LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X053122W.M

Title : SW846 8260

Signal : TIC: VX@29236.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.367 43 46 52 rBV 417129 412875 1.50% 0.286%
2 1.751 103 109 123 rBV 2478344 3395092 12.31% 2.350%
3 1.953 137 142 154 rVB2 997892 1512634 5.48% 1.047%
4 2.215 180 185 196 rVB 548901 820627 2.97% 0.568%
5 2.782 256 278 281 rBV2 432518 1241733 4.50% ©0.860%
6 2.824 281 285 289 rVWW 706941 1488042 5.39% 1.030%
7 2.867 289 292 305 rVB2 643020 1419626 5.15% ©.983%
8 3.105 320 331 346 rVB 537146 1212180 4.39% 0.839%
9 3.446 377 387 400 rVvV 189953 420111 1.52% 0.291%
10 3.733 427 434 443 rVB 296156 703134  2.55% 0.487%
11 3.843 443 452 457 rBV 201724 515435 1.87% 0.357%
12 4.105 485 495 505 rBvV 206003 532591 1.93% 0.369%
13 4.306 519 528 539 rVB 1087672 3067209 11.12% 2.123%
14  4.428 539 548 562 rVB 124258 370670 1.34% 0.257%
15 5.196 646 674 691 rBV 279502 941886 3.41% 0.652%
16 5.391 691 706 712 rBV2 235508 704593  2.55% 0.488%
17 5.476 712 720 727 rVV2 308348 903937 3.28% 0.626%
18 5.556 727 733 739 rW 290152 787154 2.85% 0.545%
19 5.623 740 744 765 rVB3 203421 640807 2.32% 0.444%
20 5.830 765 778 790 rBV4 95860 311873 1.13% 0.216%
21 5.958 790 799 804 rBV 218584 564752 2.05% 0.391%
22 6.043 804 813 825 rVB 3622102 9486108 34.39% 6.567%
23 6.202 825 839 844 rBV3 168071 645676  2.34%  0.447%
24 6.360 857 865 877 rVB2 102669 305414 1.11% 0.211%
25 6.763 922 931 940 rBV 574052 1529136 5.54% 1.059%
26 6.854 942 946 958 rVvB4 159585 394162 1.43% 0.273%
27 7.177 990 999 1009 rVB 152633 338478 1.23% 0.234%
28 7.378 1017 1032 1045 rBV4 309940 872394 3.16% 0.604%
29 8.147 1153 1158 1163 rVB 364668 641567 2.33% 0.444%
30 8.506 1210 1217 1226 rVB 329545 552037 2.00% 0.382%

31 8.653 1235 1241 1247 rVB 1176132 1807696  6.55%
32 8.720 1247 1252 1259 rVB 2102646 3096052 11.22%
33 10.055 1461 1471 1476 rBV 1287545 1775399  6.44%
34 10.195 1489 1494 1500 rBV 8949685 11883678 43.08%
35 10.305 1506 1512 1518 rBV 19134811 27587189 100.00%

R ooR Nk
N
N
0
3R

9.097%
36 10.646 1562 1568 1578 rVB 3038146 4046995 14.67% 2.801%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 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\82X053122W.M
Title : SW846 8260
37 10.963 1614 1620 1627 rVB 1095005 1324852 4.80% 0.917%
38 11.085 1635 1640 1646 rBV 1057867 1341789 4.86% 0.929%
39 11.305 1671 1676 1683 rVB 2058719 2464282 8.93% 1.706%
40 11.384 1683 1689 1690 rVV 1875750 2505761 9.08% 1.735%
41 11.402 1690 1692 1696 rVV 2749526 2851191 10.34% 1.974%
42 11.451 1696 1700 1706 rVB 2055323 2567050 9.31% 1.777%
43 11.616 1721 1727 1737 rBV 3062720 3721160 13.49% 2.576%
44 11.756 1744 1750 1755 rBV 9967553 11742663 42.57% 8.129%
45 12.024 1789 1794 1799 rVB 1472383 1811243 6.57% 1.254%
46 12.091 1799 1805 1810 rBV 4284163 5304164 19.23% 3.672%
47 12.243 1824 1830 1838 rBV 5287609 6772560 24.55%  4.688%
48 12.317 1838 1842 1852 rVB4 590131 901921 3.27% 0.624%
49 12.408 1852 1857 1862 rBvV2 221342 300540 1.09% 0.208%
50 12.463 1862 1866 1872 rVB 340477 402268 1.46% 0.278%
51 12.530 1872 1877 1880 rBV 493838 670948 2.43% 0.464%
52 12.615 1886 1891 1894 rBV 1149181 1380986 5.01% 0.956%
53 12.646 1894 1896 1900 rVV 326880 354129 1.28%  0.245%
54 12.701 1900 1905 1913 rVB 1132476 1468025 5.32% 1.016%
55 12.847 1924 1929 1935 rVB 276139 355409 1.29% 0.246%
56 12.920 1935 1941 1945 rBV 808015 1014100 3.68% 0.702%
57 12.963 1945 1948 1954 rVB 732142 844859 3.06% 0.585%
58 13.170 1978 1982 1992 rVB 875242 1084479 3.93% 0.751%
59 13.292 1997 2002 2007 rVB2 1649228 2127524 7.71% 1.473%
60 13.426 2019 2024 2030 rVB 276417 348171 1.26% 0.241%
61 13.774 2075 2081 2091 rBV 2488580 3170258 11.49%  2.195%
62 14.639 2219 2223 2234 rVB 281394 360374 1.31% 0.249%

