LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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@26379.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.27e 26 30 41 rVB 65604 61870 1.64% 0.263%
2 1.374 41 47 53 rBvV 258633 267907 7.09% 1.137%
3 1.752 104 109 120 rVB 315894 445110 11.78% 1.889%
4 1.965 138 144 156 rVvB2 178917 372623 9.86% 1.582%
5 2.075 157 162 169 rW 74517 104582 2.77% 0.444%
6 2.172 173 178 181 rW 51896 79473 2.10% 0.337%
7 2.221 181 186 200 rVB 350310 537346 14.23%  2.281%
8 2.752 261 273 282 rBV 119503 271923 7.20% 1.154%
9 2.873 287 293 308 rVvB2 173504 413175 10.94% 1.754%
106 3.1065 323 331 342 rVB 23195 52278 1.38% 0.222%
11  3.325 358 367 378 rVB2 24251 53130 1.41% 0.226%
12 3.739 427 435 443 rVB 65743 154467 4.09% 0.656%
13 3.843 443 452 458 rW 43634 111113 2.94% 0.472%
14 3.910 458 463 472 rW 32889 94083  2.49% 0.399%
15 4.001 472 478 486 rVB 17799 46973 1.24% 0.199%
16 4.105 486 495 508 rVB2 43751 115652 3.06%  0.491%
17 4.312 517 529 540 rBV 124312 355275 9.41% 1.508%
18 4.434 540 549 561 rVB2 21759 60960 1.61% 0.259%
19 5.202 662 675 690 rVB 74441 221932 5.88% 0.942%
20 5.391 694 706 714 rBV 95566 280017 7.41% 1.189%
21 5.477 714 720 726 rVV2 46465 141020 3.73% 0.599%
22 5.556 726 733 760 rVB 165833 498280 13.19% 2.115%
23 5.958 789 799 805 rBV 108612 284152  7.52%  1.206%
24 6.044 805 813 827 rVW 686156 1799118 47.63% 7.636%
25 6.202 827 839 858 rVB 51938 174103 4.61% 0.739%
26 6.763 922 931 942 rBV 253451 640241 16.95% 2.718%
27 7.171 990 998 1007 rVB2 19093 43068 1.14% 0.183%
28 7.385 1022 1033 1045 rBV5 15886 45589 1.21% ©0.194%
29 8.147 1146 1158 1163 rBV 42377 75081 1.99% 0.319%
30 8.507 1210 1217 1224 rBV 39569 65390 1.73% 0.278%
31 8.653 1234 1241 1247 rBV 495438 793620 21.01% 3.369%
32 8.720 1247 1252 1263 rVB 431951 651561 17.25% 2.766%
33 9.049 1297 1306 1315 rVB 25374 40331 1.07% 0.171%
34 10.055 1461 1471 1483 rBV 512793 688570 18.23%  2.923%
35 10.195 1488 1494 1504 rVV 2134152 2763641 73.16% 11.730%

36 10.305 1505 1512 1525 rVB 2772764 3777317 100.00% 16.033%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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 10.640 1562 1567 1578 rVB 1045282 1353538 35.83% 5.745%
38 10.963 1613 1620 1626 rVB 55296 67801 1.79% 0.288%
39 11.079 1634 1639 1652 rVB 389805 513364 13.59% 2.179%
40 11.305 1668 1676 1682 rBV 76122 93045 2.46% 0.395%
41 11.378 1683 1688 1690 rBV 237932 309081 8.18% 1.312%
42 11.451 1696 1700 1711 rVB 194436 230767 6.11% 0.980%
43 11.616 1721 1727 1735 rBV 378083 477721 12.65% 2.028%
44 11.750 1744 1749 1756 rBV 992918 1236260 32.73% 5.247%
45 12.024 1789 1794 1799 rVB 490515 614073 16.26% 2.606%
46 12.091 1799 1805 1810 rBV 491268 624117 16.52% 2.649%
47 12.244 1822 1830 1838 rBV 558756 693549 18.36%  2.944%
48 12.414 1852 1858 1863 rBV 54979 69814 1.85% 0.296%
49 12.616 1886 1891 1894 rBV 38535 45313 1.20% 0.192%
50 12.701 1900 1905 1914 rVB2 51592 70630 1.87% 0.300%
51 13.292 1997 2002 2007 rVB2 80190 100149 2.65% 0.425%

