Data Path :

Data File
Acq On
Operator
Sample
Misc
ALS Vial

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VvX041422\

T VX028107.D
: 14 Apr 2022 15:14
= JC/MD

= N2403-06
= 5.0mL/MSVOA_X/WATER
14

Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing :
o1

Sampling
Start Thrs: 0.2

Stop Thrs :

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

ON

0

Peak separation: 5

Filtering: 5

Min Area:

Max Peaks: 100

Peak Location: TOP

LSC Area Percent Report

3 % of largest Peak

Method = Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W .M

Title - SW846 8260

Signal : TIC: VX028107.D\data.ms

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

# min scan scan scan TY height area % max. total

1 1.745 103 108 120 rVB 3540234 4834526 3.65% 0.753%

2 1.953 137 142 156 rVB 2630916 3645009 2.75% 0.568%

3 2.825 280 285 289 rVW 1087207 1898127 1.43% 0.296%

4 3.105 320 331 351 rVB 1081375 2446544 1.85% 0.381%

5 3.446 377 387 399 rBV 867721 1898184 1.43% 0.296%

6 4.306 518 528 541 rVB 2411943 6825937 5.15% 1.063%

7 5.196 645 674 690 rBV 389265 1407458 1.06% 0.219%

8 5.477 711 720 730 rBV3 1167821 3948463 2.98% 0.615%

9 5.830 765 778 791 rBv4 433103 1364584 1.03% 0.213%
10 6.165 820 833 843 rBv4 2928900 1378127 1.04% 0.215%
11 7.385 1019 1033 1044 rBV3 1641683 4120623 3.11% 0.642%
12 8.653 1236 1241 1246 rVB 942459 1486707 1.12% 0.232%
13 8.720 1246 1252 1258 rBV 1678138 2550609 1.93% 0.397%
14 10.055 1461 1471 1476 rBV 944511 1377296 1.04% 0.214%
15 10.207 1489 1496 1501 rVB 41103017 58945494 44.50% 9.180%
16 10-323 1506 1515 1520 rBV2 66945008 132462247 100.00% 20.630%
17 10.652 1563 1569 1574 rVB 42969507 58050552 43.82% 9.041%
18 10.963 1613 1620 1628 rVB 4012972 4949203 3.74% 0.771%
19 11.085 1635 1640 1645 rVB 1167055 1435135 1.08% 0.224%
20 11.311 1668 1677 1682 rBvV 8601495 10686484 8.07% 1.664%
21 11.384 1683 1689 1697 rBV 27531048 56180937 42.41% 8.750%
22 11.457 1697 1701 1706 rVB 14244092 16786970 12.67% 2.614%
23 11.616 1722 1727 1735 rVB 18053386 22940248 17.32% 3.573%
24 11.762 1745 1751 1756 rBV2 57766256 80162805 60.52% 12.484%
25 12.024 1789 1794 1799 rVB2 1923156 2530654 1.91% 0.394%
26 12.091 1799 1805 1810 rBV 20344706 25432291 19.20% 3.961%
27 12.250 1825 1831 1838 rBv2 22286200 30669619 23.15% 4.776%
28 12.323 1838 1843 1849 rVB3 4479971 6798361 5.13% 1.059%
29 12.414 1852 1858 1862 rBvV 2863813 3608649 2.72% 0.562%
30 12.463 1862 1866 1872 rVB 1584076 2095278 1.58% 0.326%
31 12.536 1872 1878 1880 rBV 3714174 5170121 3.90% 0.805%
32 12.555 1880 1881 1886 rVB 3168777 3076894 2.32% 0.479%
33 12.615 1886 1891 1894 rBvV 5922787 6997547 5.28%  1.090%
34 12.646 1894 1896 1901 rVB 1472185 1661111 1.25% 0.259%
35 12.701 1901 1905 1913 rBV2 4762753 6387617 4.82% 0.995%
82X041222W_.M Sat Apr 23 05:27:28 2022

Page:

1



Data Path :

Data File

Acq On

Operator

Sample

Misc
ALS Vial

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VvX041422\

T VX028107.D
: 14 Apr 2022 15:14
= JC/MD

= N2403-06
= 5.0mL/MSVOA_X/WATER
14

Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing :
o1

Sampling
Start Thrs: 0.2
Stop Thrs - O

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

ON

Peak separation: 5

Method

Title

36
37
38
39
40

41
42
43
44
45

12.
12.
12.
13.
13.

13.
13.
13.
14.
14.

