LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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@27956.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 22 29 43 rBV 89692 315302 19.97%  3.936%
2 1.374 44 47 53 rVB2 11541 20543 1.30% 0.256%
3 1.746 104 108 130 rVB2 62121 105363 6.67% 1.315%
4 1.953 138 142 151 rVB 20033 30715 1.95% ©0.383%
5 2.825 281 285 289 rBv2 8932 16226 1.03% 0.203%
6 2.867 289 292 304 rVB3 9091 23319 1.48% 0.291%
7 3.165 323 331 342 rVB2 10458 24131 1.53% 0.301%
8 4.366 517 528 539 rVB2 22606 64810 4.11% 0.809%
9 5.391 694 706 716 rBV2 56012 162874 10.32% 2.033%
106 5.556 724 733 753 rVB 100015 294373 18.65% 3.675%
11 5.958 788 799 811 rBV 62772 160375 10.16% 2.002%
12 6.763 922 931 942 rBV 150669 353680 22.40% 4.415%
13 8.653 1234 1241 1248 rBV 276740 440351 27.89% 5.497%
14 8.720 1248 1252 1260 rVB 15332 23990 1.52% 0.299%
15 10.055 1462 1471 1481 rBV 292796 396424 25.11%  4.949%

16 10.195 1488 1494 1501 rBV 312963 407399 25.81%
17 10.305 1505 1512 1523 rBV 1149449 1578652 100.00% 19.
18 10.646 1562 1568 1574 rBV 77398 103330  6.55%
19 10.963 1615 1620 1628 rVB 21398 26759 1.70%
20 11.079 1634 1639 1654 rVB 284580 376650 23.86%

PO, LOWV
N
O
S
Y

21 11.305 1671 1676 1683 rBV 50147 61071 3.87%
22 11.378 1683 1688 1690 rBV 215627 277930 17.61%
23 11.451 1696 1700 1712 rVB 124281 152146  9.64%
24 11.616 1721 1727 1737 rVB 178739 218765 13.86%
25 11.750 1744 1749 1757 rBV 587359 732799 46.42%

ONPRP WO
00
O
o]
B

26 12.024 1789 1794 1800 rBV 323348 387411 24.54%
27 12.085 1800 1804 1810 rVB 216301 265963 16.85%
28 12.244 1824 1830 1838 rBV 236869 298638 18.92%

OO0 WwWWwWh
~N
N
o]
R

29 12.317 1838 1842 1850 rVB2 28114 40575 2.57% 5067%
30 12.530 1872 1877 1880 rBV 21948 32159 2.04% 401%
31 12.616 1886 1891 1894 rBV 43563 51433 3.26% ©.642%
32 12.701 1900 1905 1915 rVB2 29267 39579 2.51% 0.494%
33 12.920 1936 1941 1945 rBV 23202 30004 1.90% 0.375%
34 12.963 1945 1948 1953 rVB 32833 37531 2.38% 0.469%
35 13.170 1977 1982 1988 rVB 29933 35094  2.22% 0.438%
36 13.292 1997 2002 2008 rVB2 62944 82165 5.20% 1.026%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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

37 13.780 2076 2082 2088 rBV = 222433 284492 18.02%  3.551%

38 14.640 2219 2223 2230 rVB 28707 35240 2.23% 0.440%
39 14.780 2242 2246 2253 rVB 17579 22610 1.43% 0.282%
Sum of corrected areas: 8010871
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2249-01 20X
: 5.0mL/MSVOA_X/WATER
11

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
: VX027956.D
: 04 Apr 2022 14:38

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\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Aminomethanesulfonic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.264 53.55 ug/l 315302  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7
5 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 4

