LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100ulL/5.00mL/MSVOA_X/MEOH C-02-2021-05-24

ALS vial : 4 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\82X051921W.M

Title : SW846 8260

Signal : TIC: VX@22251.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.391 694 706 720 rBvV2 50362 145151 1.26% 0.349%
2 5.556 723 733 747 rVB2 79070 221367 1.92% 0.532%
3 5.958 790 799 814 rVB 64387 165742 1.44% 0.398%
4 6.763 921 931 945 rBV 141990 343364 2.98% 0.825%
5 8.653 1233 1241 1249 rBV 306244 482562 4.19% 1.159%
6 10.055 1465 1471 1478 rBV 304286 408150 3.54% 0.980%
7 10.195 1488 1494 1505 rBV 548110 706875 6.14%  1.698%
8 10.963 1614 1620 1628 rBV 103639 134092 1.16% 0.322%
9 11.085 1634 1640 1651 rVB 240414 308490 2.68% 0.741%
10 11.616 1722 1727 1734 rBV 159272 198899 1.73% 0.478%
11 11.756 1741 1750 1755 rBV 513355 662277 5.75% 1.590%
12 12.024 1789 1794 1800 rVB2 330838 443880 3.86% 1.066%
13 12.091 1800 1805 1810 rBV 217424 265442 2.31% 0.637%
14 12.244 1825 1830 1838 rBV 2396784 3050434 26.49% 7.325%
15 12.317 1838 1842 1848 rBV 119432 161925 1.41% 0.389%
16 12.414 1854 1858 1864 rBV 86972 115387 1.00% 0.277%
17 12.616 1886 1891 1895 rBV 273702 330432 2.87% 0.794%
18 12.701 1901 1905 1911 rBV 137064 213031 1.85% 0.512%
19 12.969 1945 1949 1954 rBV 142982 187861 1.63% 0.451%
20 13.176 1978 1982 1987 rVB 360936 421272 3.66% 1.012%
21 13.292 1998 2002 2007 rBv2 221702 291972  2.54% 0.701%
22 13.347 2007 2011 2017 rVV 515015 608777 5.29% 1.462%
23 13.426 2019 2024 2029 rVB 864980 1099782 9.55% 2.641%
24 13.548 2040 2044 2048 rBV 109031 136801 1.19% 0.329%
25 13.786 2074 2083 2089 rBV 8419632 11514323 100.00% 27.651%

26 13.871 2090 2097 2102 rVV 300912 424277 3.68% 1.019%
27 13.926 2102 2106 2111 rVB2 92874 125759 1.09% ©.302%
28 14.103 2132 2135 2137 rVV 134079 155776 1.35% ©.374%
29 14.134 2137 2140 2146 rVW2 75078 139878 1.21% ©0.336%
30 14.225 2150 2155 2158 rBV 186954 267325 2.32% 0.642%
31 14.323 2164 2171 2177 rBV 177530 297175 2.58% ©.714%
32 14.524 2200 2204 2211 rVB2 82823 122984 1.07%  0.295%
33 14.603 2212 2217 2219 rVWW 125176 168845 1.47% ©.405%
34 14.640 2219 2223 2233 rVB2 578365 828170  7.19%  1.989%
35 14.786 2241 2247 2257 rBV 4236477 5414162 47.02% 13.002%

36 15.213 2309 2317 2321 rBV 513330 701566  6.09%  1.685%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 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\82X051921W.M
Title : SW846 8260
37 15.377 2332 2344 2347 rBV2 410718 716202 6.22% 1.720%
38 15.414 2347 2350 2354 rVB 189704 251709 2.19% 0.604%
39 15.481 2355 2361 2366 rBV 1120572 1753022 15.22% 4.210%
40 15.621 2372 2384 2387 rBV 1296005 2171293 18.86% 5.214%
41 15.658 2387 2390 2395 rVB 446033 623985 5.42% 1.498%
42 15.841 2410 2420 2432 rVB 404386 1118069 9.71% 2.685%
43 15.993 2438 2445 2455 rVB 272419 465872 4.05% 1.119%
44 16.091 2455 2461 2468 rBV 185208 301726 2.62% 0.725%
45 16.200 2469 2479 2485 rVB2 90497 173723 1.51% 0.417%
46 16.334 2492 2501 2510 rBV2 975935 2074399 18.02%  4.982%
47 16.566 2530 2539 2541 rBV3 85839 179654 1.56% 0.431%
48 16.603 2541 2545 2550 rVwVW 121449 237352 2.06% 0.570%
49 16.664 2550 2555 2569 rVB2 118453 310648 2.70% 0.746%
Sum of corrected areas: 41641859
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
8000000

