LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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\82X011024W.M

Title : SW846 8260

Signal : TIC: VX@39961.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.27e 26 30 41 rBV 120274 133530 3.60% 0.916%
2 1.368 41 46 53 rW 766724 835027 22.51% 5.730%
3 1.429 53 56 57 rW 82900 82099 2.21% 0©.563%
4 1.453 57 60 64 rVW 169231 191092 5.15% 1.311%
5 1.49 64 67 73 rVB 86806 82992 2.24% 0.569%
6 1.752 103 109 120 rBV 260178 338084 9.11%  2.320%
7 1.959 138 143 152 rVV2 127212 249607 6.73% 1.713%
8 2.057 152 159 170 rVWW 570386 999760 26.95% 6.860%
9 2.166 171 177 180 rVvV 46611 73351 1.98% 0.503%
106 2.215 180 185 194 rVB 162644 245238 6.61% 1.683%
11  2.380 207 212 224 rVB 28235 48549 1.31% ©0.333%
12 2.752 259 273 281 rBV 55102 124638 3.36% 0.855%
13 2.867 287 292 304 rVB 56039 121203 3.27% 0.832%
14 3.111 322 332 344 rBV2 38905 94128 2.54% 0.646%
15 4.306 518 528 541 rVB3 34853 103399 2.79% 0.709%
16 4.715 587 595 614 rVB 22800 68463 1.85% 0.470%
17 5.196 664 674 686 rBV 13719 40298 1.09% ©0.277%
18 5.385 694 705 713 rBV2 56080 160837 4.34% 1.104%
19 5.471 713 719 724 rVwV2 20725 59394 1.60% 0.408%
20 5.550 725 732 745 rVB2 92701 263164 7.09%  1.806%
21 5.958 788 799 804 rBV 66917 179453  4.84% 1.231%
22 6.038 804 812 829 rVB 875218 2325550 62.68% 15.957%
23 6.763 921 931 943 rBV 151373 368884 9.94%  2.531%
24  8.647 1234 1240 1246 rBV 304704 473816 12.77%  3.251%
25 8.720 1246 1252 1268 rVB 2450618 3710182 100.00% 25.458%

26 10.055 1465 1471 1487 rBV 331300 459067 12.37%
27 10.195 1488 1494 1502 rBV 180407 240266  6.48%
28 10.299 1505 1511 1525 rVV 569297 761122 20.51%
29 10.640 1561 1567 1583 rVB 253105 338876  9.13%
30 11.079 1634 1639 1648 rBV 283440 359121 9.68%

NN VR W
N
N
w
R

31 11.378 1682 1688 1696 rBvV 56224 100916 2
32 11.451 1696 1700 1709 rVB 30817 38504 1
33 11.750 1744 1749 1755 rBV 116424 140059 3.77%
34 12.024 1788 1794 1800 rBV 327002 435064 11.
35 12.085 1800 1804 1812 rVB 48848 65400 1

ONOOO®
Xod
a
=
S

36 12.244 1821 1830 1838 rBV3 36110 59295 1.60% ©.407%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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\82X011024W.M
Title : SW846 8260
37 13.292 1997 2002 2007 rVB2 43503 58789 1.58% ©.403%
38 13.774 2077 2081 2088 rVB 32790 44532 1.20% ©0.306%
39 14.225 2147 2155 2163 rVB4 27842 53827 1.45% 0.369%
40 14.634 2213 2222 2226 rBV2 22005 46103 1.24% 0.316%
Sum of corrected areas: 14573679

