LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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@32679.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 38 rBV 11908 11959 1.98% 0.206%
2 1.368 43 46 53 rVB 27673 28457 4.72% 0.490%
3 1.746 103 108 116 rBV 80394 110196 18.26%  1.898%
4 1.959 138 143 152 rVvB3 21319 38348 6.35% 0.660%
5 2.069 156 161 167 rBV 14341 19585 3.25% 0.337%
6 2.166 172 177 181 rW 7914 11919 1.97% 0.205%
7 2.215 181 185 193 rVB 24070 35395 5.86% 0.610%
8 2.782 269 278 281 rBVS 6199 13077 2.17% 0.225%
9 2.825 281 285 289 rvv2 11078 23342 3.87% 0.402%
10 2.867 289 292 307 rVB4 12105 27376 4.54% 0.471%
11  3.099 323 330 339 rVB 8881 19779 3.28% 0.341%
12 3.318 359 366 373 rBV4 3539 7438 1.23% 0.128%
13  3.453 381 388 394 rVB2 3130 6735 1.12% 0.116%
14  3.733 426 434 443 rVB3 7418 17161 2.84% 0.296%
15 3.843 443 452 457 rBV3 4477 11838 1.96% 0.204%
16 4.105 486 495 505 rVB3 6650 16481 2.73% 0.284%
17 4.3066 519 528 539 rVB2 14931 43142 7.15% ©.743%
18 4.562 559 570 585 rBV4 1670 6285 1.04% 0.108%
19 5.202 663 675 683 rBV3 8110 25189 4.17% 0.434%
20 5.385 694 705 716 rBV 69427 202683 33.58%  3.490%
21 5.550 723 732 752 rVB 114786 337195 55.87% 5.807%
22 5.824 769 777 788 rVB5 2522 6432 1.07% 0.111%
23 5.958 788 799 810 rBV 76761 202230 33.51% 3.483%
24  6.196 826 838 840 rBV7 3068 10146 1.68% 0.175%
25 6.251 842 847 857 rVB4 4900 14144 2.34% 0.244%
26 6.763 922 931 941 rBV 177601 426594 70.68% 7.347%
27 7.379 1023 1032 1042 rVB5 5047 13810 2.29% 0.238%
28 8.110 1146 1152 1155 rBV 4977 10288 1.70% 0.177%
29 8.147 1155 1158 1162 rVB2 4977 7430 1.23% 0.128%
30 8.507 1212 1217 1224 rBV3 4136 6776 1.12% 0.117%
31 8.647 1229 1240 1248 rBV 365734 587588 97.36% 10.119%
32 8.720 1248 1252 1259 rVB 18580 28546 4.73% 0.492%
33 8.958 1287 1291 1297 rVB3 4875 8039 1.33% 0.138%
34 9.049 1300 1306 1312 rBV 5270 7984 1.32% 0.137%
35 10.055 1465 1471 1482 rBV 379611 496073 82.20%  8.543%

