LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111422\
Data File : VX@032793.D

Acqg On : 14 Nov 2022 14:41
Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X102622W.M

Title : SW846 8260

Signal : TIC: VX@32793.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 rVB 33363 32383 6.46% 0.835%
2 1.374 41 47 53 rBvV 64704 70956 14.15% 1.829%
3 1.660 87 94 102 rVB 8492 11903 2.37% 0.307%
4 1.752 102 109 117 rW 98646 130986 26.12% 3.377%
5 1.843 119 124 128 rVWV 19114 26758 5.34% 0.690%
6 1.910 128 135 139 rVw2 14777 29253 5.83% 0.754%
7 1.965 139 144 154 rVB2 29682 61719 12.31% 1.591%
8 2.069 156 161 169 rBV 29222 41399 8.25% 1.067%
9 2.166 169 177 181 rVvV 27631 41310 8.24% 1.065%
16 2.215 181 185 193 rVB 22673 34665 6.91% 0.894%
11 2.325 197 203 210 rBV 10755 18228 3.63% 0.470%
12 2.751 261 273 276 rBV2 11341 25447 5.07% 0.656%
13 2.788 277 279 282 rVWV3 7376 10635 2.12% 0.274%
14 2.873 284 293 302 rVWW2 24156 61697 12.30% 1.591%
15 2.934 302 303 315 rVB4 2953 57060 1.14% 0.147%
16 3.105 320 331 339 rBV2 5414 12160 2.42% 0.313%
17 3.325 358 367 374 rBv4 3199 7534 1.50% 0.194%
18 3.605 404 413 419 rBVS 3024 9892 1.97% 0.255%
19 3.843 444 452 457 rBV3 2593 6191 1.23% 0.160%
20 3.904 457 462 471 rVWW4 5637 17974 3.58% 0.463%
21 3.989 474 476 484 rVB3 3091 5893 1.18% 0.152%
22 4.300 516 527 539 rBv3 15977 45643 9.10% 1.177%
23 4.489 550 558 566 rBvVv3 15521 43183 8.61% 1.113%
24 5.105 647 659 665 rBv2 2569 7498 1.50% 0.193%
25 5.385 695 705 715 rBvV2 61373 182291 36.35% 4.699%
26 5.477 715 720 724 rVWW4 5074 12991 2.59% 0.335%
27 5.556 724 733 747 rVB 97918 277535 55.34%  7.155%
28 5.958 789 799 806 rBV 65367 173330 34.56% 4.468%
29 6.044 806 813 826 rvB2 41764 111775 22.29% 2.882%
30 6.202 829 839 844 rBV3 5051 13488 2.69% 0.348%
31 6.763 920 931 952 rBV 147820 361951 72.17%  9.331%
32 7.129 982 991 1004 rVB 66139 144396 28.79% 3.722%
33 8.647 1234 1240 1249 rBV 319616 501503 100.00% 12.928%
34 8.720 1249 1252 1261 rVB2 2887 5148 1.03% 0.133%
35 8.958 1286 1291 1298 rvv2 7946 11918 2.38% 0.307%
36 9.049 1301 1306 1316 rVB 7644 12079 2.41% 0.311%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111422\
Data File : VX@032793.D

Acqg On : 14 Nov 2022 14:41
Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X102622W.M
Title : SW846 8260
37 9.275 1338 1343 1349 rVB 17924 25333 5.05% 0.653%
38 10.055 1465 1471 1483 rBV 320745 422677 84.28% 10.896%
39 10.195 1490 1494 1500 rVB 12927 16231 3.24% 0.418%
40 10.305 1506 1512 1521 rBV2 13634 19581 3.90% 0.505%
41 10.640 1563 1567 1572 rBV 14131 18986 3.79% 0.489%
42 11.079 1634 1639 1650 rBV 289298 376421 75.06% 9.704%
43 11.756 1745 1750 1754 rVB 5559 6959 1.39% 0.179%
44 12.024 1788 1794 1801 rBV 323291 405479 80.85% 10.453%
45 12.085 1801 1804 1817 rVB 14829 19974 3.98% 0.515%
Sum of corrected areas: 3879053
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: N5551-09
: 5.0mL/MSVOA_X/WATER
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111422\

