LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1019-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 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\82X123021W.M

Title : SW846 8260

Signal : TIC: VX@26378.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.148 6 10 18 rVB 19046 20290 1.72% 0.184%
2 1.270 26 30 39 rVB 120788 108508 9.22% 0.986%
3 1.374 41 47 53 rWw 298285 302622 25.71% 2.750%
4 1.429 53 56 64 rW2 17720 20949 1.78% 0.190%
5 1.752 104 109 121 rVB 311167 434731 36.94%  3.951%
6 1.977 138 146 156 rVB2 120140 195442 16.61% 1.776%
7 2.075 156 162 168 rBV 58099 80306 6.82% 0.730%
8 2.172 172 178 181 rW 33773 52013 4.42% 0.473%
9 2.221 181 186 201 rVB 495459 756497 64.28% 6.875%
10 2.386 210 213 223 rVB 7041 11864 1.01% 0.108%
11  2.569 232 243 263 rBV 9202 39224 3.33% 0.356%
12 2.751 263 273 284 rVWV 106362 218527 18.57% 1.986%
13 2.873 284 293 307 rVB 104159 223365 18.98% 2.030%
14  3.739 420 435 443 rBV 14074 34955 2.97% 0.318%
15 3.843 443 452 457 rVW2 10713 25888 2.20% 0.235%
16 3.910 457 463 472 rW 12805 32246 2.74% 0.293%
17 3.995 472 477 487 rVW3 5597 14446 1.23% 0.131%
18 4.105 487 495 507 rVvB2 11830 31155 2.65% 0.283%
19 4.312 516 529 540 rBv3 26410 75515 6.42% 0.686%
20 4.434 540 549 560 rVB3 11191 31529 2.68% 0.287%
21  4.727 588 597 609 rBv2 8167 23666 2.01% 0.215%
22 5.202 663 675 688 rBvV2 39736 116729 9.92% 1.061%
23 5.391 695 706 716 rBV 89227 261401 22.21% 2.375%
24 5.556 724 733 748 rVB 160159 450762 38.30% 4.096%
25 5.958 789 799 805 rBV 103369 271402 23.06%  2.466%
26 6.044 805 813 829 rVW 410861 1080394 91.80% 9.818%
27 6.208 829 840 859 rVB2 23161 81040 6.89% 0.736%
28 6.763 921 931 945 rBV 242062 585062 49.71% 5.317%
29 8.653 1234 1241 1247 rBV 486729 760492 64.62% 6.911%
30 8.720 1247 1252 1264 rVB 290814 450984 38.32% 4.098%
31 8.958 1286 1291 1296 rBV2 14399 21654 1.84% 197%
32 9.049 1296 1306 1315 rVB2 14063 25090 2.13% 228%

33 10.055 1465 1471 1482 rVB 490088 660328 56.11%
34 10.195 1488 1494 1502 rBV 605932 766811 65.16%
35 10.299 1502 1511 1525 rVB 833287 1176867 100.00% 10.

(e B o) BNV RN ]
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36 10.640 1562 1567 1574 rVB 93192 122519 10.41% 1.113%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1019-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 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\82X123021W.M
Title : SW846 8260
37 10.963 1614 1620 1625 rBV 25136 30588 2.60% 0.278%
38 11.079 1634 1639 1647 rBV 384087 496320 42.17% 4.510%
39 11.305 1668 1676 1682 rBV 13558 18555 1.58% 0.169%
40 11.402 1682 1692 1697 rVB 6215 12750 1.08% 0.116%
41 11.616 1722 1727 1732 rBV 27658 33145 2.82% 0.301%
42 11.756 1745 1750 1755 rBV 46039 57282 4.87% 0.521%
43 12.024 1788 1794 1800 rBV 480249 591465 50.26% 5.375%
44 12.085 1800 1804 1810 rVB 12921 16599 1.41% 0.151%
45 12.244 1821 1830 1839 rBV 115403 150257 12.77% 1.365%
46 12.414 1853 1858 1862 rBV 10080 12280 1.04% 0.112%
47 13.774 2077 2081 2086 rBV 15226 19660 1.67% ©.179%
Sum of corrected areas: 11004174
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