36 10.195 1488 1494 1501 rBV 363692 464355 76.94%  7.997%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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 10.299 15605 1511 1520 rBV 438211 603520 100.00% 10.393%
38 10.646 1563 1568 1572 rBV 6614 8867 1.47% 0.153%
39 10.963 1614 1620 1626 rBV 16678 20392 3.38% 0.351%
40 11.079 1634 1639 1650 rBV 343250 436063 72.25% 7.510%
41 11.305 1671 1676 1683 rBV 47632 56761 9.40% 0.978%
42 11.402 1685 1692 1696 rVV 49945 64728 10.73% 1.115%
43 11.451 1696 1700 1708 rVB 46331 55599 9.21% 0.957%
44 11.616 1722 1727 1734 rBV 62895 80369 13.32% 1.384%
45 11.750 1744 1749 1757 rBV 245569 300702 49.82% 5.179%
46 12.024 1788 1794 18600 rBV 396176 484510 80.28% 8.344%
47 12.085 1800 1804 1810 rVB 57369 73473 12.17% 1.265%
48 12.244 1825 1830 1838 rBV 67033 84803 14.05% 1.460%
49 12.317 1838 1842 1850 rVB3 14336 21550 3.57% 0.371%
50 12.530 1873 1877 1879 rVWV 12736 15849 2.63% 0.273%
51 12.555 1879 1881 1886 rVV 11024 12127 2.01% 0.209%
52 12.616 1886 1891 1894 rVWV 19150 23536 3.90% 0.405%
53 12.701 1901 1905 1913 rVB2 14177 18961 3.14% 0.327%
54 12.920 1937 1941 1945 rVWV 11103 13871 2.30% 0.239%
55 12.963 1945 1948 1953 rVB 16470 18538 3.07% 0.319%
56 13.170 1978 1982 1989 rBV 12505 14667 2.43% 0.253%
57 13.292 1997 2002 2008 rVB2 24286 32510 5.39% 0.560%
58 13.774 2077 2081 2090 rBV 41819 53821 8.92% 0.927%
59 14.640 2218 2223 2227 rBV 6198 7500 1.24% 0.129%
Sum of corrected areas: 5806732
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  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

Abundance TIC: VX032679.D\data.ms
400000
350000
300000
250000
200000
150000

5.550

100000 1.746 6 385 5 058

50000

1.9 215

596455 673.0993 31453 3.78343 4.105%306 4565 5.202 5824 | 6495
0 CrT T \H—rrwm—rﬁ\rj\ﬁ—ﬁ‘r‘vu‘/\\f—\v—ﬁr\u L L Y B D B T T
Time--> 120 1.40 1.60 180 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: VX032679.D\data.ms

10.£99
400000
8.647 10.055. o

350000 11.079
300000
250000
200000 6.763
150000

100000

50000 720
7.379 881147 8507 )" 8.95049 10.646 10ﬁ6
Ol—— L = — T e —T ‘ ‘ ‘

\
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX032679.D\data.ms

400000 12.024
350000
300000
250000 11.750
200000
150000

100000

616| 12085244
50000J\ H 92 13.774
M%ﬁohéﬂa 633. j\
14.640
0% [— \ T ‘v—&\/\? L I L T T T T
Time--> 12.00 12.50 1300 1350 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\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  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 1 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.746 16.34 ug/l 110196  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 3-Buten-1-o0l 72 C4H80 000627-27-0 37
3 Pentane 72 C5H12 000109-66-0 28
4 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 17
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
Abundance Scan 108 (1.746 min): VX032679.D\data.ms (-103) (-) m/z 43.10 100.00%
57.1
5000 )k /\
AR EEmERREEE SRR
‘ 721 1.40 1.60 1.80 2.00
S \HWH,HH_HW m/z 41.10  99.14%
mfz--> 0 10 20 30 40 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 88.66%
72.0
O\\\‘2.\()\\\‘\}\\‘\\11‘\\\\‘}\\“\‘\“’\\\\‘\\\‘\
miz--> 0 10 20 30 40 70 80
Abundance #752: 3—Buten—1—o|
42.0
- e
: 1.40 1.60 1.80 2.00
5000 m/z 57.10 73.14%
150 ‘ Lt 730
0 H““H““w““““ R R e e
miz--> 0 10 50 60 70 80
Abundance #809: Pentane ““H““‘_“A‘H“‘
43.0 1.40 1.60 1.80 2.00
m/z 39.10 36.95%
5000
27.0 57.0 720
S oA M ot
m/z--> 0 10 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\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  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 Pentane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.959 5.69 ug/l 38348 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Oxirane, ethyl- 72 C4H80 000106-88-7 47
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 43
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 25
5 1-Pentene 70 C5H10 000109-67-1 23
Abundance Scan 143 (1.959 min): VX032679.D\data.ms (-138) (-) m/z 43.05 100.00%
5000
55.0
R RAARRREN
i “ 6517‘2‘-0 1.60 1.80 2.00 2.20
Ot e R e e e m/z 42.10 68.94%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #810: Pentane
43.0
5000 \‘\\\\‘\\\\‘\/\\\/\\‘/\\\\\’\
270 1.60 1.80 2.00 2.20 )
570 90 m/z 41.10 62.88%
150 || I
OH‘HH‘\H\iHH‘HHHH\‘HH‘HHi }‘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 #762: Oxirane, ethyl-
42.0
T A e
1.60 1.80 2.00 2.20
5000 27.0 m/z 39.10 32.03%
57.0 71.0
90 lse
Ottt 290 e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #652: Cyclobutane, methyl- e e
42.0 1.60 1.80 2.00 2.20
m/z 55.00 27.22%
5000
55.0
27.0 70.0
50 e
Ot e e e e T 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\VX110922\
Data File : VX@32679.D