82X011024W.M Fri Jan 26 16:56:22 2024 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX039961.D\data.ms
2000000
1500000
1000000 6.038
1.368
2.057
500000
4 1.752 2.215
1.27 6 f\ 1. : 50
- 1662380  2.73B67 3.111 4306  4.715 5.196°-38 5.958
Orﬁk\‘\\\ \\‘TYJ\\\\\‘\T‘Y_\/\‘\\\\‘\\\/\\’L—\/ﬁ\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\m‘\\\\‘\\\\/‘\\ \‘\\\\‘ TT
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX039961.D\data.ms
8.720
2000000
1500000
1000000
10.299
500000 10.055
8.6 : 11.079
6.763 NO-N 1O]TO
11437
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX039961.D\data.ms
2000000
1500000
1000000
500000
12.024
11.7
O#Lr/\so 1 ./(\)&5_%44 13.292 13.774 14./%25 14.634
T T ‘ [ T T ‘ T T ‘ T T 1 T ‘ T T T T ‘ T i T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Isobutane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.270  25.37 ug/l 133530  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Borane, trimethyl- 56 C3H9B 000593-90-8 7

3 Hydrogen isocyanate 43 CHNO 000075-13-8 4
4 Cyclobutylamine 71 C4HON 002516-34-9 4

5 Propene 42 C3H6 000115-07-1 4
Abundance  Scan 30 (1.270 min): VX039961.D\data.ms (-26) (-) m/z 43.10 100.00%

50,1 57.1 120 140 1.60
36, | . | o
\H\HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘\HJ-\’H\‘H\\‘HH‘H‘H’HH‘HH m z 41 19 59 92

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #267: Isobutane
43.0

5000 SEE AN AL NL N N —
120 140 160
27.0

m/z 42.10 34.21%

1o 180 “m 36.0, |, 500570
\H\HH‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH’ \‘HH‘HH‘HH’HH‘HH
mi/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #193: Borane, trimethyl-
41.0

120 140 1.60

43.1
5000

—

5000 m/z 39.10  23.93%
o A0 L. 590
T e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #76: Hydrogen isocyanate B ““
43.0 1.20 1.40 160

m/z 38.10 4.40%

5000
150 290
Cmo A

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 O 140 1. 60

>
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.368 158.65 ug/l 835027  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 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5

Abundance  Scan 46 (1.368 min): VX039961.D\data.ms (-41) (-) 43.10 100.00%

43.1
5000
“ 571 120 1.40 1.60 1.80
R R B B A RARRR m/z 41.10 36.91%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #263: Butane
43.0

5000 29.0 L e
1.20 140 1.60 1.80
m/z 39.10 19.29%
58.0
\\\]_‘\()\\\‘]\.?\c\)’\\}\‘\\\\“!}\\’\\\‘!‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #266: Isobutane
43.0
R
120 1.40 1.60 1.80
5000 42.05 14.40%
27.0
et e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
43.0 1.20 140 1.60 1.80

m/z 58.10  13.26%

5000
27.0
14,0 | 640 830 99.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 120 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Butane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.752  64.23 ug/l 338084  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
5 1-Butene 56 C4H8 000106-98-9 9

Abundance Scan 109 (1.752 min): VX039961.D\data.ms (-103) (-) m/z 43.10 100.00%

57.1
5000
‘ 721 1.40 1.60 1.80 2.00
el Il 650 821 sz 41,05 91.22%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 85.83%
72.
15.0 ‘ 1, | ‘\O
\\\’\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
1.40 1.60 1.80 2.00
5000 m/z 57.10 66.16%
27.0 57.0 720
\\\,;s?q‘uw‘l“um‘,‘ 1H‘m‘l‘wHH,HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol
42.0 1.40 1.60 1.80 2.00
31.0 m/z 39.05 34.92%
5000
57.0 72.0
290l ‘1H_mwH,‘!m_m_
m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Pentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.959 47.42 ug/l 249607  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 46
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 43
4 Oxirane, ethyl- 72 C4H80 000106-88-7 38
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 28
Abundance Scan 143 (1.959 min): VX039961.D\data.ms (-138) (-) m/z 43.10 100.00%
43.
5000
55.0
‘ ‘ 72.1 1.60 1.80 2.00 2.20
bl [ 832 UL 4210 66.06%
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
5000 1.60 1.80 2.00 2.20
210 /. 41 16 .58 159
m/z . . 0
570 720
150 | | |
\\\‘\\\\‘\\\\‘\\i\‘\\\\‘{\\‘\\w\’\\\\‘\\\\‘\
miz-> 0O 10 20 30 40 50 60 70 80