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

Abundance TIC: VX026378.D\data.ms
800000

700000
600000

500000 2.221

6.044

400000

1.752
300000{ 374

200000 5.556

1.27 1.977 .
100000 21873 5.391 5.958

Q
202
148 11429 1 2.3862.569 3.738 095054342434 4,727 5.20 6.208

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: VX026378.D\data.ms
800000 10.299

o

700000

600000 10.19

500000 8.653 10.055

400000 11.079

300000 720
6.763

200000

100000 10.640
, 8.95849 U 10.963 1180502
e e e - —r— D : U AT R
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX026378.D\data.ms
800000

700000
600000
500000 12.024
400000
300000
200000

12.244
100000

756
-61136/\ .085/| 12.414 13.774
ot S e

T ‘ 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\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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 9
R.T. EstConc Area Relative to ISTD R.T.
1.270 12.04 ug/l 108508 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9
3 Hydrogen isocyanate 43 CHNO 000075-13-8 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): VX026378.D\data.ms (-26) (-) m/z 43.10 100.00%

60,4571 120 140 1.60
36, 157,
e e e M/z 41,10 50.87%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #266: Isobutane
43.0
5000

120 140 1.60
m/z 42.10 33.38%

1.0 “m 360, ||, 500570
H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\‘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 #2435: Propane, 2-nitro-
43.0

120 140 1.60

43.1
5000

o

o

5000 270 m/z 39.10  23.47%
0 15.0 “\‘3&J‘\ 570 710
v U T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 fk
Abundance #76: Hydrogen isocyanate B T
43.0 1.20 1.40 160

m/z 57.10 3.80%

5000

150 290 ‘

o‘w‘uwmmwuwuuputuuwu‘_‘WHHMHWHHMHWHHM‘HMHWH L SR &
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03

Operator JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.374 33.57 ug/l 302622  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 47 (1.374 min): VX026378.D\data.ms (-41) (-) m/z 43.10 100.00%

43.1
5000 d
| 581 120 1.40 1.60 1.80
ottt e m/z 41.10 36.57%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #263: Butane
43.0
5000 29.0
1.20 1.40 1.60 1.80
m/z 39.10 17.48%
58.0
10 180 I | ]
O \\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride A
43.0
I B
1.20 1.40 1.60 1.80
5000 m/z 42.10 14.34%
27.0
0 14,0 Il 640 830 990
et e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane
43.0 1.20 1.40 1.60 1.80
m/z 58.10 14.17%
5000
27.0
oL 10 140 ‘M [l s70
e e e e e e e A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.752  48.22 ug/l 434731  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 9
5 1-Butene 56 C4H8 000106-98-9 9
Abundance Scan 109 (1.752 min): VX026378.D\data.ms (-104) (-) m/z 43.05 100.00%
43.0
57.1
5000
50 1 ‘ . 1.40 1.60 1.80 2.00
36. ; 65.1 o
Oterprrrrrrrprrrerrprerrrog M etk 925 e m/z 41,100 92.49%
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 42.05 89.57%
72.0
0 15.0 ‘ |, 50.0 |
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘\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 #752: 3-Buten-1-ol
42.0
310 1.40 1.60 1.80 2.00
5000 m/z 57.10 66.20%
b 220, T
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane Aﬁ\\\‘uww‘\\u‘\\\w\
43.0 1.40 1.60 1.80 2.00
m/z 39.10 31.75%
5000
270 57.0 720
0 15.0 ‘ , 500 | 650
‘WHWHHMHWHWHHMHWH‘H“HWHWHHMHWHWHHMHWH
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\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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 Cyclopropane, 1,1-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.977 21.68 ug/l 195442  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 91
2 2-Methyl-1-butene 70 C5H10 000563-46-2 90
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
5 2-Pentene, (E)- 70 C5H10 000646-04-8 87
Abundance Scan 146 (1.977 min): VX026378.D\data.ms (-138) (-) m/z 55.05 100.00%
55.0
5000
39.0 70.1
H 1.60 1.80 2.00 2.20
0 “““H“““H“““U““Nwm““nwp““ m/z 70.10 36.14%
miz--> 0 10 20 60 70 80
Abundance #658:Cydopropane,1J:dnneﬂwL
55.0
5000 39.0
700 1.60 1.80 2.00 2.20
27.0 m/z 39.05  34.74%
o [l
O\\\‘\\\\‘\\\\‘\\\ “H\“H}\‘HH“HH‘
miz--> 0 10 20 30 40 50 60 70 80
Abundance #644: 2-Methyl-1-butene
55.0
1.60 1.80 2.00 2.20
5000 m/z 42.10 26.66%
bo0 390 70.0
50 |
1.0
Oy \‘\\\i‘\‘}l\‘\\\\“\\\\‘
miz--> 0 10 20 30 40 50 60 70 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.60 1.80 2.00 2.20
m/z 41.10 24.86%
5000 39.0 70.0
27.0
e ol
0 ““H““H‘w“‘ Hu ‘1“‘Hu‘u“‘
m/z--> 0 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\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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-Pentene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.075 8.91 ug/1 80306  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 93
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 2-Methyl-1-butene 70 C5H10 000563-46-2 90
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
Abundance Scan 162 (2.075 min): VX026378.D\data.ms (-156) (-) m/z 55.05 100.00%
55.0