Acqg On : 09 Nov 2022 15:08

Operator JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  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 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 3 Cyclopropane, 1,2-dimethyl-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.215 5.25 ug/1 35395  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 C5H1e 000513-35-9 90
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 86
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 80
5 2-Pentene, (E)- 70 C5H1e 000646-04-8 78

Abundance Scan 185 (2.215 min): VX032679.D\data.ms (-181) (-) m/z 55.10 100.00%
55.1

5000 70.0
39.1 A

‘ 1.80 2.00 2.20 2.40 2.60
Ly

‘ 63.0 0
e e M/Z 70,05 45.75%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

o

Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
58.0
5000 | L L B R
410 70.0 1.80 2.00 2.20 2.40 2.60
290 ‘ ‘ m/z 39.10 33.15%
62.0
O‘\\H‘\H\‘HH‘HH‘\H\‘HH‘HH}H}\‘HHi\! }H\‘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 A A
e
1.80 2.00 2.20 2.40 2.60
5000 70.0 m/z 41.10 28.62%
41.0
29 0
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- AR e
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 23.48%
5000 39.0 70.0
27.0
5o |
Oprrrrrrre e et e e e et A R 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\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  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 Cyclopentane, methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.306 6.40 ug/1l 43142  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 72
4 Cyclobutane 56 C4H8 000287-23-0 53
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 50
Abundance Scan 528 (4.306 min): VX032679.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
41.0
5000 69.1
/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ ‘ 84.0 4.00 4.20 4.40 4.60
0l el il b m/z 41,05 52.32%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0 M/\
5000 690 \\‘\\\\‘\\\\‘\\\\‘\\\\‘

4.00 4.20 4.40 4.60

28.0 M ‘ 640 m/z 69.10 41.68%
0 ‘H\‘H‘\:‘L‘S‘(‘)\‘HH‘WH“W\“”‘*\H“HHH\‘!HW
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
ARNAAMANARARAAARRARRS
41.0 4.00 4.20 4.40 4.60
5000 m/z 39.10 32.41%
27.0
69.0
1o 10 | || % wo

o

m/z--> 0O 10 20 30 40 50 60 70 80 90 /\/\M /\
Abundance #1694: Propane, 2—C)é<él%propyl— SRR ‘ e ‘ e

4.00 4.20 4.40 4.60

41.0 m/z 55.10  25.19%
5000
27.0 69.0
150 || sa0
L Rk i AL A A
miz--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Data Path

Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Dat
VX032679.D
: 09 Nov 2022 15:08
JC/MD
: N5551-01 40X
: 5.0mL/MSVOA_X/WATER
: 12 Sample Multiplier: 1

¢ Z:\voasrv\HPCHEM1\MSVOA_X\
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

a\Vx110922\

Method\82X102622W.M

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 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.616 8.29 ug/1 80369 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Mesitylene 120 CS9H12 000108-67-8 90