63 14.780 2241 2246 2257 rBV 265985 339839 1.23% 0.235%

Sum of corrected areas: 144459487

82X053122W.M Tue Jun 07 18:52:09 2022 Page: 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\

: VX029236.D
: 06 Jun 2022 14:00
JC/MD
: N3174-03
: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX029236.D\data.ms
1.5e+07
1e+07
5000000
6.043
1.751
1.953 4.306
0 1.367 2.215 22887 3.105 3446 3.73B43 4.105 /4428 5.1965. S05BEP35 850958, 6.202
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VX029236.D\data.ms
10.805
1.5e+07
1e+07 10.195
5000000
10.646 11.402
8.720 10,055 1133t %1
8.6 . 10.963085
51360 6-/76§§5 7.1777.378 8.147  8.506 J\?Y’ Ji L
— e — — —r — ‘ N
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX029236.D\data.ms
1.5e+07
1e+07 11.756
12.243
5000000 12.091
616 13.292 13.774
12.024 %0 :
. ]\ | ﬂﬁ%ﬁgeﬁiﬂ@me 14.689780
T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ 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

82X053122W.M Tue Jun 07 18:52:10 2022

Page: 3




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00

Operator JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 1 Butane, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
1.751 215.66 ug/l 3395090  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 C4HB80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 42
4 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 33
5 Butane, 2-nitro- 103 C4HO9NO2 000600-24-8 10
Abundance Scan 109 (1.751 min): VX029236.D\data.ms (-103) (-) m/z 43.05 100.00%
43.0
57.1
5000
‘ ‘ 72.1 1.40 1.60 1.80 2.00
0Lt l 959 myz a1.10 86.83%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10 86.81%
72.0
15.0 ‘ “ |
O\H‘HH‘HH‘HM‘HHi \H‘HH‘H\\“H\\‘H\\‘H\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
42.0
1.40 1.60 1.80 2.00
5000 m/z 57.10 78.90%
27.0
o 15.0 570 720
T e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #807: Pentane R A RARRREEEE
43.0 1.40 1.60 1.80 2.00
m/z 56.10 27.21%
5000
27.0
57.0
15.0 ‘ | 72‘-0
O b Pt e e e e e e PP T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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.
1.953 96.08 ug/l 1512630  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 38
3 2-Butanone 72 CAH80 000078-93-3 35
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 17
5 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 10
Abundance Scan 142 (1.953 min): VX029236.D\data.ms (-137) (-) m/z 43.10 100.00%
43.1
5000 /t
570 LI LA L L L L L L LB R I
i e 072"1 g 1.60 1.80 2.00 2.20
O brprersprreererpermsperspre Rt e b e S e m/z 42.10  60.11%
m/z--> 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.05 51.91%
27.0 570 ., /
0 15.0 ‘“ \‘\ \SO'QM‘ 65.0 ‘
\‘HH‘HH‘HH‘HH‘\H\‘HH‘HHH\‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
43.0
57.0 1.60 1.80 2.00 2.20
5000 m/z 57.05 17 .64%
29.0
72.0
0 15.0 50.0
s Rt e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #741: 2-Butanone “H““‘AH“‘W““‘
43.0 1.60 1.80 2.00 2.20
m/z 39.10 17.08%
5000
29.0 72.0
57.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.782 78.87 ug/l 12417306  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
3 Tetrahydrofuran 72 C4H80 000109-99-9 36
4 Pyrrolidine 71 C4HON 000123-75-1 12
5 Oxalic acid, pentyl propyl ester 202 C10H1804 1000309-25-7 10
Abundance Scan 278 (2.782 min): VX029236.D\data.ms (-256) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.1 86.1 2.40 2.60 2.80 3.00 3.20
0 b e et et e m/z 42,16 85.74%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 I RN A R
71.0 2.40 2.60 2.80 3.00 3.20