5000

—

421 70.1
‘ 63.1 1.80 2.00 2.20 2.40
Obgrremrrrrerrreregreerrer oo 83 L msz 7e.10 39.14%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #642: 2-Pentene, (E)-
55.0
5000 7 UL L L I LA AL BN
39.0 a0 1.80 2.00 2.20 2.40
20.0 m/z 42.10  33.67%
O \‘\H\‘\\J\-ﬁ.\\o\\‘\\\\‘}!}!‘HH‘\}1\}\\“‘4\\‘\%{!1 \\\\6‘%.\\0‘\}\}“\\\‘\\\\‘\
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
1.80 2.00 2.20 2.40
m/z 39.10 32.43%
5000 70.0 /
41.0
29.0
Olrprrrprreeprrregerrperpre e b2 0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #643: 2-Methyl-1-butene

55.0 1.80 2.00 2.20 2.40
m/z 41.10 26.80%

5000 70.0
42.0

290
so

62.0
O hrprerrrimmprerrprrr ey e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40

?
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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, 1,2-dimethyl-... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.221 83.91 ug/l 756497  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
2 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 86
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 80
5 2-Pentene 70 C5H10 000109-68-2 78

Abundance Scan 186 (2.221 min): VX026378.D\data.ms (-181) (-) m/z 55.10 100.00%
55.1

5000 70.1
39.0
‘ ‘ 631 1.80 2.00 2.20 2.40 2.60
Obrrrre e S b 2 b M/Z 70,10 42.45%
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
410 700 1.80 2.00 2.20 2.40 2.60
290 m/z 39.05 31.94%
O \! }\\\6‘%-\\0‘\}\}“\\\‘\\\\‘\\
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
1.80 2.00 2.20 2.40 2.60
5000 70.0 m/z 41.10 29.75%
41.0
290
0 15.0 \ | w‘\\ 62.0 1
_HWHH_HWHH_HWHH_HWHH_HWHH‘HWHH_HWHH_HWH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #658: Cyclopropane, 1,1-dimethyl- REaza s e ]
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 22.88%
5000 39.0 70.0
27.0
15.0 H ‘ ‘
O prrrrrrr e et e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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 Cyclopentene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.751  24.24 ug/l 218527  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Isoprene 68 C5H8 000078-79-5 59
3 1,4-Pentadiene 68 C5H8 000591-93-5 58
4 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 58
5 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 53
Abundance Scan 273 (2.751 min): VX026378.D\data.ms (-263) (-) m/z 67.10 100.00%

67.1
5000
39.0

‘H 610 2.40 2.60 2.80 3.00
‘WwwwwH_Wu“_ww‘MWW‘Hme m/z 68.10  38.50%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #503: Cyclopentene

o

67.0

5000 L L L L LA B L B
2.40 2.60 2.80 3.00
39.0 53.0 m/z 39.05 27.75%
0270 \H‘HH‘H!\‘\HG\‘H}O\H \HHH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #489: Isoprene
67.0
53.0
30.0 2.40 2.60 2.80 3.00
5000 m/z 53.10 19.42%
27.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #512: 1,4-Pentadiene B w
67.0 2.40 2.60 2.80 3.00

