LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

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\82X041922W.M

Title : SW846 8260

Signal : TIC: VX@28524.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.374 43 47 52 rBV 417133 413868 1.26% 0.248%
2 1.752 103 109 124 rVB 2866317 3974865 12.06% 2.384%
3 1.953 137 142 156 rVB2 1127894 1863100 5.65% 1.118%
4 2.215 180 185 198 rVB 687763 1027769 3.12% 0.617%
5 2.782 258 278 281 rBV2 382638 1106878 3.36% 0.664%
6 2.825 281 285 289 rVWW 623967 1336407 4.05% 0.802%
7 2.867 289 292 305 rVB2 615556 1386932 4.21% 0.832%
8 3.1065 321 331 345 rVB 482833 1094070 3.32% 0.656%
9 3.446 378 387 399 rVB 180077 401924 1.22% 0.241%
10 3.733 427 434 443 rVB 356472 846106 2.57% 0.508%
11  3.843 443 452 458 rBV 239273 609561 1.85% 0.366%
12 4.105 486 495 505 rVB2 267203 688440 2.09% 0.413%
13 4.3066 518 528 540 rVB 999896 2834115 8.60% 1.700%
14  4.428 540 548 562 rVB 157252 460841 1.40% 0.276%
15 5.196 649 674 692 rBV 508533 1622867 4.92% 0.974%
16 5.391 692 706 712 rBV 314202 918298 2.79% 0.551%
17 5.477 712 720 727 rBV2 262777 758130 2.30% 0.455%
18 5.556 727 733 740 rVB 282708 676272 2.05% 0.406%
19 5.958 790 799 804 rBV 284975 734205 2.23% 0.440%
20 6.043 804 813 825 rVB 4009044 10599661 32.15% 6.359%
21 6.202 826 839 844 rBvV2 163912 598486 1.82% 0.359%
22 6.763 922 931 941 rBV2 652094 1886750 5.72% 1.132%
23 6.854 943 946 957 rVB3 212517 477781 1.45% 0.287%
24 7.171 989 998 1008 rBV 232375 534027 1.62% 0.320%
25 7.379 1021 1032 1046 rBv4 284789 790580 2.40% 0.474%
26 8.147 1153 1158 1163 rVB 409004 679304 2.06% 0.407%
27 8.506 1210 1217 1226 rVB 352349 589413 1.79% 0.354%
28 8.653 1226 1241 1246 rBV 1527257 2550094 7.74%  1.530%
29 8.720 1246 1252 1259 rVB 2565879 3860400 11.71% 2.316%
30 10.055 1461 1471 1476 rBV 1440946 2006703 6.09% 1.204%

31 10.195 1489 1494 1500 rBV 10206354 13848877 42.01%  8.308%
32 10.305 1506 1512 1518 rBV 23423993 32967805 100.00% 19.777%
33 10.646 1562 1568 1578 rVB 4184381 5581006 16.93%  3.348%
34 10.963 1614 1620 1626 rBV 1147452 1420828 4.31% 0.852%
35 11.085 1634 1640 1645 rBV 1417262 1858692 5.64% 1.115%

36 11.305 1671 1676 1683 rVB 2147712 2572607 7.80% 1.543%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

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\82X041922W.M
Title : SW846 8260

37 11.384 1683 1689 1690 rVV 2223058 2934672 8.90% 1.760%
38 11.402 1690 1692 1696 rVV 3131221 3237699  9.82%  1.942%
39 11.451 1696 1700 1707 rVB 2279880 2831074 8.59% 1.698%
40 11.616 1721 1727 1737 rBV 3672736 4451027 13.50% 2.670%

41 11.756 1744 1750 1755 rBV 11227195 13521844 41.02%  8.111%

42 12.024 1789 1794 1799 rVB 1742885 2118165 6.42%  1.271%
43 12.091 1799 1805 1810 rBV 5246507 6448351 19.56%  3.868%
44 12.244 1825 1830 1838 rBV 6884565 8363692 25.37% 5.017%
45 12.317 1838 1842 1852 rVB3 654567 970593 2.94% ©.582%
46 12.408 1852 1857 1862 rBV2 264557 374277 1.14% 0.225%
47 12.463 1862 1866 1872 rVB 358495 431204 1.31% 0.259%
48 12.530 1872 1877 1880 rBV 550508 744407 2.26%  ©.447%
49 12.616 1886 1891 1894 rBV 1281472 1536531 4.66% 0.922%
50 12.646 1894 1896 1900 rVB 380841 385457 1.17% 0.231%
51 12.701 1900 1905 1912 rBV 1279610 1650718 5.01% ©.990%
52 12.847 1924 1929 1934 rVB 320366 401122 1.22% 0.241%
53 12.920 1934 1941 1945 rBV 911360 1126969 3.42% 0.676%
54 12.963 1945 1948 1954 rVB 810328 943874 2.86% ©0.566%
55 13.170 1978 1982 1992 rVB 1003129 1223433 3.71% ©.734%
56 13.292 1997 2002 2007 rVB2 1873897 2431713 7.38% 1.459%
57 13.426 2019 2024 2031 rVB 325878 417730 1.27% ©.251%
58 13.780 2076 2082 2091 rVB 2938151 3783469 11.48%  2.270%
59 14.640 2219 2223 2234 rVB 309694 400537 1.21% ©0.240%
60 14.780 2241 2246 2257 rVB 309788 394352 1.20% 0.237%

