LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX032271.D

Acqg On : 20 Oct 2022 18:24
Operator : JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X101922W.M

Title : SW846 8260

Signal : TIC: VX@32271.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 26 29 41 rBV2 24424 36104 5.04% 0.669%
2 1.368 43 46 52 rVB 90262 89862 12.56% 1.666%
3 1.752 103 109 120 rBV 359898 490264 68.51% 9.090%
4 1.953 137 142 152 rVB 10420 15986 2.23% 0.296%
5 2.337 200 205 210 rBV 10645 20516 2.87% ©.380%
6 2.782 271 278 282 rBV 30598 66665 9.32% 1.236%
7 2.825 282 285 290 rW 30515 61099 8.54% 1.133%
8 2.867 290 292 303 rVB 14239 22457 3.14% 0.416%
9 3.105 322 331 342 rBV2 33366 74853 10.46% 1.388%
10 4.221 504 514 519 rBV3 4101 11726 1.64% 0.217%
11 4.3066 519 528 542 rVB 37436 107502 15.02%  1.993%
12 5.385 694 705 715 rBV 83297 245592 34.32% 4.554%
13 5.471 715 719 723 rW3 7854 19948 2.79% 0.370%
14 5.55@ 723 732 757 rVB 157627 477795 66.76%  8.859%
15 5.830 770 778 788 rVB7 3475 9725 1.36% 0.180%
16 5.958 788 799 808 rBV 94051 248159 34.68% 4.601%
17 6.044 808 813 824 rVVv2 7784 19487 2.72% 0.361%
18 6.166 824 833 839 rVW4 4435 12713 1.78% 0.236%
19 6.257 839 848 856 rvv5s 7779 23681 3.31% 0.439%
20 6.361 856 865 872 rVB5S 3205 8625 1.21% 0.160%
21  6.763 922 931 946 rBV 228230 539305 75.36% 10.000%
22 7.373 1020 1031 1040 rBV6 7832 22569 3.15% 0.418%
23 8.104 1145 1151 1160 rBV3 6238 12039 1.68% 0.223%
24  8.647 1234 1240 1249 rBV 452403 715660 100.00% 13.270%
25 10.055 1465 1471 1480 rBV 458237 608988 85.09% 11.292%
26 10.195 1489 1494 1502 rVB 92443 118099 16.50% 2.190%
27 10.305 1507 1512 1518 rBV 17894 24244  3.39% 0.450%
28 10.964 1615 1620 1626 rVB 12310 14942 2.09% 0.277%
29 11.079 1634 1639 1652 rBV 372994 484541 67.71% 8.984%
30 11.305 1671 1676 1683 rVB 23793 28994 4.05% 0.538%
31 11.616 1722 1727 1733 rBV 36883 46505 6.50% 0.862%
32 12.024 1788 1794 1800 rBV 463228 573355 80.12% 10.631%
33 12.091 18600 1805 1811 rVB 22411 29674 4.15% 0.550%
34 12.244 1825 1830 1836 rBV2 45088 56828 7.94% 1.054%
35 12.463 1861 1866 1871 rBvV2 7073 8755 1.22% 0.162%
36 12.616 1887 1891 1894 rBV 5625 7213 1.01% 0.134%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX032271.D

Acqg On : 20 Oct 2022 18:24
Operator : JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X101922W.M
Title : SW846 8260

37 12.701 1900 1965 1912 rBV2 10917 15570 2.18% ©0.289%
38 13.292 1998 2002 2008 rVB2 8583 10776  1.51% ©0.200%
39 13.780 2077 2082 2088 rBV 9164 12397 1.73% 0.230%

Sum of corrected areas: 5393213
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N5185-05
: 5.0mL/MSVOA_X/WATER
021

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\

: VXe32271.D
: 20 Oct 2022 18:24

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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\VX102022\
Data File : VX@032271.D

Acqg On : 20 Oct 2022 18:24
Operator : JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.368 9.40 ug/l 89862  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Isobutane 58 C4Hie 000075-28-5 9
3 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9
4 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
5 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9

Abundance  Scan 46 (1.368 min): VX032271.D\data.ms (-43) (-) m/z 43.05 100.00%

3.0
5000
A e
‘ | 58.1 120 1.40 1.60 1.80
-ttt m/z 41.10 37.26%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #265: Butane
43.0
5000
29.0 1.20 140 1.60 1.80
58.0 m/z 39.05 19.76%
15.0 ‘ |
O\\\‘\\\\‘\\‘\\‘\\1\‘\\\}i\}\\i\\\‘\‘\\\\‘\\\\‘\
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #267: Isobutane
43.0
1.20 140 1.60 1.80
5000 m/z 58.10 14.24%
27.0
o 10 120 ‘y\ 570
et e e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #2435: Propane, 2-nitro- A e e
43.0 1.20 140 1.60 1.80
m/z 42.10 13.64%
27.0
5000
0 15\0 | ‘ ‘ I \‘\ ‘ [ 570 710
e e
m/z--> 0 10 20 30 40 50 60 70 80 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032271.D

Acqg On : 20 Oct 2022 18:24
Operator : JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.752  51.30 ug/l 490264  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
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 3-Buten-2-o0l 72 C4H80 000598-32-3 9
Abundance Scan 109 (1.752 min): VX032271.D\data.ms (-103) (-) m/z 43.05 100.00%
3.0
57.1
5000
R AREAAREEETE R
50.0 ‘ . 1.40 1.60 1.80 2.00
35. Ol 651 o
Obrrprrregrerr e e e ke e 825 L m/z 41,16 96.36%
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 86.93%
72.0
0 150 \‘ ol 50.0 | \‘
H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘H\\‘\\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
310 1.40 1.60 1.80 2.00
5000 m/z 57.10 72.12%
o 220, I
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane P
43.0 1.40 1.60 1.80 2.00
m/z 39.10  36.36%
5000
27.0 57.0 720
oL 150 00| 650
T e e e e
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\VX102022\
Data File : VX@032271.D