: VX@32793.D
: 14 Nov 2022 14:41

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

O

Time-->

TIC: VX032793.D\data.ms
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43001489
%2(788938.1053.325 3.605 3849989 5105 |54 6.202
T T
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8.647 10.p55

11.079

6.763
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111422\
Data File : VX@32793.D

Acqg On : 14 Nov 2022 14:41

Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
. SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Isobutane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
1264 5.83 ugl 32383 Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane ss cante 000075-28-5 64

2 Propane, 2-nitro- 89 (C3H7NO2 000079-46-9 9
3 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 9
4 Propane, 1l-chloro-2-methyl- 92 C4HoCl 000513-36-0 9
5 5-Methyloxazolidine 87 C4HSNO 058328-22-6 7

Abundance  Scan 29 (1.264 min): VX032793.D\data.ms (-26) (-) m/z 43.10 100.00%
43.1
5000
o S AR
85.0 1.20 140 1.60
ol 820 1890 s 41,10 55.40%
miz--> 0O 20 40 60 80 100 120 140
Abundance #268: Isobutane
43.0 J&A
270 1.20 140 1.60
m/z 42.10 35.52%
02.0’59.0
miz--> 0 20 40 60 80 100 120 140
Abundance #2434: Propane, 2-nitro-
43.0 ARJK
27.0 L e e
1.20 140 1.60
5000 ITI/Z 39.00 31.41%
020 Ul s0 w0
m/z--> 0 20 40 60 80 100 120 140
Abundance #1673: 1-Pentene, 4-methyl- e
43.0 1.20 140 1.60
m/z 38.00 4.08%
5000
27.0
‘ ‘ 69.0
Y S R Y N -2 — A
m/z--> 0 20 40 60 80 100 120 140 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111422\
Data File : VX@32793.D

Acqg On : 14 Nov 2022 14:41
Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 23.60 ug/l 130986  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-Butene 56 C4H8 000106-98-9 9
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 109 (1.752 min): VX032793.D\data.ms (-102) (-) m/z 43.10 100.00%

43.1
57.1
5000
‘ 72.1 1.40 1.60 1.80 2.00
ot et b m/z 41018 94.83%

miz-> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0

1.40 1.60 1.80 2.00

15.0 m/z 42.10  83.55%
. I ‘ 72.0
O\\\‘\\\\‘\}\\‘\\\\‘\\\\}\}\\“\‘\‘ ‘\\\\“\\\‘\
m/z--> 0 10 20 30 40 70 80
Abundance #809: Pentane
43.0
1.40 1.60 1.80 2.00
5000 ITI/Z 57.10 70.69%
7.
27.0 57.0 720
15.0 ‘ ‘
0 H““H““w“‘ww“‘;1“‘uﬂ““u““w‘
m/z--> 0 10 40 50 60 70 80
Abundance #752.3—Buten—l—ol At
42.0 1.40 1.60 1.80 2.00
310 m/z 39.10 36.29%
5000
570 72.0 }\/UU\/\
ol 150 e LU
m/z--> 0O 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\VX111422\
Data File : VX@32793.D

Acqg On : 14 Nov 2022 14:41

Operator JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M

Quant Title

TIC Library

. SW846 8260

: 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

Concentration Rank 2

3 Cyclopropane, 1,2-dimethyl-...

R.T. EstConc Area Relative to ISTD R.T.
1.965 11.12 ug/l 61719  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 59
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 58
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 46
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 43
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 43
Abundance Scan 144 (1.965 min): VX032793.D\data.ms (-139) (-) m/z 55.10 100.00%
5.1
43.1
5000
70.1 /\
IV/LAVAVAS
36 ‘ ‘ ‘ 1.60 1.80 2.00 2.20
O e g e - m/z 43.10 80.86%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0
w000 o T TEmsem
27.0 . : : :
m/z 41.05 73.63%
15.0 H ‘
OH‘HH‘HH}HH‘HH‘HH‘HH‘HHHH‘HHHM\}\H‘H.\\‘\M\H\H‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #662: Cyclopropane, 1,2-dimethyl-, cis-
55.0
DA RN AW WY -
1.60 1.80 2.00 2.20
5000 42.0 700 m/z 42.05  69.97%
27.0
15.0
Ouwuwumuupmﬂﬁwuwmhkm‘H‘Mhhuﬁﬁguumwuuw
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #658: Cyclopropane, 1,1-dimethyl- a EaARaEEE L
55.0 1.60 1.80 2.00 2.20
m/z 39.05 57.91%
5000 39.0 70.0
2 | /\/\
e T 1
owwH;mwm‘mH_HWHmw;H 8.2 S N VNSV AVAVAS e
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\VX111422\
Data File : VX@32793.D

