LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X032922W.M

Title : SW846 8260

Signal : TIC: VX@27937.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.752 103 109 120 rVB 125263 170958 3.78% 1.163%
2 1.953 138 142 152 rVB 47463 72277 1.60% 0.492%
3 2.867 288 292 310 rVB3 47918 129347 2.86% ©.880%
4 3,105 323 331 341 rBV 23978 53098 1.17% 0.361%
5 3.666 416 423 429 rVW2 20359 54496 1.20% 0.371%
6 3.733 429 434 442 rVB2 22980 53492 1.18% 0.364%
7 4.105 487 495 507 rBvV2 19732 52220 1.15% ©.355%
8 4.366 518 528 542 rVB2 97757 277043 6.12%  1.884%
9 5.202 663 675 688 rvB3 15034 46104 1.02% 0.314%
106 5.391 695 706 713 rBV2 53628 157700 3.48% 1.073%
11 5.477 713 720 726 rVV3 21870 66797 1.48% 0.454%
12 5.556 726 733 743 rVB 79947 220811 4.88% 1.502%
13 5.958 788 799 811 rBvV2 58128 156241  3.45% 1.063%
14 6.251 842 847 857 rVB2 21418 62348 1.38% 0.424%
15 6.763 922 931 942 rBV2 136489 341286  7.54%  2.321%

16 8.653 1230 1241 1248 rBV 276550 441021 9.74%
17 10.055 1465 1471 1478 rBV 299066 390938 8.63%
18 10.195 1488 1494 1502 rBV 625329 801293 17.70%
19 10.305 1506 1512 1526 rVB 3472390 4527482 100.00% 30.
20 10.640 1561 1567 1576 rVB 223061 291548  6.44%

RO UMW
S
U1
[
R

21 10.964 1615 1620 1626 rVB 54986 67130 1
22 11.085 1634 1640 1651 rBV 238114 311894 6
23 11.305 1671 1676 1683 rBV 90656 110952  2.45%
24 11.384 1683 1689 1696 rVV 522688 968472 21.
25 11.451 1696 1700 1711 rVB 316181 398091 8

NOOONO
N
Ul
Ul
B

26 11.616 1721 1727 1734 rBV 423020 519075 11.46%
27 11.756 1744 1750 1756 rBV 1445752 1757223 38.81% 11.
28 12.024 1789 1794 1799 rBV 321937 386563 8.54%

W WwN PR W
(9]
N
O
R

29 12.091 1799 1805 1810 rBV 473924 587336 12.97% 995%
30 12.244 1824 1830 1838 rBV 356134 454887 10.05% 094%
31 12.323 1838 1843 1849 rVB2 37152 53933 1.19% ©.367%
32 12.616 1886 1891 1894 rBV 51509 59461 1.31% ©0.404%
33 12.701 1900 1905 1912 rVB2 47789 63903 1.41% 0.435%
34 12.963 1945 1948 1955 rVB 48349 57322 1.27% ©.390%
35 13.292 1997 2002 2007 rVB2 78619 102173 2.26% ©.695%

36 13.780 2076 2082 2088 rBV 344580 437228 9.66% 2.974%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX@27937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X032922W.M
Title : SW846 8260

Sum of corrected areas: 14702143
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2249-02
: 5.0mL/MSVOA_X/WATER
. 16

