LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX029664.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.746 103 108 115 rBV 28539 39674 1.09% 0.222%
2 2.069 155 161 169 rBV 43397 62683 1.73% 0.350%
3 2.166 169 177 181 rW 26174 41629 1.15% 0.232%
4 2.215 181 185 194 rVB 43603 65734 1.81% 0.367%
5 4.306 519 528 540 rvB3 16018 45288 1.25% ©.253%

6 5.391 693 706 717 rBV3 136953 404023 11.15%
7 5.556 722 733 750 rVB 258688 741862 20.47%
8 5.958 789 799 819 rBV = 149973 394068 10.87%
9 6.245 828 846 858 rVB6 20175 82673 2.28%

6.763 922 931 952 rBV 386180 930957 25.69%

Vo NRBAN
N
[
e
R

11 8.653 1233 1241 1247 rBV 775634 1217825 33.60%
12 8.720 1247 1252 1263 rVB 343665 527535 14.55%
13 10.055 1461 1471 1482 rBV 773442 1066031 29.41%
14 10.195 1489 1494 1505 rBV 892746 1152487 31.80%
15 10.305 1506 1512 1524 rVB 2612575 3624500 100.00% 20.

oo uINnNO
O
Ul
w
B

16 10.646 1562 1568 1580 rVB 1096780 1459020 40.25%
17 10.963 1613 1620 1625 rBvV2 33298 42071 1.16%
18 11.085 1634 1640 1649 rBV 590068 782498 21.59%
19 11.305 1672 1676 1682 rVB 91260 114937 3.17%
20 11.378 1683 1688 1696 rVV 433765 757775 20.91%

PO PO
w
N
[
R

21 11.451 1696 1700 1707 rVB 252170 309913 8.55%
22 11.616 1721 1727 1739 rBV 198634 247596  6.83%
23 11.756 1744 1750 1756 rVB 898252 1136398 31.35%
24 12.024 1789 1794 1800 rBV 825579 995817 27.47%

RPUuoR R
w
IS
o)
R

25 12.091 1800 1805 1811 rVB 236957 294148 8.12% 643%
26 12.244 1825 1830 1838 rBV2 215466 317072 8.75% 1.771%
27 12.317 1838 1842 1849 rVB2 75638 110460 3.05% ©0.617%
28 12.530 1872 1877 1879 rBV 44053 55858 1.54% ©.312%
29 12.555 1879 1881 1886 rVB 38635 45326 1.25% 0.253%
30 12.616 1886 1891 1894 rBV 69638 83710 2.31% 0.467%
31 12.701 1900 1905 1914 rBV2 35550 52117 1.44% ©.291%
32 12.920 1937 1941 1945 rBV 39309 50753 1.40% 0.283%
33 12.963 1945 1948 1955 rVB 65928 77442 2.14% 0.432%
34 13.170 1975 1982 1986 rBV 42167 50447 1.39% 0.282%
35 13.292 1998 2002 2008 rVB2 84601 110521 3.05% ©0.617%

36 13.774 2076 2081 2092 rBV 236731 310315 8.56% 1.733%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X061822W.M
Title : SW846 8260

37 14.640 2218 2223 2229 rVB 54727 65969 1.82% 0.368%
38 14.780 2241 2246 2254 rBV 30896 38883 1.07% 0.217%

Sum of corrected areas: 17906015
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029664.D\data.ms
2500000

2000000
1500000
1000000

500000

5.556 5.058
5.391 .
1.746 2.068885 4.306 6.24%

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX029664.D\data.ms
2500000 10.805

2000000

1500000

10.646

1000000 10.19
8.653 10.055

Ot

11.085
500000 6.763 720 11.378
11.451
11.3
A

10.96
0 - T —— A

— — ‘ 7
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX029664.D\data.ms

2500000

2000000
1500000

1000000
11.756 12.024

500000

616 12.092 244 13.774

Wil || 1231%018a00 601229633 176292 ) 14.640780
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\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.378  38.05 ug/l 757775 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
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): VX029664.D\data.ms (-1683) (- m/z 105.10 100.00%