Acqg On : 14 Nov 2022 14:41
Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 2-Pentene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.069 7.46 ug/1l 41399  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-Butene, 2-methyl- 70 C5H10 000513-35-9 90
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 90
5 2-Methyl-1-butene 70 C5H10 000563-46-2 87

Abundance Scan 161 (2.069 min): VX032793.D\data.ms (-156) (-) m/z 55.05 100.00%

=i

55.0
5000 70.1
39.1

‘ 1.80 2.00 2.20 2.40
1 N NSO A m/z 70.10  42.04%

|
mfz--> 0O 10 20 30 40 50 60 70 80
Abundance #642: 2-Pentene, (E)-
55.0
5000 700 \\\‘\\\\‘\\\\‘\\\\‘\\\\
39.0 1.80 2.00 2.20 2.40
29.0 m/z 39.10  33.80%
15.0
0\\\‘\\\\‘\\\\‘\\!“‘\\\‘1}\‘\\\“{‘11\‘\\\‘\“‘\\\\‘
m/z--> 0 10 40 50 60 70 80
Abundance #663: Cyclopropane 1,2-dimethyl-, cis-
55.0
LA IAVINVA L St
1.80 2.00 2.20 2.40
m/z 42.10 33.08%
5000 70.0 /
41.0
29.0 H
om_‘H_m_HH_H;;mM:mmm‘mw
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl- H“““‘/\/YX““H“
55.0 1.80 2.00 2.20 2.40
m/z 41.10 27.85%
5000
41.0 70.0
27.0
0 10150 R e
m/z--> 0 10 20 30 40 50 60 70 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\VX111422\
Data File : VX@32793.D

Acqg On : 14 Nov 2022 14:41

Operator JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.166 7.44 ug/1 41310  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 C5H1e 000930-18-7 91
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 91

4 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
5 2-Methyl-1-butene 70 C5H10 000563-46-2 86
Abundance Scan 177 (2.166 min): VX032793.D\data.ms (-169) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.1
“H‘W‘H“H‘W‘H“
‘ L e 1.80 2.00 2.20 2.40
O e et e M/Z 70,10 46.04%
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 L L LA B B R
39.0 a0 1.80 2.00 2.20 2.40
20.0 m/z 39.10  34.93%
O \‘\H\‘\\J\-ﬁ.\q\‘\\\\‘}!}!‘\\\\‘\”\}\\Mﬁ\\‘\q\{!l \\\\6‘%.\(\)‘\}\}‘}\\\‘\\\\‘\
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 42.10 33.68%
5000 70.0 f
41.0
29.0
0 SRR N -2 T P
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- R A AEEaaREE
55.0 1.80 2.00 2.20 2.40
m/z 41.10 23.62%
5000 70.0
41.0
0“ ﬂlhuﬁﬁghhmwuuw R
m/z--> 5 10 15 20 25 30 35 4 0 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\VX111422\
Data File : VX@32793.D

Acqg On : 14 Nov 2022 14:41
Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 2-Butene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.215 6.25 ug/1 34665 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 87
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 80
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
5 2-Methyl-1-butene 70 C5H10 000563-46-2 72
Abundance Scan 185 (2.215 min): VX032793.D\data.ms (-181) (-) m/z 55.05 100.00%
55.0
5000
70.1
39.0 M
“H‘_‘H“H‘_‘H“
‘ ‘ 63.1 1.80 2.00 2.20 2.40 2.60
Ol prrrrprrrrprrerprrreprrreprrrer e B et e m/z 70.10  37.39%
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-
55.0
5000 70.0 RRREE R
1.80 2.00 2.20 2.40 2.60
290 m/z 39.00  28.92%
O ‘ | ‘ 63'0 ‘\
‘\\H‘\H\‘HH‘HH‘HH‘HH‘\H HH‘HH‘HH \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 #647: 2-Butene, 2-methyl-
55.0
R A RARRRE
1.80 2.00 2.20 2.40 2.60
5000 70.0 m/z 41.10 25.21%
41.0
290
0 15.0 \ | u‘whez'ow\\
_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 #650: 1-Butene, 3-methyl- R
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.05 20.13%
5000
280 390 70.0
m/z--> 5 10 15 20 25 30 35 0 0 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\VX111422\
Data File : VX@32793.D

