LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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@39960.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 397171 481748 5.32% 1.416%
2 1.368 41 46 53 rVWW 2244717 2911690 32.18% 8.559%
3 1.429 53 56 57 rVW 332813 360657 3.99% 1.060%
4 1.453 57 60 64 rVW 357355 446815 4.94% 1.313%
5 1.49 64 67 84 rVB 260261 303946 3.36% 0.893%
6 1.752 103 109 121 rBV 965683 1266867 14.00% 3.724%
7 1.9106 129 135 138 rBV 67914 90641 1.00% 0.266%
8 1.959 138 143 152 rVV3 448004 866927 9.58%  2.548%
9 2.063 152 160 170 rVV2 1724237 2695697 29.79% 7.924%
106 2.166 170 177 180 rVV 148455 240655 2.66% 0.707%
11  2.215 180 185 194 rVB 523095 789373  8.72%  2.320%
12 2.380 208 212 225 rVB 56883 95125 1.05% 0.280%
13 2.745 260 272 280 rBV 156385 356442  3.94%  1.048%
14 2.825 280 285 287 rVW2 69683 129835 1.43% 0.382%
15 2.867 287 292 304 rVB 177676 384885 4.25% 1.131%
16 3.111 321 332 344 rBV3 97202 242088 2.68% 0.712%
17 4.306 518 528 540 rVB2 113231 328929 3.64% 0.967%
18 4.709 584 594 610 rBV 63178 179233 1.98% 0.527%
19 5.196 661 674 690 rVB2 41746 130675 1.44% 0.384%
20 5.385 693 705 712 rBV 57918 168819 1.87% 0.496%
21  5.471 712 719 725 rW2 67382 204692 2.26% 0.602%
22 5.556 726 733 755 rVB 96428 291684 3.22% 0.857%
23 5.958 789 799 8603 rBV 68557 177949 1.97% 0.523%
24 6.038 803 812 828 rVB 2073184 5509227 60.88% 16.194%
25 6.763 922 931 942 rBV 156112 391988 4.33% 1.152%

26  8.647 1234 1240 1245 rBV 306703 497917  5.50%
27 8.720 1245 1252 1274 rVB 5762489 9048817 100.00% 2
28 10.055 1465 1471 1488 rVB 353104 494194  5.46%

kRO R
IS
Ul
w
R

29 10.195 1488 1494 1505 rVV 440957 594073 6.57% 746%
30 10.299 1505 1511 1527 rVB 1387823 1838444 20.32% 404%
31 10.640 1561 1567 1580 rVB 608882 775042  8.57% 2.278%
32 11.079 1634 1639 1651 rVB 292958 371832 4.11% 1.093%
33 11.378 1682 1688 1696 rBV 141130 235427 2.60% 0.692%
34 11.750 1744 1749 1761 rVB 256493 313882 3.47% ©.923%
35 12.018 1788 1793 1800 rBV 383176 497502 5.50% 1.462%
36 12.085 1800 1804 1816 rVB 84943 108658 1.20% 0.319%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX@39960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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 12.244 1822 1830 1838 rBV2 65244 104966 1.16% ©.309%
38 13.774 2077 2081 2088 rVB 71140 91802 1.01% 0.270%

Sum of corrected areas: 34019143
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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: VX039960.D\data.ms

5000000
4000000

3000000

1.368

6.038
2000000 2063
1000000 1 752
1.27 1 95 2.215
166 2. 7
ol 2.380 278887 3111 4306 4709 5.1965.3B57356  5.958

\\\‘\\\\W\\‘T\\\‘\\\\‘\fﬂ\\ \H‘\H‘v—rv\H‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\\\\‘\\H‘\H\‘H‘v—v—rﬁrm
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: VX039960.D\data.ms
8.720

5000000

4000000

3000000

2000000
10.299

1000000
10.640

8.6 L 10.08519 j\ 11.079
6.763 11.378
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX039960.D\data.ms

5000000
4000000
3000000
2000000

1000000

12.018

11. 750 1R 0&5 244 13.774
4;!' I *17‘ T ‘ T T ‘ T T ‘ T T /\\ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12. oo 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 TIsobutane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.270  82.58 ug/l 481748  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Hydrogen isocyanate 43 CHNO 000075-13-8 4
3 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 4
4 Propane, 1l-chloro-2-methyl- 92 C4HoCl 000513-36-0 4
5 Propene 42 C3H6 000115-07-1 4