Acqg On : 20 Oct 2022 18:24
Operator : JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Butane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.782 6.98 ug/1 66665 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 59
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 14
4 Oxalic acid, pentyl propyl ester 202 C10H1804 1000309-25-7 10
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 10

Abundance Scan 278 (2.782 min): VX032271.D\data.ms (-271) (-) m/z 43.05 100.00%

43.0
5000 M
71.1 \‘\\\\’\\\\‘\\\\‘\\\\‘\\
55.0 86.1 2.40 2.60 2.80 3.00 3.20
0Lt et e m/z 420100 78.10%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L L LI L B R I
71.0 2.40 2.60 2.80 3.00 3.20
970 m/z 41.05 37.94%
. 55.0
86.0
O\\\‘\\\\‘]\-\5\-0\‘\\\‘\“\\\\‘i\}\\“\‘\‘{\‘\\\\‘i\\\‘\\l\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
A
2.40 2.60 2.80 3.00 3.20
5000 m/z 71.10 24.73%
27.0 71.0
15.0 57.0
020 N0 L e
e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2022: Furan, tetrahydro-2-methyl- “H“,“H““W““‘H
43.0 71.0 2.40 2.60 2.80 3.00 3.20

m/z 39.05 21.78%

5000 27.0
56.0
15.0 ‘ ‘ 86.0
0 ‘ | ‘ [— ‘ | N | \‘

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032271.D

Acqg On : 20 Oct 2022 18:24
Operator : JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Pentane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.825 6.39 ug/1l 61099  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 40
3 Pentane 72 C5H12 000109-66-0 38
4 Oxirane, butyl- 100 C6H120 001436-34-6 33
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 32
Abundance Scan 285 (2.825 min): VX032271.D\data.ms (-282) (-) m/z 43.10 100.00%
43.1
71.1
5000 M
57.1 Wu_ww_m,m
‘ | 86.1 2.60 2.80 3.00 3.20
1 11 M T R m/z 41.10 58.12%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-

43.0 J\/\
71.0 /\

5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
2.60 2.80 3.00 3.20
27.0 57.0 m/z 71.10 52.67%
86.0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2027: Furan, tetrahydro-2-methyl-
71.0
41.0 “H‘H“_‘H‘H‘W“
2.60 2.80 3.00 3.20
5000 m z 42.10 39.19%
27.0
56.0 86.0
0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane R AR S
43.0 2.60 2.80 3.00 3.20

m/z 39.10 30.77%

5000
27.0 57.0 720 (k
0 15.0 ‘ ‘ ‘\ | M‘ ‘

m/z--> 10 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\VX102022\
Data File : VX@32271.D

Acqg On : 20 Oct 2022 18:24

Operator JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: 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 5 Pentane, 3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.105 7.83 ug/l 74853  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 74
4 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 331 (3.105 min): VX032271.D\data.ms (-322) (-) m/z 57.10 100.00%
57.1
5000
‘ 280300320340
86.2 c : : : :
o‘_"W‘m‘i“w“_‘H"H"H‘wH_MW_HEQ?’H m/z 56.10  84.74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0
5000 \ﬂr\\\u\‘uu‘uu‘uu‘
2.80 3.00 3.20 3.40
m/z 41.10 62.76%
olzo || 880
\‘\\\1‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
R EEEARRREEEEE R
2.80 3.00 3.20 3.40
5000 m/z 43.10 23.81%
0 T N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14583: Hexane, 2,2,3-trimethyl- “_“‘_“‘_“‘_“‘
57.0 2.80 3.00 3.20 3.40
m/z 39.10 18.86%
5000
29.0
bl 8030 L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032271.D

Acqg On : 20 Oct 2022 18:24
Operator : JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.306 11.25 ug/l 107502  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 59
5 Cyclobutane 56 C4H8 000287-23-0 53
Abundance Scan 528 (4.306 min): VX032271.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.0
AN ERamaE e
“ ‘ 84.1 4.00 4.20 4.40 4.60
N/ AT u_m‘uw_“”w m/z 41.10  55.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L LA B B R R
4.00 4.20 4.40 4.60
m/z 69.05 45.17%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-?\.9‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27‘0 \\‘\\\\’\\\\‘\\\\‘\\\\‘
4.00 4.20 4.40 4.60
5000 m/z 39.10 27.57%
42.0
‘ ‘ ‘ 84.0
0 \\\‘\\\\‘\\H‘Hupul‘}‘\‘uw\‘;‘\‘\m‘uu‘\!u‘u
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- AL mama s R S
56.0 4.00 4.20 4.40 4.60
m/z 55.10 27.38%
41.0
5000
27.0
69.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102022\
Data File : VX@032271.D

Acqg On : 20 Oct 2022 18:24
Operator : JC/MD

Sample : N5185-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 1 9.4 ug/l 89862 .556 477795 50.
Butane, 2-methyl- 1 1.3 ug/l 490264 .556 477795 50.
Butane, 2,3-dim... 2.782 7.0 ug/l 66665 .556 477795 50.
Pentane, 2-methyl- 2.825 6.4 ug/l 61099 .556 477795 50.
Pentane, 3-methyl- 3 7.8 ug/l 74853 .556 477795 50.
Cyclopentane, m... 4 1.3 ug/l 107502 .556 477795 50.
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