7000000

6000000
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3000000

2000000
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0

: M2520-02 10X
: 15.03g/5mL/100uL/5.00emL/MSVOA_X/MEOH
: 4

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\

: VX022251.D
: 28 May 2021 14:09

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VX022251.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 343.61 ug/l 3050430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 76
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 72
5 Deltacyclene 118 C9H10 007785-10-6 64
Abundance Scan 1830 (12.244 min): VX022251.D\data.ms (-1825) (-  m/z 117.10 100.00%
117.1
5000
91.1 T 1
39.0 63.1 ‘ 1915 12.00 12.50
ob bt Ll Il 982 /7 118,10 55.33%
miz-> 20 40 60 80 100 120 140
Abundance #8949: Indane
117.0
5000 e —
12.00 12.50
m/z 115.10  33.95%
39.0 sgp 91.0 ‘ /
\\]-\3\0‘\‘1\\“\\\\"‘\‘\7\4\‘\\\\\\\“‘\\\\‘\
miz--> 20 40 60 100 120 140
Abundance #8961:Benzene,21ﬂopenyh
117.0
12.00 12.50
m/z 91.10 18.13%
5000 91.0
39.0 65.0
S PV RTINS |
miz--> 20 40 60 80 100 120 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl- \ o ‘ (“Aﬂ%
117.0 12.00 12.50
m/z 63.10 9.41%
5000
91.0
390 580 ‘
S R - AR PR N . VUSO S § PPN
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\VX052921\
Data File : VX@22251.D

Acqg On : 28 May 2021 14:09

Operator JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Methylindene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.426 123.88 ug/l 1099780 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C10H10 002177-47-1 97
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 96
4 Benzene,l-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 96
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96

Abundance Scan 2024 (13.426 min): VX022251.D\data.ms (-2019) (-

m/z 115.10 100.00%

115.1
5000
.
51‘1 77.0 13.50
M,HH‘,H‘H MJWN? 9l 14721663 /7 130,05 98.10%
m/z--> 20 40 80 100 120 140 160
Abundance #13084:2-Methy“ndene
130.0
5000
1350
m/z 129.00 74.52%
0 | 70 w020
| | HH |
\\\’\\\\’\\\\’ T ‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\
m/z--> 20 40 80 100 120 140 160
Abundance #13092.1H4ndene,l4neﬂwh
130.0 J\k
\
1350
5000 m/z 128.00 37.07%
51.0
27.0 ‘ 77.0 102.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #13088: Benzene, 1-butynyl- ‘ ‘
115.0 13.50
m/z 127.10 17.39%
5000
63.0
89.0
150 220 L e
m/z--> 20 40 60 80 100 120 140 160 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Naphthalene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.640 93.29 ug/l 828170 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 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 Cl11H10 004453-90-1 90
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 59
Abundance Scan 2223 (14.640 min): VX022251.D\data.ms (-2219) (- m/z 142.15 100.00%
142.2
5000 115.1
R
63.1 . .
1 89.0
M Y P RO S - 1762 m/z 141.00 87.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 — AL —
115.0 14.50 15.00

m/z 115.10 38.08%
51.0 /1.0 89.0 H

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

Abundance #19232: Naphthalene, 1-methyl-
142.0
— —
14.50 15.00
m/z 143.15 13.03%
5000 115.0
300 030 890 I
I 1l I T mi il I
L e B B B A A I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19230: Benzocycloheptatriene
141.0 14.50 15.00
m/z 139.05 10.92%
5000
115.0

