

2000000

1500000

1000000

500000

TIC: VX037045.D\data.ms

8.647 10.055

0
Time-->

8.50 9.00 9.50 10.00

10.195

11.079
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/ﬁLo.299 10.640 10.96
T T S !

10.50

11.00
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Abundance

2000000

1500000

1000000

500000

o'

Time-->

13.420
11.750 317 12.609 13
018, 911.969855] 12 @AW@%@@%

TIC: VX037045.D\data.ms
13.y74

14.688780

12.018
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15.
15.206

609

645
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16.322
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13.50

T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\

Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator JC/MD

Sample : 03975-04 10X :
Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.378  24.89 ug/l 403257 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1688 (11.378 min): VX037045.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
77.0 11.00 11.50
%91 121.1 : .
o BT A 1sa9 0010 31.25%
miz--> 20 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T
11.00 11.50
m/z 91.00 12.46%
39.0 77.0
\‘\‘\ T \“ T \‘\5\9‘9‘\ T \““ T \‘} T “f“\ \]‘T“‘]-\.O\\\‘\\\\‘\
miz--> 20 80 100 120 140 160
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
1100 1150
5000 ITI z 77.00 11.96%
39.0 77.0
S - A . -
miz-> 20 80 100 120 140 160 ]\
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 1100 1150
m/z 106.00 8.64%
5000
79.0
0 w0 | | o L
miz--> 20 80 100 120 140 160  11.00 11,50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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 2 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.244 44.10 ug/l 714475 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
4 1,4:5,8-Dimethanobiphenylene, 1,... 184 C14H16 001624-13-1 64
5 Deltacyclene 118 C9H1e 007785-10-6 58

Abundance Scan 1830 (12.244 min): VX037045.D\data.ms (-1824) (- m/z 117.10 100.00%

117.1
5000
91.1 m

39.0 630 12.00 12.50

kb e ol 1880166108 10 55.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 - —
12.00 12.50
39.0 580 91.0 m/z 115.05 34.65%
m/z--> 20 40 60 100 120 140 160
Abundance #10192.Benzene,24nopenyh
117.0
12.00 12.50
m/z 91.10 20.10%
5000 91.0
39.0 65.0
H““H“‘JMH““W‘JJ‘ﬂ“ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10195: Benzene, cyclopropyl-
117.0 12.00 12.50

m/z 119.10  16.69%

5000
91.0
51.0 ‘
o 73-@Lu

m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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 2-Methylindene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.420 22.10 ug/l 358099 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 94

Abundance Scan 2023 (13.420 min): VX037045.D\data.ms (-2019) (- m/z 130.00 100.00%
30.

130.0
5000
A A

51.0 77.0 1021 13.50

e il 14803671 ) gi5 65 0443

m/z--> 20 40 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0

5000 T
13.50
m/z 129.00 79.91%
51.0
280 | 770 1020
il L I mn | n I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15031: 1H-Indene, 1-methyl-
130.0 AJ&A
Py
13.50
5000 m/z 128.05 37.89%
51.0
o ") o w0
[ ol . |
el e b
m/z--> 20 40 60 80 100 120 140 160
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- P
130.0 13.50