853
926
963
170
292

426
780
871
640
780

1924
1934
1945
1978
1998

2019
2074
2091
2219
2241

1930
1942
1948
1982
2002

2024
2082
2097
2223
2246

1934
1945
1954
1987
2007

2030
2091
2102
2233
2256

Sum

rVB
rBv
rVB
rVB
rvB2

rvB
rBv
rvB
rvB
rvB

of corrected areas:

1530888
3101831
4732120
4691562
8332748

1988306
17753395
1188777
5728126
3586188

82X041222W.M Sat Apr 23 05:27:28 2022

Filtering: 5

Min Area:

Max Peaks: 100

Peak Location: TOP

= Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W .M
- SW846 8260

2003654 1.51%
3808185 2.87%
5415860 4.09%
5409564  4.08%
10838712 8.18%
2503957  1.89%
23091055 17.43%
1477211 1.12%
6914660 5.22%
4427309  3.34%
642100578

LSC Area Percent Report

3 % of largest Peak

0.312%
0.593%
0.843%
0.842%
1.688%

0.390%
3.596%
0.230%
1.077%
0.690%
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041422\
VX028107.D

14 Apr 2022 15:14

JC/MD

N2403-06

5.0mL/MSVOA_X/WATER

14  Sample Multiplier: 1

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6e+07

5e+07

4e+07

3e+07

2e+07

le+07

TIC: VX028107.D\data.ms

4.306

1.745
1.953 2.825 3.105 3.446 5196 5477 5830 6.165

0
Time-->
Abundance

6e+07

5e+07

4e+07

3e+07

2e+07

le+07

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
TIC: VX028107.D\data.ms
fa23

10.207|

10.

10.652

11.384

457

11.3
10.963
8.8520 10.05 J11.085

0
Time-->
Abundance

6e+07

5e+07

4e+07

3e+07

2e+Q.

le+07

8.50 9.00 9.50 10.00 10.50 11.00
TIC: VX028107.D\data.ms

11.762

.250

e

12.09

616 13.780

13 292

14.64

oo

12.0 3.426

Time-->

82X041222W_M Sat Apr 23 05:27:28 2022

T T T A‘/\
12.00

12. 50 13 OO 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\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 Benzene, 1-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.384 1110.01 ug/I 56180900 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 86
Abundance Scan 1689 (11.384 min): VX028107.D\data.ms (-1683) () m/z 105.10 100.00%
105.1
5000
/\‘ T T ‘ T
‘ ‘ | 11.00 11.50
G\H‘HH‘\\“P\““\‘H\“H‘l\‘\‘\\‘\H“\\\\?\\2\\‘]\-\7\3\‘\9\\2\9\6\%\H\‘HH‘\%?‘]\-\O m/Z 120.05 51.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 M
5000 /‘\ T ‘[\‘
11.00 11.50
m/z 91.05 21.72%
290,740 |
l Ll
\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80100120140160180200220240260280
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
\
11.00 1150
5000 m/z 76.95 19.53%
39.0
\H‘\‘\H“‘\\“H‘HH“H‘H‘\‘\H‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10692: Mesitylene A
105.0 11.00 1150
m/z 106.05 16.19%
5000
51.0 f\f\ f\
Lo ‘H‘ Il H‘ : A

m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
82X041222W.M Sat Apr 23 05:27:29 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.616 453.25 ug/I 22940200 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1727 (11.616 min): VX028107.D\data.ms (-1722) () m/z 105.10 100.00%
105.1
5000
T ‘ T T ‘ T
65. 0‘ ‘ 11.50 12.00
G\H‘\3\§h9\“\\‘\‘H\“‘HH‘H\\‘\““\H\8‘\:\I-H1‘\6\9H:=-\\\2\9\7\9\\\\‘\\\\‘\%5‘]\-\0 m/Z 120 10 41 77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000
11 50 12 OO
39.0 m/z 91.00 16.03%
\H‘\‘\H‘i‘\\“”\”“‘Zﬂ\LP\“}\‘M\\‘\“‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
11 50 12 OO
5000 m/z 77.00 15.02%
39.0
\H‘\‘\H“‘H“H‘HH“OH‘H‘\‘\H“‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 11 50 12 OO
m/z 106.10 12.65%
5000 /\
\\\2‘\7\9“\\“\\‘\\\\“‘
m/z--> 20 40 60 80 100120140160180200220240260280 11 50 12 OO