39.0 630 89.0
S T O P SRR I A SN W | W—
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\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.786 609.87 ug/l 5414160 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 90
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 72
Abundance Scan 2247 (14.786 min): VX022251.D\data.ms (-2241) (- m/z 142.20 100.00%
142.2
5000 115.1
o1 e
39.0 89.1 . .
Ol oot T 1722 2071 10 940 05 87.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 r— A —
115.0 14.50 15.00
m/z 115.10 40.84%
‘\\\\‘\5\0\\“‘\7\]‘1\(\)‘\9\}2\\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
— —
14.50 15.00
m/z 143.20 11.88%
5000 115.0
39.0 530 890 |
L 1l 1N 1l
A A B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14.50 15.00
m/z 139.05 11.73%
5000 115.0
39.0 630 ggp ‘
SNV PP PRSOU S BT S | W0 | S—
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\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Biphenyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.213 79.03 ug/l 701566 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 96
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 87
3 Acenaphthene 154 C12H10 000083-32-9 53
4 6-Cyanoquinoline 154 C1OH6N2 023395-72-4 50
5 1-(2,2-Difluoroethenyl)-4-methyl... 154 C9H8F2 1000305-64-2 42
Abundance Scan 2317 (15.213 min): VX022251.D\data.ms (-2309) (-  m/z 154.20 100.00%
154.2
5000
76.1 —— !
51‘.0 102.1 128.1 M 2072 15.00 15.50
0 bt et el 5 m/z 153.85  37.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27103: Bipheny
154.0
5000 e AL
15.00 15.50
m/z 152.00 26.01%
51.0 102.0 128.0
\\\\‘2\7\-(\)\"\\“{\“h\\w‘\‘\‘\\"\\\‘\‘\Hl\\“\\‘ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27113: Naphthalene, 2-ethenyl-
154.0
— o
15.00 15.50
5000 m/z 76.10 17.43%
76.0 128.0
27.0 517'0 il 102'0\ i \M
e LA o R o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27110: Acenaphthene —— e
154.0 15.00 15.50
m/z 155.15 12.84%
5000
76.0
270 SO | 980 1260 |
LA o B R — g
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\VX052921\
Data File : VX@22251.D

Acqg On : 28 May 2021 14:09

Operator JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 1-ethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.377 80.68 ug/l 716202 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 64
4 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 59

5 Benzaldehyde, 3-methoxy-4-(1-nap... 292 C19H1603 1000338-37-2 47

Abundance Scan 2344 (15.377 min): VX022251.D\data.ms (-2332) (-
141.2

m/z 141.20 100.00%

-

5000
115.1 — AL
63.1 15.00 15.50
39.1 89.1
20 a8 L Ll w1742 2070 156 00 43.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28467: Naphthalene, 1-ethyl-
141.0
5000 — AVRRS
15.00 15.50
115.0 m/z 115.10 24.98%

15.0 39.0 63.0 89.0

=

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28465: Naphthalene, 2-ethyl-
141.0
i P
15.00 15.50
5000 m/z 142.15  12.10%
115.0
1.0 76.0
Sl W PN 00 Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28762: 2-Thiophenecarboxylic acid, 5-ethyl- P .
141.0 15.00 15.50
m/z 128.05 10.94%
5000
45.0 111.0
‘ 77.0
\H‘\‘H\“‘\\‘\‘\”‘\H\‘”H“‘\‘\\‘1“\H‘\‘HH“M\H‘\“‘HH‘HH‘HH T L —
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\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.481 197.47 ug/1l 1753020 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 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 98
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 2361 (15.481 min): VX022251.D\data.ms (-2355) (-  m/z 156.15 100.00%
156.2

- M
1151 L .
11 Wl | 179.2 207.1 1550
b b L1792 2070 15 72 00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28488: Naphthalene, 2,6-dimethyl-
156.0
5000 C
15.50
115.0 m/z 155.20 32.99%
s T
\\\‘\\\\“\\\\‘1\‘\ ‘\\\\‘\\\\’\\‘\\’\\‘ ’\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28503: Naphthalene, 1,5-dimethyl-
156.0
L
15.50
5000 ITI/Z 115.10 16.96%
76.0 115.0
510
T od Y I W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28500: Naphthalene, 1,6-dimethyl- =
156.0 15.50
m/z 128.05 16.24%
5000
115.0
270 510, 77.0 ‘ |
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\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.621 244.58 ug/l 2171290 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, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 2384 (15.621 min): VX022251.D\data.ms (-2372) (-  m/z 156.15 100.00%