105.1
5000
120.1 j\
-

77.1 91.0
30.0 63.1 “ ‘ Al 11.00 11 50
O e e e e e e m/z 120.10 29.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 T ﬁu\'
120.0 11.00 11.50

m/z 91.05 11.67%

77.0 91.0
H\‘}ﬁvq“‘\H?%!?H‘ﬂ“H?%”9\“JM“‘WM“‘M‘l‘w“‘\H“\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0

o

11.00 11.50
5000 m/z 77.10 11.21%
120.0
91.0
. 150 390 63.0 77.0
R A RRARARasantEa L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 JL
Abundance #10727: Benzene, 1-ethyl-4-methyl- —
105.0 11.00 ll 50
m/z 106.10 8.90%
5000
120.0
79.0
20 80 | w0 | )
e R RRRRENRA = AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

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

Peak Number 2 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616  12.43 ug/l 247596  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 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1727 (11.616 min): VX029664.D\data.ms (-1721) (- m/z 105.10 100.00%

106.1
5000
120.2

77.1 91.0
39.1 63.1 \ ‘ I 11.50 12.000
Ottt et e m/z 120.20 31.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-

105.0

MA )\

5000 e
120.0 11.50 12.00

91.05 11.80%

77.0 91.0
150 390 630 0
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
105.0

11.50 12.00
5000 m/z 77.10 11.00%

o

120.0
79.0
39.0 65.0 92.0
oY N VNS NSNS O iAW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 [\
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 11 50 12 00
m/z 106.10 9.98%
5000
120.0
510 77.0 91.0 ‘
b0 S0e0 L L L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 14.77 ug/l 294148 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1805 (12.091 min): VX029664.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 120.2 /k
77.0 91.1 /\ | 5.2‘06 |
381 5110 64r0 ‘\\ ‘ ly ‘ | ‘\ . 9
Ot e e e e m/z 120.15 41.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
5000 120.0 . /\ ‘
12 00
770 m/z 77.05 11.12%
51.0 .
OH‘\\\\‘\2\\7\(‘)\\\\“\\\\‘\H}“ﬂ.‘\\‘\\\‘U‘HH“HH‘\Ml\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
L |
120.0 12 00
5000 m/z 91.10 10.56%
77.0
0 15.0 39.0 63.0 91.0
R R E o e e e e mana
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 12.00
m/z 119.20 9.38%
5000
120.0
39.0 77.0 91.0 /U\
O 280 L 830 L e AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244  15.92 ug/1 317072  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 59
5 Deltacyclene 118 C9H1e 007785-10-6 53
Abundance Scan 1830 (12.244 min): VX029664.D\data.ms (-1825) (- m/z 117.05 100.00%
117.1
5000
63.0 911 12.00 12.50
39.1 134.1 : :
oH‘HwH_m‘_m;mw‘wWHH‘,‘HH_m‘H_W:H,H m/z 118.10  56.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 e —
12.00 12.50
m/z 115.10  33.23%
390 630 OO
OH‘]_\\5\9\H\‘HH“\\\\‘H\\‘}‘\‘H‘\H\‘\\\\’HH‘HH‘H!\‘HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0 A\A
(U LV | SN
12.00 12.50
m/z 91.10 17.00%
5000 91.0
51.0
27.0 74.0
Otttk et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 12.00 12.50
m/z 119.10 9.80%
5000
91.0 WU\
10 580 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
: VX029664.D
: 21 Jun 2022 15:46

JC/MD

: N3286-08 50X
: 5.0mL/MSVOA_X/WATER
: 9 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M

. SW846 8260

: 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 o-Cymene

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.317 5.55 ug/1 110460 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 93
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1loH14 000933-98-2 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90