82X041222W_M Sat Apr 23 05:27:30 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 4 Benzeneethanol, _beta.-ethe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.250 605.96 ug/I 30669600 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneethanol, _beta.-ethenyl- 148 C10H120 006052-63-7 72
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
3 Indane 118 C9H10 000496-11-7 70
4 Benzene, cyclopropyl- 118 C9OH10 000873-49-4 70
5 Benzene, 1-ethenyl-2-methyl- 118 C9OH10 000611-15-4 70
Abundance Scan 1831 (12.250 min): VX028107.D\data.ms (-1825) () m/z 117.05 100.00%
117.1
5000 A
/\ T ‘ T T ‘ T T
63.0 ‘ ‘ 12.00 12.50
0 \H‘H\\“\\“i\““i‘\\”\h‘\‘\“h“‘\‘\\!‘\H;l\-ﬂ?\'guu‘\\\2\9\\7\.\1‘\\H‘H\\‘\%g‘]\"\l m/Z 118.10 67-83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
5000 Ao —
12.00 12.50
m/z 115.05 42.99%
390 770 | | 1480
\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10192: Benzene, 2-propenyl-
117.0 A A
T ‘/\/\\A T T ‘ T T
12.00 12.50
5000 m/z 91.00 21.38%
65.0
\H‘H\\““\\“}\““\‘H‘\H‘HM\“‘H\H\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280 A IL
Abundance #10181: Indane I ﬂw ‘ A‘
117.0 12.00 12.50
m/z 119.05 16.72%
5000
63.0
27'0\ L L \‘ ‘\ ‘/\‘A/‘\ AA [U\

m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
82X041222W.M Sat Apr 23 05:27:31 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.616 138.26 ug/I 6997550 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 1891 (12.615 min

:VX028107.D\data.ms (-1886) (-)

m/z 119.05 100.00%

119.1
5000 f\ j\
T LI
39.0 77.0‘ 00 12.50 13.00
0 T & “ iy ‘”\ T ‘M‘\ ‘H L \1‘56\3\ T 7\]\- I 2\8\1\0 m/z 134.00 31.60%
miz—-> 0 50 100 150 200 250
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 A[\
5000 /\\/\‘ T \/\ ——
12.50 13.00
770 m/z 91.00 16.51%
390 | ‘ ‘
T L ‘\‘ i‘” \M\ ‘H\ 2 ‘““\“H L A B e
miz—-> 0 50 100 150 200 250
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
e A
L L
12.50 13.00
5000 m/z 120.05  10.56%
39.0 77'0‘ ‘
T b ‘\‘. i‘” \H\ ‘H\ T ‘““\‘H L B By
m/z--> 0 50 100 150 200 250
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 12.50 13.00
m/z 117.05 9.27%
5000
39.0 77.0 J\
2‘0\ T ‘\ ‘\‘ “‘ ok ‘”\ \‘ ‘M T N‘l T St B B B f L s B B
miz--> 0 50 100 150 200 250 12,50 13.00

82X041222W_M Sat Apr 23 05:27:32 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 6 Indan, l-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.701 126.21 ug/I 6387620 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 90
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
Abundance Scan 1905 (12.701 min): VX028107.D\data.ms (-1901) () m/z 117.00 100.00%
117.0
5000 /\ /\
1250 1300
39.1 77.0 : :
G\H‘HH‘H‘H“‘}‘H\‘H‘H‘HH“‘\M\\‘\\H‘\\H]‘-g\o\‘g\\\\‘HH‘HH‘\%?‘]\-\O m/Z 115.00 33.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16104: Indan, 1-methyl-
117.0
5000 j\ T T /\k\ \/\j\‘ \“/\\
12.50 13.00
m/z 132.05 30.04%
20,750 )
\H‘HH‘HH‘MH\‘HH‘HH‘\P\‘\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80100120140160180200220240260280
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
T ‘ T T ‘ T
12.50 13.00
5000 m/z 91.00 13.88%
39.0 77‘ 0 H
IR AT l
\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
11v.0 12.50 13.00
m/z 118.10 10.52%
5000
65.0
\\\2‘\7\9“\\‘\‘\“}‘H\H‘\H\‘W‘\\U‘\”‘\‘\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\\ T T T ‘ T
m/z--> 20 40 60 80100120140160180200220240260280 12.50 13.00