Abundance  Scan 30 (1.270 min): VX039960.D\data.ms (-26) (-) m/z 43.10 100.00%

5000
‘ 57.2 120 140 1.60
\\\‘\\\\‘\\\\‘\\\‘\‘i\}\\‘\\\‘\“\\\\‘\\\\’\\\\‘\\\\ m/z 41.05 52.1800
miz--> 10 20 30 40 50 60 70 80 90
Abundance #266: Isobutane
43.0
5000
270 120 140 1.60
' m/z 42.10  33.50%
15.0 ‘ L] 57.0
\\\‘\\\\‘\\{‘\‘\\\}"\}\\‘\\\w‘\\\\‘\\\\’\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #76: Hydrogen isocyanate
43.0
e e R
120 140 1.60
5000 m/z 39.10 24.70%
e 4
-ttt
m/z--> 10 20 30 40 50 60 70 80 90 /\
Abundance #2430: Propane, 2-nitro- e A BEmw e
43.0 1.20 1.40 160
m/z 38.10 3.92%
27.0
5000
15.0
i \“ 11, 51.059.0 89.0
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX@39960.D

Acqg On : 25 Jan 2024 17:36

Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 2 Butane Concentration Rank 1

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

1.368 499.12 ug/l 2911690  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 72
2 Isopropylsulfonyl chloride 142 C3H7C1l02S 010147-37-2 9

3 Isobutane 58 C4H1e 000075-28-5 9
4 Propane, 1l-nitro- 89 C3H7NO2 000108-03-2 9

5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5
Abundance  Scan 46 (1.368 min): VX039960.D\data.ms (-41) (-) m/z 43.10 100.00%

43.1
5000

‘ 58‘-1 1.20 1.40 1.60 1.80

0t et e 8L m/z 41.10 0 38.45%
miz--> 0 10 20 30 40 50 60 70 80 90 100

Abundance #265: Butane
43.0

5000 \‘\\\\‘\\\\‘\\\\‘\

29.0 120 140 1.60 1.80

m/z 39.10  20.29%

58.0
15\'0 | ‘ | ‘
\\\‘\\\\‘\\\\’\\\\‘\\\{‘\}\\’\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
43.0

1.20 1.40 1.60 1.80

5000 m/z 42.10 14.16%
27.0
e b e S 830, 990
m/z--> 6 1b Zb 3b 4b Sb 6b 75 Bb 96 160 |
Abundance #267: Isobutane R o
43.0 120 1.40 1.60 1.80
m/z 58.10 13.38%

m/z-->

5000
27.0
1.0 140 “ \ 57.0
et e e

0 10 20 30 40 50 60 70 80 90 100

1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 3 1-Propene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.429 61.82 ug/l 360657 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
2 2-Butene, (Z)- 56 C4H8 000590-18-1 64
3 2-Butene, (E)- 56 C4H8 000624-64-6 64
4 2-Butene 56 C4H8 000107-01-7 64
5 1-Butene 56 C4H8 000106-98-9 49
Abundance  Scan 56 (1.429 min): VX039960.D\data.ms (-53) (-) m/z 41.10 100.00%

41.1
56.1
5000

490 1.20 1.40 1.60 1.80
‘ |0 67.1 o
HH\H‘\H\‘\\H’HH‘\H\‘HH‘HH‘HH‘\H‘\“\H‘HH‘\HM\\H‘HH‘HH‘HH‘HH‘\ m/z 56.16 72.040

m/z--> 0 5 101520 25 30 35 40 45 50 55 60 65 70 75
Abundance #208: 1-Propene, 2-methyl-
41.0

5000 56.0 R e N L AR
1.20 1.40 1.60 1.80

28.0 m/z 39.10 47.62%

H\HH%H\‘\\H’H]:?\?\‘HH‘\H\‘H\\‘\M\l \H‘HH}}\}{1\“\‘HH‘HH‘HH‘HH‘\
m/z--> 0 5 101520 25 30 3540 45 50 55 60 65 70 75
Abundance #206: 2-Butene, (2)-
41.0