52 13.774 2076 2081 2090 rBV 374900 479363 12.69% 2.035%

Sum of corrected areas: 23559556
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N1020-02
: 5.0mL/MSVOA_X/WATER
. 15

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\

: VX026379.D
: 06 Jan 2022 17:26

JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Butane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.374 26.88 ug/l 267907  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Isobutane 58 C4Hie 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5

Abundance  Scan 47 (1.374 min): VX026379.D\data.ms (-41) (-) m/z 43.10 100.00%

43.1
5000
I 58‘-1 120 1.40 1.60 1.80
ottt m/z 41.10 36.31%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #262: Butane
43.0
5000 290 \‘\JL\‘\\\\‘\\\\‘\
1.20 140 1.60 1.80
m/z 39.05 17.04%
O \\\‘\\H‘\\‘\\’H1\‘\\\ii\}\\’H\‘\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane
43.0
1.20 140 1.60 1.80
5000 m/z 42.10 14.47%
27.0
oL 10 140 |, [, 570
e e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
43.0 1.20 140 1.60 1.80
m/z 58.10 14.03%
5000
27.0
o 140 | | 640 830 99.0
e e e e Ay
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 : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 2 Butane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.752  44.66 ug/l 445110  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 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 25
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 14
Abundance Scan 109 (1.752 min): VX026379.D\data.ms (-104) (-) m/z 43.05 100.00%
3.0
57.1
5000
50.0 ‘ 72.1 1.40 1.60 1.80 2.00
36, 0], 651 0
Oterprrrrrrprrre ey oot M b o e M/ 41,18 91.81%
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 42.10 86.44%
0 150 \‘ R 50.0 7?0
H‘\\H‘HH‘H\\‘HH‘HH‘HH‘HH‘\ \‘\\H‘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 #752: 3-Buten-1-ol
42.0
31.0 1.40 1.60 1.80 2.00
5000 m/z 57.10 67.01%
PN R 1 . N
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0 1.40 1.60 1.80 2.00
m/z 39.10 31.91%
5000
27.0 57.0 720
oL 150 1 00, es0
P e e e
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

82X123021W.M Fri Jan 07 20:10:56 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Pentane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.965 37.39 ug/l 372623  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 59
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 49
3 1-Pentene 70 C5H10 000109-67-1 47
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 47
5 Butane, 2-methyl- 72 C5H12 000078-78-4 38
Abundance Scan 144 (1.965 min): VX026379.D\data.ms (-138) (-) m/z 43.05 100.00%
43.0
55.1
5000 K
701 \‘\\\\‘\\\\’\\\\‘\\\’\/‘L\
36 ‘620 M 1.60 1.80 2.00 2.20
Ol p el e G e /2 42,05 72.47%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.10 65.38%
27.0 57.0 720 /
oh . 150 oLl 500 | eso |
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 #653: Cyclopropane, ethyl-
42.0
R R EAREaRREES
1.60 1.80 2.00 2.20
5000 55.0 m/z 55.10  53.40%
27.0 70.0
15.0
0wm,m}uu‘w,l\lwu‘wl\l\1wHUMmF%'\(‘)\m‘w‘w‘m
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #629: 1-Pentene
42.0 1.60 1.80 2.00 2.20
m/z 39.10 37.52%
55.0
5000 70.0
29.0
0‘150"
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\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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, 1,2-dimethyl-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.221  53.92 ug/l 537346  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 C5H10 000513-35-9 91
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
5 2-Methyl-1-butene 70 C5H10 000563-46-2 78
Abundance Scan 186 (2.221 min): VX026379.D\data.ms (-181) (-) m/z 55.10 100.00%
55.1
5000 70.1
39.1
‘ ‘ 1.80 2.00 2.20 2.40 2.60
O v e e e m/z 70.10 41.91%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 1.80 2.00 2.20 2.40 2.60
29.0 ‘ | m/z 39.10  32.79%
O\\\‘\\\\‘\\\\‘\\\‘}‘\\\}}\‘\\\i‘\‘}}\‘\\\‘\“‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.10 29.29%
41.0 70.0
27.0
0 Lo 190
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10  23.24%
5000 70.0
41.0
29.0 ‘ ‘
0 “w““_““H;M“Hiiu‘H1W1lw“ﬂﬁu“‘_
m/z--> 0 10 20 30 40 50 60 70 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 : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Cyclopentene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.752 27.29 ug/l 271923  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 64
3 Isoprene 68 C5H8 000078-79-5 59