82X041222W.M Sat Apr 23 05:27:32 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.963 107.01 ug/I 5415860 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 96
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
5 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 1948 (12.963 min): VX028107.D\data.ms (-1945) (-) m/z 119.10 100.00%
119.1
5000
91 O \/\ \/\\ ‘ T T fA T
390 650 | il 141.0 208.0 1300
G\\\‘\\\\“‘\\‘\‘\“\“\\\‘H‘\\\\‘W\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/Z 134-05 47-37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 \ \/\ \/\\ ‘ T T A\ T
13.00
m/z 91.00 16.13%
41.0 65.0 910
%I-ﬁ‘o\\\\“‘\\‘\\‘\\\\“\\\\‘\\\‘\‘l\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
13.00
5000 m/z 120.05 10.48%
91.0
39.0 65.0
\\\?\\\\“‘\\\\“\‘\\\“\\\\‘\\\Ul\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 J J
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- e
119.0 13.00
m/z 133.05 8.68%
5000
91.0
39.0 65.0 ‘
%I-ﬁ‘\‘}\\“‘\\‘\\‘\\\\”‘\\\\‘m\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 8 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.170 106.88 ug/I 5409560 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 87
Abundance Scan 1982 (13.170 min): VX028107.D\data.ms (-1978) () m/z 117.05 100.00%
117.1
5000
1300 1350
391 77.0 : :
G \H‘HH“H“H“U\H“‘H‘H‘w‘\U‘\‘ \‘1\52.‘?\\\‘\\\\z‘o\ﬁl\o‘\\\\‘\\\\‘\%g‘]\“\l m/Z 132-05 40-13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 T ‘/\ T
13.00 13.50
m/z 115.00 27.32%
390 77\'0 |
PR U R N Y R ull
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 m/z 131.05 19.92%
39.0 77.0 ‘
\H‘\‘\H“H“”\“‘U\H“‘H“H‘W\\U‘\‘ \‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
11v.0 13.00 13.50
m/z 91.00 12.85%
5000
39.0 770 ‘
\H‘\‘\H““\\“”\“‘U\H“‘H“H‘“\‘\\U‘\‘U\‘\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\\ T T T /‘\/\/\\/
m/z--> 20 40 60 80100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 9 Benzene, 2-ethenyl-1,3-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.292 214.15 ug/I 10838700 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 91
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
Abundance Scan 2002 (13.292 min): VX028107.D\data.ms (-1998) () m/z 117.10 100.00%
117.1
5000
T ‘ T T ‘ T
391 77.0 ‘il 13.00 13.50
O—— ‘\ i‘” \‘m\ ‘h\ I ‘”“\ ‘} ‘Hi \47‘0\ T ]\-9\1‘0\ I \2\8\0\9 m/Z 132.05 39-39%
m/z--> 50 100 150 200 250
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
5000 T ‘/\\ T
13.00 13.50
m/z 115.00 30.23%
66.0
\27‘\.0‘\‘ i‘” ‘\“H “”\ it ‘m‘\ \‘Hi‘\ L B B Bt B B
m/z--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 AA
T ‘ T T ‘ T
13.00 13.50
5000 m/z 119.10 29_.95%
39\'0\ \\77\.0
I Ll i wll
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 A J
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- e ey
117.0 13.00 13.50
m/z 131.05 18.89%
5000
%, o | Il
L i‘m ‘H‘ . $7u0 Il Al /\‘ P it

miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VXx041422\
Data File : VX028107.D

Acq On : 14 Apr 2022 15:14

Operator : JC/MD

Sample = N2403-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEMI\MSVOA_X\Method\82X041222W .M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 10 1,4-Methanonaphthalene, 1,4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.640 136.62 ug/I 6914660 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 2223 (14.640 min): VX028107.D\data.ms (-2219) () m/z 142_.05 100.00%
142.1
5000
l ko 100
63.0 113.0 . .
G ‘HH“\\HH““\\I‘\H\‘\‘\‘H‘\H‘}‘\‘\HHH\\‘:!-7\4\.‘.\4.\\?‘0\\7\.\1‘\\\\‘\\\\‘\\2\\8‘2\.\:!- m/Z 141.05 85.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— ——
14.50 15.00
m/z 115.00 34.22%
390 10 1130 |
‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
T ‘ T T ‘ T
14.50 15.00
5000 m/z 143.05 11.76%
‘H.H“\\“\?ﬁ.ﬁ”\‘\‘\‘H‘]-\:!-\‘}"O\H\“HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- R o
141.0 14.50 15.00
m/z 139.00 11.43%
5000
63.0
27'0\ i \‘\ T 113.0 H

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
82X041222W.M Sat Apr 23 05:27:34 2022
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX041422\
Data File : VX028107.D

Acq On 14 Apr 2022 15:14
Operator : JC/MD

Sample = N2403-06

Misc = 5.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEMI\MSVOA X\Method\82X041222W.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, l-ethy... 11.384 1110.0 ug/l 56180900 4 12.024 2530650 50.0
Benzene, 1,2,3-... 11.616 453.3 ug/l 22940200 4 12.024 2530650 50.0
Benzeneethanol,... 12.250 606.0 ug/l 30669600 4 12.024 2530650 50.0
Benzene, 2-ethy... 12.616 138.3 ug/l 6997550 4 12.024 2530650 50.0
Indan, 1-methyl- 12.701 126.2 ug/l 6387620 4 12.024 2530650 50.0
Benzene, 1,2,3,... 12.963 107.0 ug/l 5415860 4 12.024 2530650 50.0
Benzene, 1-ethe... 13.170 106.9 ug/l 5409560 4 12.024 2530650 50.0
Benzene, 2-ethe... 13.292 214.2 wug/l 10838700 4 12.024 2530650 50.0
1,4-Methanonaph... 14.640 136.6 ug/l 6914660 4 12.024 2530650 50.0

82X041222W.M Sat Apr 23 05:27:34 2022
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