1.20 1.40 1.60 1.80

5000 56.0 m/z 55.85  33.20%
27.0
o
PP T e e e e
m/z--> 0 5 101520 25 30 3540 455055606570 75
Abundance #204: 2-Butene, (E)-
41.0 1.20 1.40 1.60 1.80

m/z 53.10 12.99%

5000 56.0
27.0
150 | ‘ ‘
| Al 1L
e 1| S| R 11—

m/z--> 0 5 10152025303540 45 50 55 60 65 70 75 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 Butane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.752 217.16 ug/l 1266870  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 16
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
Abundance Scan 109 (1.752 min): VX039960.D\data.ms (-103) (-) m/z 43.05 100.00%
3.0
57.1
5000
‘ 721 1.40 1.60 1.80 2.00
e gl 822 sy 41,10 93.59%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 2r.0
1.40 1.60 1.80 2.00
15.0 m/Z 42.10 88.49%
‘ 72.0
\\\‘;\\\‘\}\\‘\\1!“\\\\}\}\\H\‘\‘\‘\‘\\\\“1\\\‘\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
RARRRREREEL S
1.40 1.60 1.80 2.00
5000 m/z 57.10 68.17%
27.0 57.0 720
\H‘HH‘:\[\STQ‘H;‘}“H\;M }\\‘\‘\u‘\‘\\\\‘!H\‘\H\‘\
m/z--> 0 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
310 m/z 39.10 35.76%
5000
570 720
150 ‘1"_w‘w“!m_‘w
m/z--> 0 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 : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 Pentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.959 148.61 ug/l 866927  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 45
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 43
4 Oxirane, ethyl- 72 C4H80 000106-88-7 37
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 143 (1.959 min): VX039960.D\data.ms (-138) (-) m/z 43.10 100.00%
43.1
5000
55.1
T e
63 72‘-0 1.60 1.80 2.00 2.20
35. 1 y
‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\Q\“H \“\H\i\‘H‘\‘}\H‘HH‘HH“HH‘HH‘H\ m/z 42.16 64.170
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 62.25%
27.0 57.0 2.0 /
U seo eso
‘\H\‘\H\‘HH‘HH‘HH‘HH‘HHH\‘\H\‘\H\‘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
N AAREARRTARE SR
57.0 1.60 1.80 2.00 2.20
5000 m/z 39.10 31.69%
29.0
72.0
15.0 ‘ |ll, 50.0 “ |
[T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #652: Cyclobutane, methyl-
42.0 1.60 1.80 2.00 2.20
m/z 55.10 30.14%
5000
55.0
27.0 70.0
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\VX012524\
Data File : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 7 Ethanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.063 462.09 ug/l 2695700  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 Formic acid 46 CH202 000064-18-6 4
5 Isoamyl lactate 160 C8H1603 019329-89-6 4

Abundance Scan 160 (2.063 min): VX039960.D\data.ms (-152) (-) m/z 45.10 100.00%

45.1
5000
38 ‘ 55‘-1 70.1 1.80 2.00 2.20 2.40
‘ 63.0"+ 78.2 o
oG e O Ot | M/Z 46.05  39.31%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #106: Ethano
31.0
5000 45.0 R
1.80 2.00 2.20 2.40
m/z 43.10 22.79%
15.0 é
H’HH‘\\H}\H‘\‘%ﬂ.i\\}\} H\‘HH‘\‘\!\ HH‘HH‘\\H‘HH’HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 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 12.57%
H,HH‘ml!“mWm,mew“m P e
m/z--> 5 10 15 20 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 11.54%
5000
15.0
Hpm_mmeuuﬂh‘HWuwmwhuwmwuwmwuHWHMHWHWHW
m/z--> 5 10 15 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 : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.215 135.31 ug/l 789373  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 2-Pentene, (E)- 70 C5H10 000646-04-8 87
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
Abundance Scan 185 (2.215 min): VX039960.D\data.ms (-180) (-) m/z 55.10 100.00%
55.1