4 1,4-Pentadiene 68 C5H8 000591-93-5 58
5 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 53

Abundance Scan 273 (2.752 min): VX026379.D\data.ms (-261) (-) m/z 67.10 100.00%

67.1
5000
39.1
53.1

‘ 2.40 2.60 2.80 3.00

oH_m‘mwHu““m_m_m_m,‘?‘?-?w” m/z 68.10  39.21%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #498: Cyclopentene
67.0
5000 LI L L L LA L B R

2.40 2.60 2.80 3.00
39.0 53.0 m/z 39.10 30.17%

O \\‘\J-\S\O\‘\\\\‘\\\ ’
m/z--> 10 20 50 60 70 80 90
Abundance #520. :L—Butyne, 3-methyl-
53.0 67.0

2.40 2.60 2.80 3.00

m/z 53.10 20.53%
5000 270
39.0
0 ,
m/z--> 10 20 50 60 70 80 90
Abundance #489.Isoprene R REaEa R
67.0 2.40 2.60 2.80 3.00
53.0 m/z 41.10 13.61%
39.0
5000
27.0
0‘“}ﬁq“mlq‘H‘,!H‘“lm‘ywﬂ‘u‘w‘,‘u“‘
m/z--> 10 20 30 40 50 60 70 80 90 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 : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 1-Pentene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.873 41.46 ug/l 413175  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H1e 000109-67-1 80
2 Cyclopentane 70 C5H1e 000287-92-3 72
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 59
5 2H-Tetrazole, 2,5-dimethyl- 98 C3H6N4 004135-93-7 39
Abundance Scan 293 (2.873 min): VX026379.D\data.ms (-287) (-) m/z 42.10 100.00%

42.1
5000 55.1
70.1

2.60 2.80 3.00 3.20

‘ 84.1
0 e e e e e m/z 55.10 44 .47%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0
55.0
5000 L L L B L LA L
27.0 70.0 2.60 2.80 3.00 3.20

m/z 41.10 42.63%

15.0 ‘ ‘
O \\\‘\\\\‘\\‘\\‘\\11‘\\\\‘ ‘\\\“\‘\}\‘\\\\“\\\\‘\\\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0

2.60 2.80 3.00 3.20

5000 m/z 70.10 37.21%
55.0 70.0
27.0
oto 180 Ll

e e e e e

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl- AmmEEERE SRR
42.0 2.60 2.80 3.00 3.20