m/z 41.10 13.01%

5000 300 530
27 0 M L0
0 330 | nir

|
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\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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 Cyclobutane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.873 24.78 ug/l 223365  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H1e 000598-61-8 78
2 Cyclopentane 70 C5H10 000287-92-3 78
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 64
5 Cyclobutanone 70 C4H60 001191-95-3 50
Abundance Scan 293 (2.873 min): VX026378.D\data.ms (-284) (-) m/z 42.05 100.00%
42.0
5000 55.0
70.1 J
e EREaEREESSE R
841 2.60 2.80 3.00 3.20
ot e SRS m/z 55.05 44.35%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl-
42.0
5000 L L L L L LA LR
2.60 2.80 3.00 3.20
55.0 %
270 ‘ 200 m/z 41.10 39.88%
0 \\\‘\\\\‘\\\\‘\\}‘H‘\\\\}‘\\\‘\‘\\\‘\\\\l\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
A ARARBARERE
2.60 2.80 3.00 3.20
5000 m/z 70.10 35.65%
55.0 70.0
27.0
0 lo 150 ‘H “\ L
R L i i L T o
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene R
42.0 2.60 2.80 3.00 3.20
m/z 39.05  28.45%
55.0
5000 70.0
29.0
0 150 H ‘\
R ma A A e L 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\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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 Cyclopentene, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.202 12.95 ug/1 116729  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 91
2 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 90
3 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
4 Cyclopentane, methylene- 82 C6H10 001528-30-9 87
5 Bicyclo[3.1.0]hexane 82 C6H10 000285-58-5 86
Abundance Scan 675 (5.202 min): VX026378.D\data.ms (-663) (-) m/z 67.10 100.00%
67.1
5000
82.1
39.1 RERE SR s Ea
‘ ‘ 53.1 4.80 5.00 5.20 5.40 5.60
O HH\"luw“el_m‘f‘”H" m/z 82.10  28.03%
miz--> 10 20 30 50 60 70 80 90
Abundance #1398: Cyclopentene 4-methyl-
67.0
5000 DL B LA BN W
4.80 5.00 5.20 5.40 5.60
39.0 82.0 m/z 39.10  19.23%
27.0 ‘ 54.0
0\\\‘}\5;9‘\\;‘1“\\\H‘MHW”‘H‘HHM\\\‘\“‘HH‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1411: Cyclopentene, 3-methyl-
67.0
R Ea o
4.80 5.00 5.20 5.40 5.60
5000 m/z 41.10 14.94%
41.0 82.0
27.0 H 53.0
Y N OV O NN X FOOT S |
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1410: Cyclopentene, 1-methyl- R A RARRR AR
67.0 4.80 5.00 5.20 5.40 5.60
m/z 81.10 12.25%
5000 82.0
39.0
H 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\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.244 12.70 ug/l 150257 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, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 80
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64

Abundance Scan 1830 (12.244 min): VX026378.D\data.ms (-1821) (- m/z 117.10 100.00%
1171

5000 j\
911 \‘\ \‘\
39.1 63 0 12.00 12.50
\ L L \‘ 104.1 ||} 9
0‘W‘H‘_‘H‘HH‘H‘W‘HWJH‘_;HM‘H‘H‘WH‘W‘H‘_H“ m/z 118.10 57.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 e —
12.00 12.50
m/z 115.10 34.64%
39.0 63.0 91.0
0 0= u 710 ] 1040 |
H‘HH‘\\H‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0 /\
e
12.00 12.50
m/z 91.10 17.54%
5000 91.0
39.0 63.0
26,0 ‘ L e 104.0 |
O‘W‘H‘M‘H‘H‘M‘H‘L‘ﬁph“‘MU“H‘H‘WqH‘_‘HHH‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 R
Abundance #10197: Benzene, cyclopropyl- — A T
117.0 12.00 12.50
m/z 116.10 8.80%
5000 91.0
51.0 650
SR O .0 N U O 0 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026378.D

Acqg On : 06 Jan 2022 17:03
Operator : JC/MD

Sample : N1e19-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.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 12.0 ug/l 108508 1 5.556 450762 50.0
Butane 1.374 33.6 wug/l 302622 1 5.556 450762 50.0
Butane, 2-methyl- 1.752 48.2 ug/l 434731 1 5.556 450762 50.0
Cyclopropane, 1... 1.977 21.7 wug/l 195442 1 5.556 450762 50.0
2-Pentene, (E)- 2.075 8.9 wug/l 80306 1 5.556 450762 50.0
Cyclopropane, 1... 2.221 83.9 wug/l 756497 1 5.556 450762 50.0
Cyclopentene 2.751 24.2 wug/l 218527 1 5.556 450762 50.0
Cyclobutane, me... 2.873 24.8 wug/l 223365 1 5.556 450762 50.0
Cyclopentene, 4... 5.202 12.9 wug/l 116729 1 5.556 450762 50.0
Indane 12.244 12.7 wug/l 150257 4 12.024 591465 50.0
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