m/z 41.10  38.49%

27.0 55.0
s0 860
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0

2.40 2.60 2.80 3.00 3.20

5000 m/z 71.10 28.70%
27.0 710
20 150 57.0 86.0
B N 11 | NS S
m/z--> 0 10 20 30 40 50 60 70 80 90 /\
Abundance #763: Tetrahydrofuran  REARmEEE
42.0 2.40 2.60 2.80 3.00 3.20

m/z 39.05 17.45%

5000 720

27.0

15.0
0 ~‘w“w‘~“~w”w‘~u‘~5%9‘w‘~“~‘w“~‘~‘ MBI

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Pentane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.824 94.52 ug/l 1488040  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 36
5 Butane, 2-methyl- 72 C5H12 000078-78-4 35

Abundance Scan 285 (2.824 min): VX029236.D\data.ms (-281) (-) m/z 43.10 100.00%

3.1
71.1
5000
57.1
H‘ ‘ 86.1 2.60 2.80 3.00 3.20
o+ttt m/z 71.10 53.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2047: Pentane, 2-methyl-
43.0
5000 LA B L I LA B
71.0 2.60 2.80 3.00 3.20
m/z 42.10 41.81%
27.0 57.0 660
O\\‘\\\.\‘\\\‘\“\\\\“\}\\‘\\‘1‘\‘\\\\li\\\‘\\l-\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
A
2.60 2.80 3.00 3.20
5000 71.0 m/z 41.106 37.67%
31.0 55.0 84.0
0 101.0
T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4482: Pentane, 3,3-dimethyl-
43.0 2.60 2.80 3.00 3.20
71.0 m/z 57.10 21.09%
5000
85.0
29.0 55.0 ‘ ‘
o"_1?’:9"H“‘_‘H“‘u"_M‘HH‘:Ww_ww‘
m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
. SW846 8260

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 Cyclobutane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.867 90.17 ug/l 1419630  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 86
2 1-Pentene 70 C5H10 000109-67-1 86
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 23
4 2-Pentene, (E)- 70 C5H10 000646-04-8 12
5 Cyclopentane 70 C5H10 000287-92-3 9
Abundance Scan 292 (2.867 min): VX029236.D\data.ms (-289) (-) m/z 42.10 100.00%
42.1
55.1
5000 70.1 M
AR e AR
84.1 2.60 2.80 3.00 3.20
0 e e e b m/z 55.10 54.42%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000
2.60 2.80 3.00 3.20
270 55.0 200 m/z 70.10  49.29%
15.0 \‘ | \“ | . ‘ .
O\\\‘\\‘\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80
Abundance
42.0
AR e AR
550 2.60 2.80 3.00 3.20
5000 m/z 41.10 38.02%
27.0 70.0
15.0
o e
miz--> 10 20 30 40 50 60 70 80
Abundance #661: Cyclopropane, 1,1-dimethyl-
55.0 2.60 2.80 3.00 3.20
70.0
m/z 69.10  25.86%
200 420
5000
] “w“u,u“_“w‘/\
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\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.105 77.00 ug/l 1212180  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 64
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
Abundance Scan 331 (3.105 min): VX029236.D\data.ms (-320) (-) m/z 57.10 100.00%
57.1
41.1
5000
| ‘ ‘ 86.2 2.80 3.00 3.20 3.40
ol e o o m/z 56.10  85.82%
miz-> 20 40 60 80 100 120 140
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000
2.80 3.00 3.20 3.40
m/z 41.10 60.46%
O 26"\ ‘ Il ‘ | ‘ 86\.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
2.80 3.00 3.20 3.40
5000 41.0 m/z 43.10 22.54%
0 14.0 85.0 113.0
T e T T
m/iz--> 20 40 60 80 100 120 140
Abundance #87936: Sulphuric acid dibutyl ester
56.0 2.80 3.00 3.20 3.40
m/z 39.10 14.87%
41.0
5000
0 15.0 M‘ . I, 710 87.0 1130 139.0
e LA o L e B R
m/z--> 20 40 60 80 100 120 140 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00

Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
. SW846 8260

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 7 Cyclopentane, methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.306 194.83 ug/l 3067210  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2HAN4 004076-36-2 80
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 49
5 Cyclohexane 84 C6H12 000110-82-7 47
Abundance Scan 528 (4.306 min): VX029236.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.1 »/k
TR
‘ ‘ 84.1 4.00 4.20 4.40 4.60
A u_muw_“w” m/z 69.10 47.79%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60
m/z 41.05 46.71%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\-o\‘\\}H“\\\}}\‘\\\i‘\w ‘\‘\\\‘11\\\\‘\!\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0
27.0
4.00 4.20 4.40 4.60
5000 m/z 55.10 24 .55%
42.0
84.0
I R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0 4.00 4.20 4.40 4.60
m/z 42.05 19.39%
41.0
5000
27.0
69.0
NI IO N O S .
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616 102.72 ug/1 3721160 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 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1727 (11.616 min): VX029236.D\data.ms (-1721) (| | m/z 105.85 100.00%
105.1

D
5000
120.2 A/\
Pl e

77.0 91.0 11.50 12.00
381 °10 641 || | ||
0‘“HH“H“m‘“‘H“H‘H“m“HH,mwHH,HW“HH,HH m/z 120.20 31.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

Mﬂ‘ I

120.0 11.50 12.00
91.05 11.99%

39.0 77.0 91.0
26}0630!!!
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance

105.0

5000

o

11.50 12.00
5000 77.05 11.53%
120.0
79.0
39.0 65.0 92.0
O b P P e T e e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10692: Mesitylene
105.0 11.50 12.00
m/z 79.10 9.43%
5000 120.0 J
77.0
51.0 91.0 MA
oL 210 L T840 L T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 146.42 ug/l 5304160 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1805 (12.091 min): VX029236.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1
5000 120.2 A f\
771 9 1200 |
374 510 O oo
Obrrprrrrprerr e e b m/z 120,200 43.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 1200 /\ : A :
12.00
770 m/z 77.10 11.46%
51.0 " 91.0
OH\‘HH‘\2\\7\.(‘)\\H“\H\i‘{‘\\}“\‘\‘H‘H\‘U‘\H\“HH‘\Ml\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
12.00
m/z 91.10 10.11%
5000 120.0 /
77.0
15.0 39.0 63.0 91.0
e ERINA S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.91%
120.0
5000
39.0 77.0
15.0 | 630 | 91.0
0H‘M‘H“H‘l“mi“m}‘l‘w M“H‘U‘Hu“m““l!“mu“uu‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Benzene, 2-propenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.243 186.96 ug/l 6772560 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 87
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Deltacyclene 118 C9H1e 007785-10-6 64
Abundance Scan 1830 (12.243 min): VX029236.D\data.ms (-1824) (| m/z 117.10 100.00%
117.1
5000 MJ\
550 1200 1250
300 631 134.2 ; :
o) S A B J“ bl 9821520y 118,10 56.72%
m/z--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0
5000 = —
91.0 12.00 12.50
39.0 65.0 m/z 115.10  33.50%
O\\\‘\\\\‘\\‘\‘\““\‘\\\‘\\“\\“\\\1“\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
12.00 12.50
5000 m/z 91.05 17.41%
91.0
o 15.0 39.0 63.0
T e e
miz--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.10 10.78%
5000 91.0
51.0
270 | |, |7
om_uw_‘m‘ www‘_m_m_m
m/z--> 20 40 80 100 120 140 12.00 12.50

82X053122W.M Tue Jun 07 18:52:20 2022 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060622\
Data File : VX029236.D

Acqg On : 06 Jun 2022 14:00
Operator : JC/MD

Sample : N3174-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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- 1.751 215.7 wug/l 3395090 1 5.556 787154 50.0
Pentane 1.953 96.1 ug/l 1512630 1 5.556 787154 50.0
Butane, 2,3-dim... 2.782 78.9 ug/l 1241730 1 5.556 787154 50.0
Pentane, 2-methyl- 2.824 94.5 ug/l 1488040 1 5.556 787154 50.0
Cyclobutane, me... 2.867 90.2 wug/l 1419630 1 5.556 787154 50.0
Pentane, 3-methyl-  3.1@5 77.0 wug/l 1212180 1 5.556 787154 50.0
Cyclopentane, m... 4.306 194.8 wug/l 3067210 1 5.556 787154 50.0
Benzene, 1l-ethy... 11.616 102.7 ug/l 3721160 4 12.024 1811240 50.0
Benzene, 1,2,3-... 12.091 146.4 wug/l 5304160 4 12.024 1811240 50.0

0 4 0

Benzene, 2-prop... 12.243 187. ug/l 6772560 12.024 1811240 50.
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