m/z 39.10  29.30%

5000
55.0
27.0 70.0
15.0 ‘ | ‘
0 111 |

m/z--> 0O 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 : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Cyclopentane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4,312  35.65 ug/l 355275  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 C2H4N4 004076-36-2 80
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 80
4 Cyclohexane 84 C6H12 000110-82-7 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47
Abundance Scan 529 (4.312 min): VX026379.D\data.ms (-517) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
‘ ‘ 84.1 4.00 4.20 4.40 4.60
0 e el M_mw_“”w m/z 41.10 54.15%
m/z--> 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 69.10 44.99%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.o\‘\\}u“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27-0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.00 4.20 4.40 4.60
5000 ITI/Z 55.10 25.87%
42.0
‘ ‘ ‘ 84.0
0 \\\‘\\\\‘\\H‘Hupul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- e
56.0 4.00 4.20 4.40 4.60
m/z 39.05 25.13%
41.0
5000
27.0
69.0
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\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.616  38.90 ug/l 477721  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 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1727 (11.616 min): VX026379.D\data.ms (-1721) (- m/z 105.10 100.00%
105.1
5000
120.1
77.0 91.1
391 ear 7%t 1150 12.00
OF v gl el m/z 120.10  29.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11 50 12 00
m/z 77.00 12.09%
39.0 77.0 91.0
0 \\’\\\\’\Zﬁho’\H\“HHHHHG‘:\B‘\‘?\‘\\\‘\“\\\\“\H\‘\‘\l\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 /\
11 50 12 00
5000 m/z 91.10 11.75%
120.0
510 77.0 91.0
0 ","",‘2“7‘?"‘“"""""?f"""“"""‘w“‘lwuu‘m_
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 11 50 12 00
m/z 79.10 9.43%
5000 120.0
28.0 77.0 910
o 0kt 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.091 50.82 ug/l 624117 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): VX026379.D\data.ms (-1799) (- m/z 105.10 100.00%

106.1
5000 120.1 /\

77.1
39.1 63.0 91‘1 o 12.00
O bt et bl m/z 120010 41.96%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
5000 120.0 /\ L ‘
12.00

77.10  12.49%

77.0
51.0 91.0
\\’\\\\’\2\\7\.’0\\\\“\\Hi‘}‘\\}“Gﬂ"\(\)‘\\\‘H‘\\\\“\\H‘\Ml\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

o

120.0 12.00
5000 91.10 10.43%
39.0 77.0 91.0
0L 280 i berreirrion e errefeere el
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.60%
5000 120.0
28.0 77.0 91.0 A
51.0 :
oo | a0 | s
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 1
R.T. EstConc Area Relative to ISTD R.T.
12.244  56.47 ug/1 693549 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H1e 007785-10-6 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53
Abundance Scan 1830 (12.244 min): VX026379.D\data.ms (-1822) (- m/z 117.10 100.00%
1171
5000
91.1 T ‘/\ T T ‘ T /\\
39.1 63.0 12.00 12.50
Oberrrrprrrepreedrereeteee e il 3L myz 118,10 56.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11y7.0
5000 —r —
12.00 12.50
910 m/z 115.10 33.72%
39.0 63.0 ’
0\\‘\\\.\‘\\\‘\‘\\H“\\\\i‘\H\“}‘\‘\\‘\\\‘i‘\\\\“\H\‘i‘\\\’\\!\“\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10184: Deltacyclene
117.0
12.00 12.50
5000 m/z 91.10 17.27%
39.0 910
65.0 ‘
Obrprereprrrrperlberrelber bt s et ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene — 1
117.0 12.00 12.50
m/z 63.00 8.75%
5000 91.0
39‘.0 65.0
Y P P S N | N il I
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\VX010622\
Data File : VX026379.D

Acqg On : 06 Jan 2022 17:26
Operator : JC/MD

Sample : N1020-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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|
Butane 1.374 26.9 wug/l 267907 1 5.556 498280 50.0
Butane, 2-methyl- 1.752 44.7 ug/l 44511@ 1 5.556 498280 50.0
Pentane 1.965 37.4 ug/l 372623 1 5.556 498280 50.0
Cyclopropane, 1... 2.221 53.9 wug/l 537346 1 5.556 498280 50.0
Cyclopentene 2.752 27.3 wug/l 271923 1 5.556 498280 50.0
1-Pentene 2.873 41.5 ug/l 413175 1 5.556 498280 50.0
Cyclopentane, m... 4.312 35.6 ug/l 355275 1 5.556 498280 50.0
Benzene, 1l-ethy... 11.616 38.9 ug/l 477721 4 12.024 614073 50.0
Benzene, 1,2,3-... 12.091 50.8 wug/l 624117 4 12.024 614073 50.0
Indane 12.244 56.5 wug/l 693549 4 12.024 614073 50.0
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