156.2
5000
1151 N ‘jxﬁ
511 760 At m 15.50 16.00
Ol o L4360 Jl 1880 17 141 20 90.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000 AL L
15.50 16.00
115.0 m/z 155.15  26.39%
76.0 ‘
51.0
\\\\‘2\7‘\.(\)\“\\“\\“‘M‘\‘\“U“\‘\‘\\"\\\}’\“!‘\\“‘\\M‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28495: Naphthalene, 1,3-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 23.10%
115.0
27.0 51.0 76.0 ‘ i‘
S ORI B - 0 A
miz-> 20 40 60 80 100 120 140 160 180
Abundance #28499: Naphthalene, 1,6-dimethyl- = —r=
156.0 15.50 16.00
m/z 128.05 17.94%
77.0 115.0
51.0
2o Sy el LAY s
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 1,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.841 125.94 ug/1l 1118070 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, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 2420 (15.841 min): VX022251.D\data.ms (-2410) (. m/z 156.20 100.00%
156

56.2
5000
1151
511 /6.0 ‘ ‘ 15.50 16.00
Obrrerdedcbe o b L1912 4 00 99.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
115.0 m/z 115.10 26.41%
76.0
270 510 |
\\\‘\‘\.\\“\\“\ \“‘M‘\‘\HU"\‘1‘\\“\\\}‘\“\‘\\“‘\\M‘\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28479: Naphthalene, 1,3-dimethyl-
141.0
4 — 4
15.50 16.00
5000 m/z 155.15  24.75%
115.0
51.0 /6.0 ‘
Sy O PN W O | A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28494: Naphthalene, 1,7-dimethyl- = —r—L
156.0 15.50 16.00
m/z 128.05 19.25%
77.0 115.0
H"399‘?%QVWHUW“H“‘Jw‘}gﬁp‘%““w““ A L
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Acenaphthene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.334 233.67 ug/l 2074400 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H10 000083-32-9 96
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 76
3 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
4 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 53
5 Biphenyl 154 C12H10 000092-52-4 43
Abundance Scan 2501 (16.334 min): VX022251.D\data.ms (-2492) (-  m/z 153.15 100.00%
153.2
5000
76.0
e RAEREENEEEs
16.0016.2016.4016.60
51.0 98.0 126.1
Ok oS80 2T L2073 ;154,20 94.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27111: Acenaphthene
154.0
5000 I RN RN R
76.0 16.0016.2016.4016.60
' m/z 152.15 47.58%
270 °10) || 980 1260 |
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27114: Naphthalene, 2-ethenyl-
153.0
16.0016.2016.4016.60
5000 ITI z 76.05 28.87%
76.0
51.0 126.0
o 0, | o000 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27117: 1,4-Ethenonaphthalene, 1,4-dihydro-
153.0 16.0016.2016.4016.60
m/z 151.15 17.65%
5000
76.0 128.0
B0 | | 1020
RmmaaEEE

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\VX052921\
Data File : VX022251.D

Acqg On : 28 May 2021 14:09

Operator : JC/MD

Sample : M2520-02 10X

Misc : 15.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indane 12.244 343.6 ug/l 3050430 4 12.024 443880 50.0
2-Methylindene 13.426 123.9 ug/l 1099780 4 12.024 443880 50.0
Naphthalene, 1-... 14.640 93.3 ug/l 828170 4 12.024 443880 50.0
1,4-Methanonaph... 14.786 609.9 ug/l 5414160 4 12.024 443880 50.0
Biphenyl 15.213 79.0 ug/l 701566 4 12.024 443880 50.0
Naphthalene, 1-. 15.377 80.7 wug/l 716202 4 12.024 443880 50.0
Naphthalene, 2,... 15.481 197.5 wug/l 1753020 4 12.024 443880 50.0
Naphthalene, 2,... 15.621 244.6 ug/l 2171290 4 12.024 443880 50.0
Naphthalene, 1,... 15.841 125.9 ug/l 1118070 4 12.024 443880 50.0
Acenaphthene 16.334 233.7 wug/l 2074400 4 12.024 443880 50.0
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