Abundance Scan 1842 (12.317 min): VX029664.D\data.ms (-1838) (- m/z 119.10 100.00%
119.1
91.0 i SURII.-
390 650 ‘ 12.00 12.50
O b el AL 1820 0y a5 10 35.67%
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000
12.00 12.50
91.0 m/z 134.20  35.39%
0 \1\5\-9\ T \‘\1‘:‘]‘"\0\ T \“6‘\5‘.\0\ \“‘ T ‘W\ \‘\w T \1\3?‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance
119.0
Mo A/\‘ A
12.00 12.50
5000 m/z 91.05 21.91%
91.0
ol 150 410 65.0 135.0
A e e A man B S
m/iz--> 20 40 60 80 100 120 140 M
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- J\/\{\ ‘ L /‘\m
119.0 12.00 12.50
m/z 77.05 11.27%
5000
91.0
s mo M
IR 0 NN 1 B SO | O V.1
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\VX062122\
Data File : VX@29664.D

Acqg On : 21 Jun 2022 15:46

Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 6 3-Phenylbut-1-ene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.292 5.55 ug/1 110521 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 83
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 81

Abundance Scan 2002 (13.292 min): VX029664.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
5000
132.2
91.1 A ~—=
391 65.1 ‘ ‘ | ) 13.00 13.50
bt wll 24720 135 20 35.82%
m/z--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 e Apoa
13.00 13.50
91.0 132.0 m/z 119.15  32.43%
390 50 ‘
0 \‘\‘\ T \“ T \“1‘\ |H‘\ T \M“ - “‘1‘\ T H‘ T \“\‘\ T
miz--> 20 40 60 80 100 120 140
Abundance
117.0 JM
e r N
1320 13.00 13.50
5000 91.0 ’ ITI/Z 115.10 30.87%
51.0
27.0
76.0
ol Ml e il ol W
miz--> 20 40 60 80 100 120 140 M /\
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- AV [LARA,
117.0 13.00 13.50
m/z 131.05  19.23%
5000 132.0
39.0 65.0 91.0 ‘ ‘
A U TN IR S Y WV A9 L WL
miz--> 20 40 60 80 100 120 140 13.00 13.50

82X061822W.M Wed Jun 22 12:31:51 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.774  15.58 ug/1 310315 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 78
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 72
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 58
Abundance Scan 2081 (13.774 min): VX029664.D\data.ms (-2076) (- m/z 128.05 100.00%
128.1
5000
1350  14.00
T | | 12.899
otk e e e e m/z 127.10 12.89%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13686: Naphthalene
128.0
5000 e ——
13.50 14.00
m/z 129.05 12.07%
10 g7, I
O ‘HH‘H“H’w\\HMHH"HH‘\ H‘HH’HH‘\\H’\H\‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance
128.0
MA e I
13.50 14.00
5000 m/z 102.10 9.06%
51.0
87.0
Obprrreprobe et e e e e e e

m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 | Aaa ——
128.0 13.50 14.00

m/z 126.10 7.34%

5000

51.0 91.0 | 156.0 206.0 246.0275.C

m/z--> 20 40 60 80 100120140160 180200220240 260 13.50 14.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062122\
Data File : VX029664.D

Acqg On : 21 Jun 2022 15:46
Operator : JC/MD

Sample : N3286-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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|
Benzene, 1l-ethy... 11.378 38.0 ug/l 757775 4 12.024 995817 50.0
Benzene, 1l-ethy... 11.616 12.4 ug/l 247596 4 12.024 995817 50.0
Benzene, 1,2,3-... 12.091 14.8 ug/l 294148 4 12.024 995817 50.0
Indane 12.244 15.9 ug/l 317072 4 12.024 995817 50.0
o-Cymene 12.317 5.5 ug/l 110460 4 12.024 995817 50.0
3-Phenylbut-1-ene 13.292 5.5 ug/l 110521 4 12.024 995817 50.0
Azulene 13.774 15.6 ug/l 310315 4 12.024 995817 50.0
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