Abundance  Scan 29 (1.264 min): VX027956.D\data.ms (-22) (-) m/z 63.95 100.00%

64.0
5000 j\ﬂ'
o
s 1.20 140 1.60
rt—t— m/z 48.00 54.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
5000 LA LA L B B IR
1.20 140 1.60
17.0 m/z 66.00 4.69%
O\\\‘H‘\ll%‘z“.\\‘\\‘ ‘\\\‘\\9\6\"0\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
i
1.20 140 1.60
5000 m/z 50.00 2.57%
32.0
) O
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- A o
64.0 1.20 140 1.60
m/z 43.10 1.59%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
et A e e e e e I iman s
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Butane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.746 17.90 ug/l 105363  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 3-Buten-1-o0l 72 C4H80 000627-27-0 37
3 Pentane 72 C5H12 000109-66-0 33
4 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 28
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 25
Abundance Scan 108 (1.746 min): VX027956.D\data.ms (-104) (-) m/z 43.05 100.00%
3.0
57.1
5000 A
I\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 721 1.40 1.60 1.80 2.00
ot et el myz 410100 91.27%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 \/\‘uu‘uu‘uu‘uu‘\
1.40 1.60 1.80 2.00
15.0 m/z 42.10 86.89%
O\\\‘2-\0\\\‘\}\\‘\\11‘\\\\} }\\i‘\‘\‘!}‘\\\\?%.\o\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol
42.0
AR AR
310 1.40 1.60 1.80 2.00
5000 m/z 57.10 72.76%
ol 220 I ol
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane W“‘W“H“HA‘H“_
43.0 1.40 1.60 1.80 2.00
m/z 39.10  33.56%
5000
27.0 57.0 720 J\
0\H‘\H\‘\]"\570\‘H;‘}“Hm‘imu‘m‘l‘wuu‘uu‘\ /\\‘mwuwuw/\\/\\{\
m/z--> 0 10 20 30 40 50 60 70 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\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Cyclopentane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.306 11.01 ug/l 64810 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane 56 C4H8 000287-23-0 50
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 50
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 42
Abundance Scan 528 (4.306 min): VX027956.D\data.ms (-517) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
A
“ ‘ 84.1 4.00 4.20 4.40 4.60
Ol e et il el b m/z 41,10 55.33%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \\‘\\\\’\\\\‘\\\\‘\\\\‘

4.00 4.20 4.40 4.60
m/z 69.10 38.23%
““ \H‘

: 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90

o

Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27.0

4.00 4.20 4.40 4.60
5000 m/z 39.05 26.10%

42.0
‘ ‘ 84.0
OHHH%H%H%H%H%M%H%H%M%‘
m/z-->
Abundance #200: Cyclobutane W‘/‘\‘ A ‘  RARERRS

28.0 410 4.00 4.20 4.40 4.60
m/z 55.10 24.06%

56.0
5000
0 10 150 fiin MM‘\ /\/\A

m/z--> 0O 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\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.378 35.87 ug/1 277930 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1688 (11.378 min): VX027956.D\data.ms (-1683) (-~ m/z 105.10 100.00%

105.1
5000
120.2 A
T L
77.1 91.0
39.1 63.1 | ‘ I 11.00 11.50
O prererrrre ool el i m/z 120,20 30.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T \j\\/\‘ \f\\
1200 11.00 11.50
m/z 91.05 13.37%
39.0 77.0 91.0
O\\’\H\’\Zﬁwo’\H\“‘\H\i‘{‘u1‘6‘:\3‘\"\0\‘\H‘H‘\H\“1\\\‘\‘11\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 ﬂ
T [
11.00 11.50
5000 ITI/Z 77.10 12.26%
120.0
77.0 91.0
Y . ) T
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\/\ A
Abundance #10705: Benzene, 1,2,4-trimethyl- — L
105.0 11.00 11.50
m/z 79.10 9.42%
5000 120.0
28.0 77.0 91.0 N ﬂ
51.0 :
Y P .. O 1 S g W0 W 0
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\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.616  28.23 ug/l 218765 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 91
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 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1727 (11.616 min): VX027956.D\data.ms (-1721) (- m/z 105.10 100.00%
105.1
5000
120.2
77.1
39.1 5.0 651 ' 91‘1 I 1150 1200
ot e e e m/z 120.20  29.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11 50 12 00
m/z 77.10 12.09%
270 39‘.0 51.0 650 77‘ 0 91‘.0 ‘
L Ll i I, .
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 A
11 50 12 00
5000 m/z 91.10 11.58%
120.0
79.0 91 0
ol 270 390 510 650 | I
"_‘H‘H‘W‘H‘_‘H‘H‘w"H‘H‘W‘H‘“‘H,H‘W‘H‘,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 /\ j\
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 11 50 12 00
79.10 9.60%
5000
120.0
27.0 39‘.0 51.0 65.0 77.0 9]‘.0
0“_‘ﬁ‘u‘w‘u‘wuuthw“ﬁuu‘wlH‘MMM‘H‘W‘H“
m/z--> 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\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.085 34.33 ug/l 265963 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 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 1804 (12.085 min): VX027956.D\data.ms (-1800) (- m/z 105.10 100.00%