Abundance #656: Cyclopropane, ethyl- M
42.0

1.60 1.80 2.00 2.20

5000 55.0 ITI/Z 39.10 30.98%
27.0
70.0
15.0
\\\‘2?0\\\‘\1‘”‘”!1“\”” e e e
mlz--> 0O 10 20 30 40 50 60 70 80
Abundance #652: Cyclobutane, methyl-
42.0 1.60 1.80 2.00 2.20
m/z 55.05 27.83%
5000
55.0
27.0 ‘ ‘ 70.0
“‘\““\‘:L?‘q\”l“‘\”‘w SRR AR RN R
m/z--> 0O 10 20 30 40 50 60 70 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\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.057 189.95 ug/l 999760  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 56
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Methoxyacetyl chloride 108 C3H5C102 038870-89-2 4
5 Formic acid 46 CH202 000064-18-6 4

Abundance Scan 159 (2.057 min): VX039961.D\data.ms (-152) (-) m/z 45.10 100.00%

45.1
5000
55.1 70.0 1.80 2.00 2.20 2.40
38.1]), -163170.0 80.1 o
g s Si b b OS00 801 /7 46.@5  38.28%
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #106: Ethano
31.0
5000 45.0 L L e U
1.80 2.00 2.20 2.40
m/z 43.10 21.51%
15.0 A ‘
H‘\\H‘HH}\HH%&?H}\}\\\‘\\H‘\l!\HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #110: Dimethyl ether
45.0
29.0
15.0 1.80 2.00 2.20 2.40
5000 m/z 42.10 9.75%
XN
P T P e e e e e e
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #103: Methane, nitroso-
30.0 1.80 2.00 2.20 2.40
45.0 m/Z 55.10 3.48%
5000
15.0
‘Wumemwuuwt‘m_Hwﬂhhwuwuuwuwmwuwuwmwuw
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX@39961.D

Acqg On : 25 Jan 2024 17:59

Operator JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
. SW846 8260

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

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

Peak Number 7 Cyclopropane, 1,2-dimethyl-... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.215 46.59 ug/l 245238  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 CSHie 000930-18-7 91

1
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
3 2-Pentene, (E)- 70 C5H10 000646-04-8 87
4 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 81
Abundance Scan 185 (2.215 min): VX039961.D\data.ms (-180) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.1
‘ ‘ 1.80 2.00 2.20 2.40 2.60
\H‘\H\‘HH‘HH‘H\‘\“\‘H\“\H\‘\\\‘\“‘\\\\8‘1\.\9\\‘ m/Z 70.10 41.50%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 1.80 2.00 2.20 2.40 2.60
200 il m/z 39.10 34.07%
T
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #651: 2-Butene, 2-methyl-
55.0
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.10 29.57%
41.0 70.0
27.0
Lo 189
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #642: 2-Pentene, (E)- A
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 23.57%
5000 39.0 70.0
29.0
‘H_H‘_1?’:9_‘:‘:“Huwm‘NH‘_Hw‘uww‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Cyclopentene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.752  23.68 ug/l 124638 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentene 68 C5H8 000142-29-0 91

2 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 91

3 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 59

4 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 53

5 Isoprene 68 C5H8 000078-79-5 53

Abundance Scan 273 (2.752 min): VX039961.D\data.ms (-259) (-) m/z 67.10 100.00%

67.1
5000
39.0

531 L L B L L LN B
‘H ‘ 2.40 2.60 2.80 3.00
|

e e /2 68,10 38.14%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #501: Cyclopentene
67.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\
39.0 2.40 2.60 2.80 3.00