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\

: VX027937.D
: 02 Apr 2022 16:42

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Butane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.752 38.71 ug/l 170958  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 14
5 1-Butene 56 C4H8 000106-98-9 9
Abundance Scan 109 (1.752 min): VX027937.D\data.ms (-103) (-) m/z 43.10 100.00%
43.1
57.1
5000
50 ‘ 72.2 1.40 1.60 1.80 2.00
Ol ol 848 e m/z 41.10 88.74%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 /\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
29.0 1.40 1.60 1.80 2.00
m/z 42.10 85.94%
0 150 \‘ R 50.0 7\20
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘\\H‘HH‘H\\‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol
42.0
A A Y
31.0 1.40 1.60 1.80 2.00
5000 m/z 57.10 69.33%
PN R 1 . N
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane “‘H““H“‘/N““‘
43.0 1.40 1.60 1.80 2.00
m/z 39.10 32.60%
5000
27.0 57.0 720
0 150 | ] 500, 650 A
s AL e T Eaaaast A A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Pentane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.953 16.37 ug/l 72277  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 50
3 Oxirane, ethyl- 72 C4H80 000106-88-7 40
4 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 17
Abundance Scan 142 (1.953 min): VX027937.D\data.ms (-138) (-) m/z 43.05 100.00%
43.0
5000
T e
‘ 50057"264172‘-1 1.60 1.80 2.00 2.20
Ot e e e e m/z 42.05 61.08%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000 \‘\\\\‘\\\\‘\/\\\\’\\\\‘\
1.60 1.80 2.00 2.20
. m/z 41.10 55.93%
21.0 570 72.0 /
oh . 150 o Llls00,| 650
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HHH\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
e e e
57.0 1.60 1.80 2.00 2.20
5000 m/z 39.05 20.56%
29.0
72.0
0 15.0 ‘ 1|l 500, |
P e e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #762: Oxirane, ethyl- e A e
42.0 1.60 1.80 2.00 2.20
m/z 57.20 15.17%
5000 27.0
57.0 71.0
90 so |
Y SR RS 1| vt =1 S | NS— D R SRV | RSN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.M
Quant Title : SW846 8260

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

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

Peak Number 3 1-Pentene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.867 29.29 ug/l 129347  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 72
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 59
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 38
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 28
Abundance Scan 292 (2.867 min): VX027937.D\data.ms (-288) (-) m/z 42.10 100.00%
42.1
55.1
5000 70.2
A e A
84.2 2.60 2.80 3.00 3.20
0l el WL myz 55,10 54.38%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0
55.0
5000 \\\‘\\\\‘\\\\‘\\/\\\‘\\\\
27.0 70.0 2.60 2.80 3.00 3.20

m/z 41.10 52.26%
15.0

O ’ ‘\\\“\‘\}\‘\\\\“\\\\‘\\\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #656: Cyclopropane, ethyl-
42.0 /\

2.60 2.80 3.00 3.20

5000 55.0 m/z 70.20  40.75%
27.0
70.0
15.0 ‘
o““2:9”_:‘H,ml_mll SV R R
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl- AR R ARE T
42.0 2.60 2.80 3.00 3.20

m/z 69.10 33.62%

5000

55.0

27.0 ‘ ‘ 0.0
l

0 180 | Ml
R B B L e e Cop T

m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX@27937.D

Acqg On : 02 Apr 2022 16:42

Operator JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.M
. SW846 8260

: 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 4 Pentane, 3-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

3.105 12.02 ug/1 53098 Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 64
3 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 56
4 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 40
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 39

Abundance Scan 331 (3.105 min): VX027937.D\data.ms (-323) (-) m/z 57.10 100.00%
57.1
41.1
5000
R EEARRREEE ST
‘ ‘ ‘ | 86.1 2.80 3.00 3.20 3.40
0 ““““““;‘m‘“‘M“““““““ T m/z 56.10  93.27%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #2050: Pentane, 3-methyl-
57.0
41.0 /\
5000 /\\ﬁ%\‘mu‘um‘uu‘
2.80 3.00 3.20 3.40
m/z 41.10 75.93%
15.0 86.0
0 \‘\\\‘\‘\‘1!\“\\\““\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\
m/z--> 0O 20 40 60 80 100 120 140
Abundance #2013: Oxirane, (1-methylethyl)-
56.0 /\ /
LENEND A A V.S
2.80 3.00 3.20 3.40
5000 ITI/Z 43.10 25.80%
390
o Mmoo
m/z--> 0O 20 40 60 80 100 120 140
Abundance #87936: Sulphuric acid dibutyl ester N A AARECAREEES
56.0 2.80 3.00 3.20 3.40
m/z 39.10 20.48%
5000 29.0
0 ‘ h‘ el 87.0 1130 139.0 f
R e e e e R AR
m/z--> 0 20 40 60 80 100 120 140 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 2-Hexene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.666 12.34 ug/1 54496  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Hexene 84 C6H12 000592-43-8 94