Sum of corrected areas: 166700572
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.M
Quant Title : SW846 8260

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

Abundance TIC: VX028524.D\data.ms

2e+07
1.5e+07
1le+07

5000000 6.043
1.752

1.953
1.374 /\ 2.215 2278867 3.105 3446 3.73B43 4.105 200428 5.1965, 347556 5.958| 6.202

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX028524.D\data.ms

10.805

2e+07

1.5e+07

10.19%
1le+07

5000000 10.646
8.720 11.402

8.6 10.055 10,4408
8.147  8.506 7? A /\
0~— L AR

T T \ T ]
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX028524.D\data.ms

6.7
Agse 1A

2e+07

1.5e+07

11.756
1le+07

12.244
12.091

5000000 616

R -

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

13.780

14.640780
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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.
1.752 293.88 ug/l 3974870  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Oxirane, ethyl- 72 C4H80 000106-88-7 47
3 Pentane 72 C5H12 000109-66-0 38
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 12
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
Abundance Scan 109 (1.752 min): VX028524.D\data.ms (-103) (-) m/z 43.05 100.00%
T s70
5000
72‘-1 1.40 1.60 1.80 2.00
36.0,1, | 65.0 | 79.8 o
Obeprrprrrrereprerrrr oG e b o O e 28 m/Z 41,85 89.56%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.05 86.70%
72.0
0 150 \‘ Ll 50.0 ‘ |
\‘HH‘\H\‘\\H’HH‘HH‘HH‘HH’ \‘HH‘\H\‘HH‘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 90
Abundance #766: Oxirane, ethyl-
41.0
1.40 1.60 1.80 2.00
5000 270 m/z 57.05 81.46%
57.0
71.0
15.0 ‘ ‘ “
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #809: Pentane ‘w“‘w“w“JM“‘w‘
43.0 1.40 1.60 1.80 2.00
m/z 39.10 34.08%
5000
27.0 57.0 720
0 15.0 \‘\ “\ \SO'QH 65.0
AL aan L T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.953 137.75 ug/l 1863100 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 43
3 Oxirane, ethyl- 72 C4H80 000106-88-7 40
4 Butane, 2-methyl- 72 C5H12 000078-78-4 38
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 25
Abundance Scan 142 (1.953 min): VX028524.D\data.ms (-137) (-) m/z 43.05 100.00%
3.0
5000 /X
57.1 L L o B
35 ‘ o5 072"1 810 1.60 1.80 2.00 2.20
T m/z 42.10  59.96%
m/z--> 5 1015 20 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 55.42%
21.0 570 72.0 /
o 150 [ 1l s00,| es0
\‘\H\‘\H\‘\\H’HH’HH‘HH‘HH T \’HH‘HH‘\H\‘\H\‘\\H’HH‘HH‘HH‘HH‘\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #726: Diaziridine,3,3-dimethyl-
32.0
41.0 1.60 1.80 2.00 2.20
5000 m/z 39.05 21.38%
54.0 72.0
Y S 1 T TN ——
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #767: Oxirane, ethyl-
42.0 1.60 1.80 2.00 2.20
m/z 57.10 18.66%
5000
2r.0 72.0
‘ 57.0
15.0 ‘ ‘
0 wm“m}‘m,w,h\wuwl !;;“5“0‘:‘H‘mWHWm,wwwww_ S AN | W
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\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 10
R.T. EstConc Area Relative to ISTD R.T.
2.782 81.84 ug/l 1106880  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 52
3 Pentane 72 C5H12 000109-66-0 38
4 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 36
5 Tetrahydrofuran 72 C4H80 000109-99-9 36
Abundance Scan 278 (2.782 min): VX028524.D\data.ms (-258) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.0 86.1 2.40 2.60 2.80 3.00 3.20
Ol ettt e 830 L myz 42,10 83.21%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.40 2.60 2.80 3.00 3.20
’70 m/z 41.05 44.30%
. 55.0
0 \\‘%\5;0\‘\H‘\“H\\‘iH‘H“\‘\‘1\‘6?’\-9\‘\‘\\\‘\8\61'\0‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0
EEmaRaEE
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 71.10 31.14%
27.0 57.0
86.0
ol 150 H 35.0“ .l , |
A Bt e o e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane M
43.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 22.71%
5000
27.0 57.0 720
0 \\":I"\STO\‘\m“‘\\\1‘1HM\‘m‘l‘\‘HH‘\‘\H‘HH‘H\ M
m/z--> 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\VX050422\