Acqg On : 14 Nov 2022 14:41
Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 1-Pentene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.873 11.12 ug/l 61697 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 72
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 64
3 2-Butene-1,4-diol, (Z)- 88 C4H802 006117-80-2 39
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 Cyclopentane 70 C5H10 000287-92-3 16
Abundance Scan 293 (2.873 min): VX032793.D\data.ms (-284) (-) m/z 42.10 100.00%
42.1
5000 55.1 70.1 /\A
S
84.1 2.60 2.80 3.00 3.20
ol e e m/z 41180 49.94%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
55.0
5000 L L R B L LR R
70.0 2.60 2.80 3.00 3.20
29.0 m/z 55.10 46.45%
wo | L
O\\\‘\\\\’\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #656: Cyclopropane, ethyl-
42.0
S A1 S WP G4
2.60 2.80 3.00 3.20
5000 55.0 m/z 70.10  42.22%
27.0
70.0
15.0 ‘
oHf:ﬂ,m“ﬂ\_wlluHNuwwww_m
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2301: 2-Butene-1,4-diol, (2)- amm
42.0 2.60 2.80 3.00 3.20
57.0 m/z 39.80 37.49%
31.0
5000 700
18.0
oLrrrrrrrrrribrer b A gttt B0 YL A
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\VX111422\
Data File : VX@32793.D

Acqg On : 14 Nov 2022 14:41
Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 Cyclopentane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.300 8.22 ug/1 45643  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 80
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 50
5 Aziridine, 1-(2-buten-2-yl)- 97 C6H11IN 1000158-95-2 50
Abundance Scan 527 (4.300 min): VX032793.D\data.ms (-516) (-) m/z 56.10 100.00%
56.1
411 69.1
5000
A
‘ ‘ 84.1 4.00 4.20 4.40 4.60
Ot m/z 4110 58.11%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 W\A\‘\\\\‘\\\\‘\\\\
4.00 4.20 4.40 4.60
m/z 69.10 54.15%
28.0 ‘ ‘ ‘ 84.0
O\\‘\J-ﬁ;o\‘\\}H"\\\‘\}\‘\\\"‘\u‘\‘\\\‘1"\\\\‘\!\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 /\
27.0 AN S A SR
4.00 4.20 4.40 4.60
5000 m/z 39.00 31.82%
42.0
‘ ‘ ‘ 84.0
R P ‘\‘HH,HH‘\!H‘H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1660: Cyclobutane, ethyl- R
56.0 4.00 4.20 4.40 4.60
41.0 m/z 55.10  27.81%
5000
28.0
69.0
b0 Ml L ee AN L)
m/z--> 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\VX111422\
Data File : VX@032793.D

Acqg On : 14 Nov 2022 14:41
Operator : JC/MD

Sample : N5551-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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 1.264 5.8 ug/l 32383 1 5.556 277535 50.0
Butane, 2-methyl- 1.752 23.6 ug/l 130986 1 5.556 277535 50.0
Cyclopropane, 1... 1.965 11.1 ug/1 61719 1 5.556 277535 50.0
2-Pentene, (E)- 2.069 7.5 ug/l 41399 1 5.556 277535 50.0
Cyclopropane, 1... 2.166 7.4 ug/l 41310 1 5.556 277535 50.0
2-Butene, 2-met... 2.215 6.3 ug/l 34665 1 5.556 277535 50.0
1-Pentene 2.873 11.1 ug/l 61697 1 5.556 277535 50.0
Cyclopentane, m... 4.300 8.2 ug/l 45643 1 5.556 277535 50.0
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