2 2-Hexene, (E)- 84 C6H12 004050-45-7 91

3 3-Hexene 84 C6H12 000592-47-2 90

4 2-Hexene, (Z)- 84 C6H12 007688-21-3 90

5 3-Hexene, (Z)- 84 C6H12 007642-09-3 87

Abundance Scan 423 (3.666 min): VX027937.D\data.ms (-416) (-) m/z 55.10 100.00%

5[:
5000 a1 on /\/\ /\
69.1

‘ 3.40 3.60 3.80 4.00
Ot L w2 at.1e 37.60%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1641: 2-Hexene
553.0
270 84.0 3.40 3.60 3.80 4.00
’ 69.0 m/z 84.10 36.41%
015.0”
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1651: 2-Hexene, (E)-
55.0
R ERmama R
3.40 3.60 3.80 4.00
5000 42.0 m/z 42.10 34.76%

29.0 69.0
ol ol
m/z--> 10 40 50 60 70 80 90 /\ /\
Abundance #1637: 3-Hexene /\

0
AR VAL W Y
55.0 3.40 3.60 3.80 4.00
41.0 m/z 39.10  30.08%
5000 84.0

69.0

27.0 ‘ ‘ ‘
oH_MWMWHHH‘,m‘:H_HM,HHMH_‘ ““
miz--> 10 20 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Cyclopropane, 1,1,2-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

3.733 12.11 ug/1 53492  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 86
3 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 86
4 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 80
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 80
Abundance Scan 434 (3.733 min): VX027937.D\data.ms (-429) (-) m/z 69.10 100.00%

69.1
41.1
5000
84.1

3.40 3.60 3.80 4.00
Ol et e i e m/z 41.180 70.63%

miz--> 10 20 30 40 50 60 70 80 90
Abundance #1709: Cyclopropane, 1,1,2-trimethyl-
41.0
69.0 /\

5000 H_m‘uwmwuu,
3.40 3.60 3.80 4.00

84.0 m/z 84.10 32.31%

27.0 | 55.0 ‘
0\\\‘\\\\’\\\‘\“\\\\"!‘\\\‘\‘\H\’\\\‘\i\\\\‘\\‘\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1691: 2-Butene, 2,3-dimethyl-
41.0
69.0

340360380400

84.0
27.0 55.0
15.0 ‘ |
) S S SO /T SO SN
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1705: 2-Pentene, 4-methyl-, (E)- H_m‘mwmwm,
41.0 69.0 3.40 3.60 3.80 4.00

m/z 53.05 8.86%

5000
84.0
27.0 55.0
0 ‘ | il | ‘\ L1

m/z--> 10 20 40 50 60 70 80 90 3.40 3.60 3.80 4.00

82X032922W.M Tue Apr 05 18:43:40 2022

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Cyclopropane, 1,2,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
4.105 11.82 ug/l 52220  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 91
2 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90
4 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 90
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
Abundance Scan 495 (4.105 min): VX027937.D\data.ms (-487) (-) m/z 69.10 100.00%
41.1 69.1

55.1 84.1
5000 /\

| H | 3.80 4.00 4.20 4.40
o e e e m/z 41.10 94.28%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1707: Cyclopropane, 1,2,3-trimethyl-
41.0
69.0

5000 L B R B R
3.80 4.00 4.20 4.40
27.0 ‘ 55.0 84.0 m/z 55.10 58.07%
O \\\‘\\\\‘\\\\‘\\}}“\\\\iH\\\“\‘\!\‘\\\‘\i‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1661: 2-Pentene, 3-methyl-
41.0 69.0
H‘H‘W‘H‘,H‘W‘H“
3.80 4.00 4.20 4.40
5000 55.0 84.0 m/z 84.10 53.45%
27.0
R S T
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1698: 2-Pentene, 3-methyl-, (E)- R R
41.0 69.0 3.80 4.00 4.20 4.40