53.0 m/z 39.05 25.97%

27.0 ‘
w‘”\“l‘ﬁ"(‘)‘w”w‘!“w“‘\“E‘HMHHWHWHW”“ AR RARRI
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #536: Cyclopropane, methylmethylene-
67.0

2.40 2.60 2.80 3.00

5000 39.0 m/z 53.10 18.41%
53.0
27.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #520: 1-Butyne, 3-methyl- S .-
53.0 67.0 2.40 2.60 2.80 3.00

m/z 41.10 13.28%

5000 27.0
39.0
| 11“460JM‘ 60.0 | |

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Cyclopropane, ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.867 23.03 ug/l 121203  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 78
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 72
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 50
5 3-Buten-1-o0l 72 C4H80 000627-27-0 40
Abundance Scan 292 (2.867 min): VX039961.D\data.ms (-287) (-) m/z 42.10 100.00%

42.1
5000 55.1
70.1

" 2.60 2.80 3.00 3.20
e et e m/z 55.10 48.06%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #636: Cyclopentane
42.0

5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
55.0 2.60 2.80 3.00 3.20
700 m/z 70.10  35.21%
20| |
|
\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 50 60 70 80 90
Abundance #653: Cycbpropane ethyl-
42.0
e
2.60 2.80 3.00 3.20
5000 55.0 m/z 41.10 31.72%
27.0 70.0
15.0 ‘
H“‘;““HH‘HHWMHNH“HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene “~“‘_““‘H““H““
42.0 2.60 2.80 3.00 3.20

m/z 39.05 28.90%

55.0
5000
27.0 70.0
15.0 ‘
| 1] | | [

m/z--> 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\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Cyclopentane, methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.306 19.65 ug/l 103399  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
2 Cyclohexane 84 C6H12 000110-82-7 64
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 58
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50
Abundance Scan 528 (4.306 min): VX039961.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
R RRmEmER R
‘ ‘ ‘ ‘ 84.0 4.00 4.20 4.40 4.60
e et e i e L m/z 41.10 52.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
5000 410 T TR T T T T T T
4.00 4.20 4.40 4.60
84.0 m/z 69.10  41.30%
180270 “ ‘ 68.0
| i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0 84.0 /\
RN mama RS S
4.00 4.20 4.40 4.60
5000 41.0 m/z 39.85  26.54%
69.0
27.0 ‘ ‘
‘H‘H‘“:!"5‘9‘”H‘m““mi“‘l NI RREEEEE R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- ﬂJ&ﬁ\“‘,u““‘u““w
56.0 4.00 4.20 4.40 4.60
m/z 55.10  26.09%
41.0
5000
27.0
69.0
10 150 ‘H ‘\ ! ‘ 84.0 /\\A /\ Py
R A e R e ey
m/z--> 0 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\VX012524\
Data File : VX039961.D

Acqg On : 25 Jan 2024 17:59
Operator : JC/MD

Sample : P1258-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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|
Isobutane 1.270 25.4 wug/l 133530 1 5.556 263164 50.0
Butane 1.368 158.7 wug/l 835027 1 5.556 263164 50.0
Butane, 2-methyl- 1.752 64.2 wug/l 338084 1 5.556 263164 50.0
Pentane 1.959 47.4 ug/l 249607 1 5.556 263164 50.0
Ethanol 2.057 189.9 wug/l 999760 1 5.556 263164 50.0
Cyclopropane, 1... 2.215 46.6 ug/l 245238 1 5.556 263164 50.0
Cyclopentene 2.752 23.7 wug/l 124638 1 5.556 263164 50.0
Cyclopropane, e... 2.867 23.0 wug/l 121203 1 5.556 263164 50.0
Cyclopentane, m... 4.306 19.6 wug/l 103399 1 5.556 263164 50.0
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