-

5000 70.1
39.1
‘ ‘ 62.0 1.80 2.00 2.20 2.40 2.60
‘HH‘\H\‘HH‘\H\‘\H\‘H\\‘\H‘\}\H‘\ﬂ?;ﬁh\‘\‘H\‘H.H‘H‘H“HH‘HH‘H m/z 79.16 43.0500
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
70.0
41.0 1.80 2.00 2.20 2.40 2.60

29.0 ‘
|

miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

‘ m/z 39.10 33.60%

=

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #647: 2-Butene, 2-methyl-
55.0
RmEEE R
1.80 2.00 2.20 2.40 2.60
5000 70.0 m/z 41.10 29.51%
41.0
29 0
‘HH_}?RWHH_kuuwuqﬁwuuﬁﬂiMuwﬁwmumuwuwu
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans- A e
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 22.41%
5000 70.0
29 0 ‘
‘ L ‘\ |
_HWHHMHWHHMHWHHMH‘HHMHWHH‘HWHHMHWHHMHWH

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 : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 8
R.T. EstConc Area Relative to ISTD R.T.
2.867 65.98 ug/l 384885  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 72
2 Cyclopentane 70 C5H1e 000287-92-3 72
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 64
4 1-Pentene 70 C5H10 000109-67-1 64
5 1-Pentanol 88 C5H120 000071-41-0 40
Abundance Scan 292 (2.867 min): VX039960.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 b e e - m/z 55.10 0 43.44%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #653: Cyclopropane, ethyl-
42.0
55.0

5000 250 2.80 3,00 3.20
27.0 70.0 .

m/z 70.10  35.21%

15.0
11 \\ AR
TTT ‘ TTTT ‘ T \ T ‘ TT T ‘ TT T ‘ TTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ L
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane

42.0

2.60 2.80 3.00 3.20

5000 m/z 41.10 34.75%
550 70.0
27.0 ‘
miz--> 6 fo 20 3b 4b 50 60 70 80 90
Abundance #655: Cyclobutane, methyl- e AR RS
42.0 2.60 2.80 3.00 3.20

m/z 39.10  26.57%

5000
55.0
27.0 ‘ 70.0
\‘\\ “ I . ‘
e et e e e e

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\VX012524\
Data File : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 56.38 ug/l 328929  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 83

2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 53

3 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 50
4 Cyclohexane 84 C6H12 000110-82-7 49

5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 45
Abundance Scan 528 (4.306 min): VX039960.D\data.ms (-518) (-) m/z 56.10 100.00%

56.1
41.1
5000 69.1

“ 84.1 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\}}\‘\\\“‘\H‘\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\ mz 41 19 69 570

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1681: Cyclopentane, methyl-
56.0
41.0

5000 L LA B B R
69.0 4.00 4.20 4.40 4.60
270 84.0 m/z 69.10 43.46%
150 ‘\ |
H !
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1694: Propane, 2-cyclopropyl-
*° A
41.0 R maE
4.00 4.20 4.40 4.60
5000 ITI z 39.05 28.99%
21.0 69.0
SN 0 T N
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #8557: Oxirane, (1-methylbutyl)- e EaRaEaEE N S

56.0 4.00 4.20 4.40 4.60
m/z 55.10 26.04%

41.0
5000
69.0
84.0
o 220 e

m/z--> 0 10 20 30 40 50 60 70 80 90 100 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 : VX039960.D

Acqg On : 25 Jan 2024 17:36
Operator : JC/MD

Sample : P1258-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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 82.6 ug/l 481748 1 5.556 291684 50.0
Butane 1.368 499.1 wug/l 2911690 1 5.556 291684 50.0
1-Propene, 2-me... 1.429 61.8 wug/l 360657 1 5.556 291684 50.0
Butane, 2-methyl- 1.752 217.2 ug/l 1266870 1 5.556 291684 50.0
Pentane 1.959 148.6 ug/l 866927 1 5.556 291684 50.0
Ethanol 2.063 462.1 wug/l 2695700 1 5.556 291684 50.0
Cyclopropane, 1... 2.215 135.3 wug/l 789373 1 5.556 291684 50.0
Cyclopropane, e... 2.867 66.0 ug/l 384885 1 5.556 291684 50.0
Cyclopentane, m... 4.306 56.4 ug/l 328929 1 5.556 291684 50.0
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