Data File : VX@28524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 9

R.T. EstConc Area Relative to ISTD R.T.
2.825 98.81 ug/l 1336410  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
3 Butane, 2-methyl- 72 C5H12 000078-78-4 38
4 Butane, 1-chloro-3-methyl- 106 C5H11C1 000107-84-6 37
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 36
Abundance Scan 285 (2.825 min): VX028524.D\data.ms (-281) (-) m/z 43.10 100.00%
3.1
71.1
5000
‘ ‘ 2.60 2.80 3.00 3.20
Oberrrerprrretbry el e e 2008 m/z 71,10 60.97%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L B L I LN B
2.60 2.80 3.00 3.20
m/z 41.10 42.47%
O \‘\:\L\EJ\.‘()\‘\‘\\M‘\\\H"\\‘}\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4475: Pentane, 3,3-dimethyl-
43.0
71.0 2.60 2.80 3.00 3.20
5000 m/z 42.10 39.68%
LY O -
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0 2.60 2.80 3.00 3.20
m/z 57.10 23.05%
5000
15.0
‘ ‘ 72.0
) | e ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Cyclobutane, methyl-

Concentration Rank 8

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

2.867 102.54 ug/l 1386930  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H1e 000598-61-8 80
2 1-Pentene 70 C5H10 000109-67-1 72
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 40
4 2-Pentene, (E)- 70 C5H10 000646-04-8 37
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 37

Abundance Scan 292 (2.867 min): VX028524.D\data.ms (-289) (-)

m/z 42.10 100.00%

42.1
5000 '
84.0 2.60 2.80 3.00 3.20
Ol et b e b m/z 55.10 55.96%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 H\‘\\H‘\H\‘HH‘\A
2.60 2.80 3.00 3.20
270 550 . m/z 70.18  51.97%
0 | ]
O\\\‘\\\\‘\\\\‘\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
55.0 2.60 2.80 3.00 3.20
m/z 41.10 44.27%
5000 70.0
29.0
15.0 ‘ ‘
0 \\\M\\\‘\\w\‘u\il‘\\\‘ﬁl\‘\\\\yu\\‘\\\\‘\
miz--> 10 40 50 60 70 80 90 J\
Abundance #653: Cydopropane ethyl- ammmanEeElaE
42.0 2.60 2.80 3.00 3.20
m/z 39.10 32.96%
5000 58.0
27.0 70.0
15.0 ‘
o) S A SO TN NGRSO NS R A AR RARARRE
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\VX050422\
Data File : VX@28524.D

Acqg On : 04 May 2022 16:15

Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 Cyclopentane, methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4,306 209.54 ug/l 2834120  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 83
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47

Abundance Scan 528 (4.306 min): VX028524.D\data.ms (-518) (-) m/z 56.10 100.00%

56.1
5000
R Baaas R
84.0 4.00 4.20 4.40 4.60
om_”u‘uumMlu‘_‘m"H‘_‘H_ku_mz‘(??:q m/z 41.10  49.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
568.0
5000
4.00 4.20 4.40 4.60
m/z 69.05 48.13%
ZTO 84.0
O\\‘\‘\‘\‘\\‘ ‘\‘1‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1646: Cyclohexane
56.0
84.0
4.00 4.20 4.40 4.60
5000 m/z 55.05 25.63%
il
0\\\_m\m\\NMHm\HL\\_\\w\\u‘\u\‘u\\_\\w\\u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 4.00 4.20 4.40 4.60
27.0 m/z 39.05  23.15%
5000
84.0
0! I L L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX@28524.D

Acqg On : 04 May 2022 16:15

Operator JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 7 Cyclopentene, 1-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.196 119.99 ug/l 1622870  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
2 1,4-Pentadiene, 2-methyl- 82 C6H1e 000763-30-4 90
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 87
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 80
5 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 80