m/z 39.00  35.80%

5000 55.0
270 84.0 J\
0 2.0 15\ 0 \‘ ‘\ L ‘ ‘ Ll

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Cyclopentane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.306 62.73 ug/l 277043  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 56
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56
Abundance Scan 528 (4.306 min): VX027937.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
411
5000 69.1
A
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
0l el el e m/z 410100 52.27%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L LA B B R
4.00 4.20 4.40 4.60
m/z 69.10 43.48%
280 M ‘ 84.0
O \\\‘\\\\‘]\-?\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1644 Cyclohexane
Lo
410 840 L B I L LR
’ 4.00 4.20 4.40 4.60
5000 m/z 39.05 24.68%
27.0
69.0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- /u%h\/\,‘u“u“_“‘
56.0 4.00 4.20 4.40 4.60
m/z 55.10 24.02%
41.0
5000
27.0
69.0
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 2,4-Hexadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.202 10.44 ug/l 46104  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Hexadiene 82 C6H1e0 000592-46-1 83
2 1,4-Hexadiene, (Z)- 82 C6H10 007318-67-4 83
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 81
4 trans-1,4-Hexadiene 82 C6H10 007319-00-8 80
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 80
Abundance Scan 675 (5.202 min): VX027937.D\data.ms (-663) (-) m/z 67.10 100.00%
67.1
5000

82.1 AN

391 R R Raaa ARy

‘ 53.1 4.80 5.00 5.20 5.40 5.60
om_m‘m‘_m“”HN‘MW“‘_HMHHH_ m/z 82.18  24.11%

m/z--> 10 20 30 50 60 70 90

Abundance #1363.2A«Hexadmne

67.0
82.0
5000 ‘uu‘uu‘uuf,\m\’\‘u
41.0 4.80 5.00 5.20 5.40 5.60
m/z 39.10 15.59%
27.0 ‘ 54.0
O\\\‘;\579‘\\\‘\“\\\}}1‘\\\“}HM\‘\\M“\\\‘\“‘\\\‘\
miz--> 10 20 30 40 50 60 70 90
Abundance #1375: 1,4-Hexadiene, (2)-
67.0 A
A T e
4.80 5.00 5.20 5.40 5.60
5000 390 m/z 79.10 12.08%
27.0 82.0
: 54.0
SN | T
mfz--> 10 20 30 40 50 70 80 90 A
Abundance #1410:Cydopentene,14nethW— R AARENGERE LR
67.0 4.80 5.00 5.20 5.40 5.60
m/z 81.20 11.85%
5000 82.0
39.0
53.0 ‘
m/z--> 10 50 60 70 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.384 125.27 ug/1 968472  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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1689 (11.384 min): VX027937.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.2 )\
910 — A
391 631 77‘-1 | 11.00 11.50
Ol et el il m/z 120,200 30.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ——t M‘ /\ :
120.0 11.00 11.50
m/z 91.05 13.77%
77.0 91.0
39.0
O\\‘\:\Lﬁl’owu‘\‘\\\\"‘\\\\“\\\\‘6‘%\.‘9\‘H\‘}“HHJ}\H‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 j\
— A
11.00 11.50
5000 m/z 77.10 12.70%
120.0
0 77.0 91.0
0H“"‘,‘2‘6“'9‘m,umi‘;w??;‘?"m‘l“uu,‘:m‘“;!wuw“uw‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M j\
Abundance #10727: Benzene, 1-ethyl-4-methyl- — e
105.0 11.00 11.50
m/z 106.20 9.17%
5000
120.0
79.0 M
39.0 65.0 92.0 A
0u‘\\\\,\\m‘\m‘,wm“\m‘\‘\‘u‘\\H‘\\\\‘?'mu‘\‘i!wu‘m‘mu‘\ SN R
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 11 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.616 67.14 ug/l 519075 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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1727 (11.616 min): VX027937.D\data.ms (-1721) (- m/z 105.10 100.00%
105.1

05
5000
120.2 A
i
77.1 .
391 631 | 91‘1 | 11.50 12.00
Ot e et e e e e m/z 120.20 30.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
Mol )
120.0 11.50 12.00
m/z 77.10 13.01%
39.0 77.0 91.0
0 \\’H\\‘\2\6\)-\0‘\H\“HHHH\\6‘%\‘\0\‘H\‘H‘H\\“\H\‘\‘\l\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 A
1150 1200
28.0 77.0 910
51.0 .
ob 240 st
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10691: Mesitylene
105.0 11.50 12.00
120.0 ITI z 79.10 10.12%
5000
39.0 77.0 91.0
O 280 1 1 030 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 1150 1200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 12 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.091 75.97 ug/1 587336 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, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1805 (12.091 min): VX027937.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
5000 120.2 /\ jk
‘ — ‘
51.1 77.1 911 12.00
b 380 T 841 WL b myz 120,20 41.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 /\ |
12 00
770 m/z 77.10 12.50%
O \\’\\\\‘\2\\7\.‘0\\\\“\\\\i‘}-‘\\}‘?ﬁ‘.\o\‘\H‘U‘HH“\.\H‘\M}\‘H‘\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 j\ /\
\
120.0 12.00
5000 m/z 91.10 10.91%
39.0 77.0 91.0
Ol 280 b dierirtior ol el
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.20 9.02%
5000 120.0
28.0 77.0 91.0
140 || *TPeso || [
) N O Y Y. N R N“‘H“H“
R A A AR AN RARRN AN LA AR