Abundance Scan 1727 (11.616 min): VX032679.D\data.ms (-1722) (| m/z 105.10 100.00%
105.1
5000
120.1
91.1
39.1 63.0 77‘-‘0 | 11.50 12.00
Obrrprrrrprerrprrprrreirrephiep et m/z 120,16 31.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 AM‘ /\ S VR A
1200 11.50 12.00
m/z 91.10 12.91%
77.0 91.0
0 \\’]\_\5\‘\0’H\‘\’\\3\?’.(\)\\\"H\\6‘:\3‘\“\0\|H\m“\H|‘MH|\H\|H‘\‘\‘|‘HH|
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
IV [N L "
11.50 12.00
5000 m/z 77.00 11.37%
120.0
510 77.0 91.0
27.0 ~ 64.0
0"W‘H,HHW‘Hﬂ‘u‘Wuu‘ﬁh,m‘W‘HH$H‘UMM,HWWHHW
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 M ]\ ﬂ
Abundance #10707: Benzene, 1,2,3-trimethyl- ) = —
105.0 11.50 12.00
m/z 79.10 8.80%
5000 120.0
39.0 77.0 910 j\ A A
ST - e | Y U A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00

82X102622W.M Thu Nov 10 13:22:07 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.085 7.58 ug/1 73473  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1804 (12.085 min): VX032679.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 1201 jk
39.1 63.0 ‘ 91‘.1 12.00
Oreprrerprrrrperetperrefirss i bbbl m/z 1200100 35.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 A i 1 A
120.0 12.00
770 m/z 77.00 12.51%
39.0 U 91.0
O\\’]\-\5\.\0’\\\“1’1\H"‘\\\\"“1‘1\16‘?1“10\‘\\\m‘\\\\“HH‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0 j\ M
T T ‘ T \/\—\ ‘
12.00
5000 120.0 m/z 91.10  11.54%
77.0
51.0 91.0
Obregrrrey 2 o8O i Ll il
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 j\ /\ f\
Abundance #10719: Benzene, 1-ethyl-2-methyl- : —p— A f\
105.0 12.00
m/z 119.10 8.96%
5000
120.0
77.0 91.0 A f\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 8.75 ug/1 84803 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 76
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 74
Abundance Scan 1830 (12.244 min): VX032679.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000
39. 63.0 9t : izbd 1256AA
1 . .
134.1
om_m_m_m‘_m;‘mw:‘mw‘,‘m‘“mWWW‘WMW m/z 118.10  53.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10180: Indane
117.0
5000 UM 7
12.00 12.50
m/z 115.10 34.79%
390 30 91‘-0 ‘
O\H‘]_HSH()‘H}‘\‘\\H“\H\“‘H\‘\‘1‘\‘\\‘H\w’\\H“\H\‘\‘\H‘H!\“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0
(VN | VO
12.00 12.50
m/z 91.10 17.39%
5000 910 /
39.0 65.0
0‘H_HWHH_‘H_HﬁhuwwuwﬂhuuﬁhuNHWHMHHH_HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A
Abundance #10185: (2)-1-Phenylpropene ViR
117.0 12.00 12.50
m/z 119.20 10.48%
5000
91.0
51.0 ]\
o"w"“‘%‘7“0“H‘w‘HH‘“EHHT‘M‘,w“‘H"Mw‘www ‘ ‘A /\ Al
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX110922\
Data File : VX032679.D

Acqg On : 09 Nov 2022 15:08
Operator : JC/MD

Sample : N5551-01 40X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  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|
Butane, 2-methyl- 1.746 16.3 ug/l 110196 1 5.556 337195 50.0
Pentane 1.959 5.7 wug/l 38348 1 5.556 337195 50.0
Cyclopropane, 1... 2.215 5.3 ug/l 35395 1 5.556 337195 50.0
Cyclopentane, m... 4.306 6.4 ug/l 43142 1 5.556 337195 50.0
Benzene, 1l-ethy... 11.616 8.3 wug/l 80369 4 12.024 484510 50.0
Benzene, 1,2,3-... 12.085 7.6 ug/l 73473 4 12.024 484510 50.0
Indane 12.244 8.8 ug/l 84803 4 12.024 484510 50.0
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