m/z 127.05  18.35%

5000

51.0
77.0 102.0
210 | e 20

P
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.774 176.26 ug/1 2855760 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 64
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 53
Abundance Scan 2081 (13.774 min): VX037045.D\data.ms (-2072) (- m/z 128.00 100.00%
128.0
5000 /L
102.0 ‘13‘50‘ EI.4‘0(5
51.0 74, . . .
0 ""‘W"W‘,M"WP‘u“‘ﬂ“““m“}4§4n%552 m/z 127.05 13.17%
miz--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 A ——
13.50 14.00
m/z 129.05 11.19%
‘\\\\‘\E)\]“.\'O\’W\??}.“c‘)\\\]\-(T“z\-\o\\‘\‘H\\‘\\\\‘\\\
m/z--> 20 0 80 100 120 140 160
Abundance #13688: 1H-Indene, 1-methylene-
128.0 AAJLA
AU | W
13.50 14.00
5000 m/z 102.00 9.69%
51.0
‘ 75.0 102.0 ‘
‘\\\\“\\‘1\,‘H\\M‘\\H“‘HH‘\HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160
Abundance #13678: Azulene A —
128.0 13.50 14.00
m/z 126.05 7.35%
5000 K
102.0
51.0
280 o e — ——
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.633 95.76 ug/l 1551560 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 2222 (14.633 min): VX037045.D\data.ms (-2217) (- | m/z 142.05 100.00%
142.1
5000
115.0 N
63.0 890 14 50 15 OO
39.0
Oy bt e M 2070 s 141 00 84.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.00  37.24%
39.0 929 890 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14 50 15 OO
143.05 12.01%
5000 115.0
390, 030, 890 |
I il IR T |
e B A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene
141.0 14.50 15.00
m/z 139.05 11.24%
5000
115.0
39.0 630 89.0
Y i R N S
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780  98.23 ug/l 1591520 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): VX037045.D\data.ms (-2240) (- m/z 142.05 100.00%
142.1
5000 115.1 N
63.0 8§90 14 50 15 OO
O oo e el Al 18502070 o141 05 89.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
115.0 14 50 15 00
m/z 115.10  38.52%
‘\\\\‘\5\0\\“‘\7\]“.\(\)‘\9\2\\‘\\\\‘\\\\“‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14 50 15 OO
m/z 143.00 11.52%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene
141.0 14.50 15.00
115.0 m/z 139.00 11.45%
5000
63.0 89 0
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.371 30.70 ug/l 497394  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 95
3 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 64
4 2,4-Difluoromesitylene 156 C9H10F2 000392-61-0 59
5 7-Methyl-trans-8-thiabicyclo[4.3... 156 C9H16S 060133-10-0 50
Abundance Scan 2343 (15.371 min): VX037045.D\data.ms (-2331) (- m/z 141.05 100.00%
141.1
w M
115.1 — v
15.00 15.50
51.0 76.0
Ol oy b Sl b ol 1743 2083y 156 05 44.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 — A
15.00 15.50
115.0 m/z 115.05 24.47%
51.0 76.0 |
\\\‘\\\\‘\\“\\“h\\“U“\\\\‘\\\\‘\“!\\“\\‘U‘\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
== =
15.00 15.50
5000 m/z 142.05 11.46%
115.0
150 390 630 89.0 “ . ‘ Il
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33487: 2-Thiophenecarboxylic acid, 5-ethyl- == =
141.0 15.00 15.50
m/z 128.00 11.17%
5000
111.0
‘ 77.0
\\\‘\\\\“\\‘\‘\‘\H\“\\‘\\\\‘\\\‘\‘\\\\‘h\\\\‘\\\\‘\\\\‘\\\\ ‘ T T ‘ T
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_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.475 26.71 ug/1 432791 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 2360 (15.475 min): VX037045.D\data.ms (-2354) (- m/z 156.10 100.00%
156.1
M
39.0 77.0 1151 ) 15.50
0 : et 28 m/z 141,05 70.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
5000 UL
15.50
m/z 155.10  33.39%
77.0 115.0
39.0
‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
15.50
5000 m/z 115.10 16.12%
77.0 115.0
S N O Y | —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33165: Naphthalene, 1,5-dimethyl- =
156.0 15.50
m/z 128.00  14.82%
5000
770 1150
1 e v 1 Vs
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.609  33.34 ug/l 540162 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, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 2382 (15.609 min): VX037045.D\data.ms (-2377) (- m/z 156.05 100.00%
156.1
5000
1151
77.0 ‘ 15.50 16.00
51.0
"‘_Hu_uhW‘HmU‘_wwum‘u‘“hh“AM‘W}?Q-‘?HH m/z 141.05 91.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
115.0 m/z 155.05 28.57%
76.0
27.051‘OIM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
15.50 16.00
5000 510 m/z 115.10  20.57%
770 115.0
Ty
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl- = —
156.0 15.50 16.00
m/z 128.05 16.85%
h J\me
115.0
77.0
L OO ROV ) ILC RV W/
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\VX081623\
Data File : VX@37045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH NEVINS-SB03-282-83

ALS vial : 48 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 1,4-Ethenonaphthalene, 1,4-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.322  27.55 ug/1 446367 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 93
2 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 72
3 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 64
4 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 59
5 Biphenyl 154 C12H1e 000092-52-4 52
Abundance Scan 2499 (16.322 min): VX037045.D\data.ms (-2491) (| m/z 153.00 100.00%
153.0
5000
e o6 sac sy
51.0 979 126.0 W OULb.2UL6.40L6.
bbbt S 2070 /7 154,05 94.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31489: Acenaphthene
154.0
5000 T[T T T T T T T T[T
16.0016.2016.4016.60
76.0 m/z 152.05 47.14%
27.0 510“ J 102.0126.0 LM
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31495: 1,4-Ethenonaphthalene, 1,4-dihydro-
158.0
R ARAREERE SR
16.0016.2016.4016.60
5000 m/z 76.00 23.09%
76.0 128.0
39.0 “‘ 102.0 “
AT o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31491: Naphthalene, 2-ethenyl-
153.0 16.0016.2016.401.6.60
m/z 151.05 17.30%
5000
76.0
51 0 126 0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081623\
Data File : VX037045.D

Acqg On : 17 Aug 2023 07:35

Operator : JC/MD

Sample : 03975-04 10X

Misc : 6.31g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 48 Sample Multiplier: 1

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

Standard--- |
Resp Conc|

810120
810120
810120
810120
810120
810120
810120
810120
810120

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

NEVINS-SB03-782-83

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
| --Internal
TIC Top Hit name RT EstConc Units Response |# RT
Benzene, 1l-ethy... 11.378 24.9 ug/l 403257 4 12.024
Indane 12.244 44.1 ug/l 714475 4 12.024
2-Methylindene 13.420 22.1 wug/l 358099 4 12.024
Azulene 13.774 176.3 ug/l 2855760 4 12.024
Benzocyclohepta... 14.633 95.8 wug/l 1551560 4 12.024
1,4-Methanonaph... 14.780 98.2 ug/l 1591520 4 12.024
Naphthalene, 2-... 15.371 30.7 ug/l 497394 4 12.024
Naphthalene, 1,... 15.475 26.7 ug/l 432791 4 12.024
Naphthalene, 2,... 15.609 33.3 ug/l 540162 4 12.024
1,4-Ethenonapht... 16.322 27.6 ug/l 446367 4 12.024
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