m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 13 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.244  58.84 ug/l 454887 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 76
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
Abundance Scan 1830 (12.244 min): VX027937.D\data.ms (-1824) (- m/z 117.20 100.00%
11y.2
5000
91.1 f\ \‘/\\ T ‘r“/\\
39.1 63.1 ‘ 1341 12.00 12.50
bt bl B34 7 11800 56.47%
miz-> 20 40 60 8 100 120 140
Abundance #10179: Indane
117.0
5000 e —
12.00 12.50
m/z 115.10 33.51%
390 sg0 91.0 /
O\\]-\g\()‘\‘1\\“1\\\"‘\‘\7\4\‘\\\\ \\\“‘\\\\‘\
miz--> 20 40 60 100 120 140
Abundance #10192:Benzene,24nopenyh
117.0
12.00 12.50
m/z 91.10 18.12%
5000 910 /
39.0 65.0
N Y W) S |
miz-> 20 40 60 80 100 120 140 jk ]L
Abundance #10193: Benzene, 1-propenyl- R A
117.0 12.00 12.50
m/z 63.10 10.18%
5000
91.0
% o | |
) S N VY N —phe M
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\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 14 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.292  13.22 ug/1l 102173  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 93
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
Abundance Scan 2002 (13.292 min): VX027937.D\data.ms (-1997) (- m/z 117.10 100.00%
1171
5000
132.2
91.1 A ~—
51.1 ‘ ‘ 13.00 13.50
Oyt 2 Ml mz 132.20 36.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
11y7.0
5000 132.0 ——r— A
13.00 13.50
91.0 o
m/z 115.20  29.26%
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16113: 2,4-Dimethylstyrene
117.0 /\j\
/\\ ‘ T ‘ T
132.0 13.00 1350
5000 m/z 119.10 7.45%
39.0
63.0
30 ] ol |
0“_ﬁ‘_‘u_‘mwuHJN‘MH‘W‘MM‘HJMH‘NHH_‘ﬂHHNHN‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J&
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 1300 1350
m/z 91.10 17.92%
91.0
51.0
0‘WH‘WEZRHJ_H4\Hwmu‘ﬂPwu‘muwwmwulhumpmH_‘ A‘ L / ”ﬁﬂA«
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040222\
Data File : VX027937.D

Acqg On : 02 Apr 2022 16:42
Operator : JC/MD

Sample : N2249-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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|
Butane, 2-methyl- 1.752 38.7 wug/l 170958 1 5.556 220811 50.0
Pentane 1.953 16.4 ug/1 72277 1 5.556 220811 50.0
1-Pentene 2.867 29.3 wug/l 129347 1 5.556 220811 50.0
Pentane, 3-methyl-  3.105 12.0 ug/l 53098 1 5.556 220811 50.0
2-Hexene 3.666 12.3 ug/1 54496 1 5.556 220811 50.0
Cyclopropane, 1... 3.733 12.1 ug/l 53492 1 5.556 220811 50.0
Cyclopropane, 1... 4.105 11.8 ug/1 52220 1 5.556 220811 50.0
Cyclopentane, m... 4.306 62.7 wug/l 277043 1 5.556 220811 50.0
2,4-Hexadiene 5.202 10.4 ug/1 46104 1 5.556 220811 50.0
Benzene, 1-ethy... 11.384 125.3 wug/l 968472 4 12.024 386563 50.0
Benzene, 1l-ethy... 11.616 67.1 wug/l 519075 4 12.024 386563 50.0
Benzene, 1,2,3-... 12.091 76.0 ug/l 587336 4 12.024 386563 50.0
Indane 12.244 58.8 wug/l 454887 4 12.024 386563 50.0
1-Phenyl-1-butene  13.292 13.2 wug/l 102173 4 12.024 386563 50.0
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