Abundance Scan 674 (5.196 min): VX028524.D\data.ms (-649) (-)
67.0

m/z 67.05 100.00%

5000
82.1
e
39"0 53.1 ‘ 4.80 5.00 5.20 5.40 5.60
Oyttt ML 980 s ey 10 36.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1410: Cyclopentene, 1-methyl-
67.0
5000 820 [TT T [ TT T[T T T r T
4.80 5.00 5.20 5.40 5.60
39.0 m/z 39.05 16.46%
H 53.0 ‘
O\\\‘\\\\’\\\}"\\\}}\\\\“\H‘\\‘\\‘\\‘\\\‘\“\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1421: 1,4-Pentadiene, 2-methyl-
67.0
BEEENEERERSEESE S
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 81.10 15.97%
27.0 54.0 82.0
0 H‘“H‘,H;Mpu‘lH“‘wqu‘ﬂiM“uuw‘u“u“‘u‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1403: Cyclopentene, 3-methyl- R ALERRR RN
67.0 4.80 5.00 5.20 5.40 5.60
m/z 79.00 12.03%
5000
39.0 820
H 53.0
om_m,mw,‘HHHHMmu:l_m“mwm_m e AR I SUBR
m/z--> 10 20 30 40 50 60 70 80 90 100 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\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 7
R.T. EstConc Area Relative to ISTD R.T.

11.616 105.07 ug/l 4451030 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 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90

Abundance Scan 1727 (11.616 min): VX028524.D\data.ms (-1721) (- m/z 105.05 100.00%
105.

5.1
5000
120.1 /U\
R

390 77.0 11.50 12.00
0 S 820 Ll ) 1382 m/z 120.10  32.31%
L ‘ T T T ‘ T T ‘ L ‘ T T ’ L ‘ T T T ‘ 1 . . 0
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
oo AL
120.0 11.50 12.00

m/z 90.95 12.26%

O \]-\5\0‘ T \ \3\9“()\ T ‘\5\9‘(‘)\‘ T \H‘ T ‘\ T ’ M‘\ T ‘\H“ T T T ‘ 1
miz--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12. 00
770 120.0
270 510 | ‘
0H\‘\‘\H“H“\‘\“‘\‘HH“H‘M,“\‘HH“‘HH‘H
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00

m/z 106.10 9.35%

120.0
5000
Wl
0 15.0 I ‘\ ‘\590\ ‘\\ ‘ \‘ Ll T

m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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.
12.091 152.22 ug/1 6448350 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 C9H12 000095-63-6 94
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): VX028524.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1
5000 /\ A
770 : — 2
39.0 Ll 206.9 2
bbbl M 2069 py7 120,10 45.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0

1

5000 AL :
12.00

m/z 77.00 11.78%

77.0
51.0
\\\‘2\7\.\0\“\\““\H“\‘\\\‘H‘\\‘\\‘M\ \‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

o

12.00
39.0 77.0 ‘
LN TR N O R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 12.00

91.00 10.31%

5000
270 510 770
0 | ) ‘\\ [l ‘\
e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 197.43 ug/1 8363690 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
Abundance Scan 1830 (12.244 min): VX028524.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000
91.0 —4 ——rls
39.0 63.0 ‘ m 12.00 12.50
0l e 8958 myz 118.05  58.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 = —
12.00 12.50
39.0 91.0 m/z 115.00 34.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0
12.00 12.50
m/z 91.00 16.89%
5000 910 /
39.0 65.0
0“H‘H“_ﬂuhw‘ﬂw$m“u S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 119.05 10.15%
5000 91.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

82X041922W.M Thu May 05 15:59:37 2022 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050422\
Data File : VX028524.D

Acqg On : 04 May 2022 16:15
Operator : JC/MD

Sample : N2695-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041922W.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- 1.752 293.9 ug/l 3974870 1 5.556 676272 50.0
Pentane 1.953 137.8 ug/l 1863100 1 5.556 676272 50.0
Butane, 2,3-dim... 2.782 81.8 wug/l 1106880 1 5.556 676272 50.0
Pentane, 2-methyl- 2.825 98.8 ug/l 1336410 1 5.556 676272 50.0
Cyclobutane, me... 2.867 102.5 ug/l 1386930 1 5.556 676272 50.0
Cyclopentane, m... 4.306 209.5 ug/l 2834120 1 5.556 676272 50.0
Cyclopentene, 1... 5.196 120.0 wug/l 1622870 1 5.556 676272 50.0
Benzene, 1l-ethy... 11.616 105.1 ug/l 4451030 4 12.024 2118170 50.0
Benzene, 1,2,3-... 12.091 152.2 ug/l 6448350 4 12.024 2118170 50.0
Indane 12.244 197.4 ug/l 8363690 4 12.024 2118170 50.0
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