105.1 ‘
5000 120.2 ﬂ
\
391 e30 1t 91‘-1 12.00
Obrrprerrprrerprrryrere s ot bbbl m/z 120,20 42.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
mo AN
1200
m/z 77.10 12.76%
77.0
O \\’H\\‘\2\\7\.‘0\\\\“H\\i‘}‘\\}‘?ﬁ‘.\o\‘\\\‘“‘HH“HH‘\‘}1\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 A
T
120.0 12.00
39.0 77.0 91.0
ol 250 o % S0 U L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ﬂ
Abundance #10705: Benzene, 1,2,4-trimethyl- ‘
105.0 1200
m/z 119.20 10.19%
5000 120.0
28.0 77.0 91.0 j\ A N
51.0 :
0 140 \‘ ‘\ [, 640 M ‘ Il m‘\ . ‘A‘ -

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\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244  38.54 ug/l 298638 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 74
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
Abundance Scan 1830 (12.244 min): VX027956.D\data.ms (-1824) (- m/z 117.20 100.00%
11y.2
5000
o1 (SO | B |
39.1 63.1 ‘ 134.2 12.00 12.50
Ol Ll SRS gz 118,200 55.29%
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 e —
12.00 12.50
m/z 115.10  33.82%
390 sg0 91.0 /
O\\]-\g\()‘\‘W\\“1\\\"‘\‘\7\4\‘\\\\ \\\“‘\\\\‘\
miz--> 20 40 60 100 120 140
Abundance #10198:Benzene,cydopropyh
117.0 ]\
1 el
12.00 12.50
5000 91.0 m/z 91.10 16.72%
39.0 65.0 ‘
okt
mfz--> 20 40 60 80 100 120 140 j\
Abundance #10192: Benzene, 2-propenyl- T = A~‘
117.0 12.00 12.50
m/z 119.20 8.88%
5000 91.0
39.0 65.0 j\ J\ J‘/\A
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\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 o0-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.616 6.64 ug/l 51433 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 97
3 p-Cymene 134 C1oH14 000099-87-6 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 1891 (12.616 min): VX027956.D\data.ms (-1886) (- m/z 119.20 100.00%
119.2
5000
134.2 /\J\
91.1 L B N e
390 650 ‘ ol 12.50 13.00
O prrrrprrrr et el m/z 134.20  29.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
5000 ‘/\‘ : AA —
134.0 12.50 13.000
91.0 m/z 91.10 18.73%
41.0 65.0
O\\‘H\.\‘H\‘\‘\H\“‘\H\“\H‘i‘\‘\‘H‘\\\‘i“HH‘i‘\H‘\WH‘H‘\‘\luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
AT
12.50 13.00
5000 m/z 120.10 12.14%
134.0
91.0
15.0 41.0 65.0 ‘ Al
O e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ Af\
Abundance #16995: p-Cymene \ e A gl ‘
119.0 12.50 13.00
m/z 117.10 10.16%
5000
91.0 134.0
41.0 65.0
0\\‘HH‘?ﬁ‘-\o‘uu“‘uu“\u\‘\‘\‘H‘\HM“HHH‘\H‘\WH‘H‘\‘{luu‘u‘u‘H e f‘\‘ .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Indan, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.292 10.60 ug/l 82165 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81
Abundance Scan 2002 (13.292 min): VX027956.D\data.ms (-1997) (- m/z 117.10 100.00%
117.1
5000
132.2
91.1 T T
51.1 77.0 ‘ ‘ | 13.00 13.50
0 WHWHuHwuH‘el“‘_HMHH‘HH‘mWHM‘MHW m/z 132.20  35.46%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16104: Indan, 1-methyl-
117.0
so0 e
132.0 : :
910 m/z 115.20  27.80%
39.0 65.0 ' ‘
0\‘\H‘\‘HH“\\\\i‘\‘\\}‘\‘H\\‘\\\‘\‘\H\“\\\\‘\\H‘HH‘\H}“‘\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16120: Benzene, 2-butenyl-
117.0 M /\
=y s
132.0 /13 .00 13. 50 y
m/z 119.20 6.70%
5000 910
39.0 65.0 ‘
owm‘wH“"H;‘mH"H“‘_‘“1""w:""mWHWWMW
m/z--> 20 30 40 50 60 70 80 90 100 110120130140 J\
Abundance #16107: 1-Phenyl-1-butene
117.0 1300 1350
m/z 91.10 18.62%
5000 132.0
91.0
51.0 77.0 ‘ ’J\
0“%1?‘JMH‘WMWJWWHM‘HHM‘HpM"AMHNJMHM‘ M\ (e Ap”?“
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.780 36.72 ug/l 284492 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 78
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 53
Abundance Scan 2082 (13.780 min): VX027956.D\data.ms (-2076) (-~ m/z 128.05 100.00%
128.1
5000
1350  14.00
102.1 . .
51.1 64.1 771
obrrr 380 2 2 Tl wyz 127,10 13.36%
m/z--> 20 30 40 50 60 70 80 90 100 110120130
Abundance #13678: Azulene
128.0
5000 R ——
13.50 14.00
m/z 129.05 11.08%
102.0
O \‘\H\‘\\3§r‘q\\5\ﬁ\.(\)\\?ﬁ.\o\‘z‘z‘}.(‘)\\\\‘\\\\“!\H‘HH‘HlH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100 110120130
Abundance #13686: Naphthalene
128.0
/\ T ‘ T T ‘ T
13.50 14.00
5000 m/z 102.10 9.17%
st 640770 120 )
Ot et e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13688: 1H-Indene, 1-methylene- Do —
128.0 13.50 14.00
m/z 126.20 7.35%
5000
51.0
‘ 64.0 77,0 102.0 ‘
0"HH‘HHHHHlMH‘MH_UW_‘mW‘HN‘H_‘HM‘HM‘H_ —r —r—
m/z--> 20 30 40 50 60 70 80 90 100 110 120130 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027956.D

Acqg On : 04 Apr 2022 14:38
Operator : JC/MD

Sample : N2249-01 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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|
Aminomethanesul... 1.264 53.6 ug/l 315302 1 5.556 294373 50.0
Butane, 2-methyl- 1.746 17.9 ug/l 105363 1 5.556 294373 50.0
Cyclopentane, m... 4.306 11.0 ug/1 64810 1 5.556 294373 50.0
Benzene, 1-ethy... 11.378 35.9 ug/l 277930 4 12.024 387411 50.0
Benzene, 1l-ethy... 11.616 28.2 ug/l 218765 4 12.024 387411 50.0
Mesitylene 12.085 34.3 ug/l 265963 4 12.024 387411 50.0
Indane 12.244 38.5 ug/l 298638 4 12.024 387411 50.0
o-Cymene 12.616 6.6 ug/l 51433 4 12.024 387411 50.0
Indan, 1-methyl- 13.292 10.6 ug/l 82165 4 12.024 387411 50.0
Azulene 13.780 36.7 ug/l 284492 4 12.024 387411 50.0
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