LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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\82X101922W.M

Title : SW846 8260

Signal : TIC: VX@32289.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 43 rBV 454990 511541 4.41% 1.202%
2 1.368 43 46 65 rvV 2315943 2902492 25.03% 6.821%
3 1.752 103 109 127 rVB 8982936 11595384 100.00% 27.248%
4 1.953 137 142 154 rVB 1120939 1671002 14.41% 3.927%
5 2.215 180 185 195 rVB 300512 444543  3.83% 1.045%
6 2.343 198 206 220 rVB 145153 298926 2.58% 0.702%
7 2.782 260 278 281 rBV 397626 907725 7.83% 2.133%
8 2.825 281 285 289 rVW 657173 1392755 12.01% 3.273%
9 2.867 289 292 304 rVB 582474 1146380 9.89% 2.694%
106 3.105 320 331 347 rVB2 590990 1347733 11.62% 3.167%
11 3.446 378 387 401 rBV 83969 185061 1.60% 0.435%
12 3.733 426 434 443 rVB 84337 200457 1.73% 0.471%
13  3.837 443 451 457 rBV 54073 134045 1.16% 0.315%
14 4.105 485 495 504 rVB2 56379 143309 1.24% 0.337%
15 4.306 518 528 540 rVB 904351 2558219 22.06% 6.012%
16 5.196 647 674 688 rBV 46998 182070 1.57% 0.428%
17 5.385 694 705 712 rBV 83777 253518 2.19% 0.596%
18 5.477 712 720 727 rVV2 172180 577164 4.98% 1.356%
19 5.556 727 733 739 rVWVW 157477 461213 3.98% 1.084%
20 5.623 740 744 764 rVB3 71345 210515 1.82% 0.495%
21 5.824 766 777 790 rBVS5 42448 138112 1.19% 0.325%
22 5.958 790 799 804 rvVv 90793 229979 1.98% 0.540%
23 6.037 804 812 824 rW 516108 1392479 12.01% 3.272%
24 6.165 824 833 841 rVW3 63363 260217 2.24% 0.611%
25 6.257 842 848 857 rVW3 85922 260272  2.24% 0.612%
26 6.361 857 865 878 rVB3 48738 141683 1.22% 0.333%
27 6.763 921 931 939 rBV 224291 550189 4.74%  1.293%
28 7.379 1019 1032 1044 rBV3 141565 393836 3.40% 0.925%
29 8.647 1235 1240 1247 rVB 433645 687918 5.93% 1.617%
30 10.055 1460 1471 1476 rBV 452832 621487 5.36% 1.460%
31 10.195 1488 1494 1500 rVB 1487144 1891404 16.31% 4.445%
32 10.305 1506 1512 1518 rVB 494206 656546 5.66% 1.543%
33 10.963 1613 1620 1626 rBV 313399 378061 3.26% ©.888%
34 11.079 1634 1639 1645 rBV 375315 482419 4.16% 1.134%
35 11.305 1671 1676 1683 rVB 611254 744938 6.42% 1.751%
36 11.402 1686 1692 1696 rVV 143655 180494 1.56% 0.424%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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\82X101922W.M
Title : SW846 8260
37 11.451 1696 1700 1707 rVB 154616 183990 1.59% 0.432%
38 11.616 1721 1727 1734 rVB 550200 699338 6.03% 1.643%
39 11.750 1745 1749 1755 rVB 147786 179389 1.55% 0.422%
40 12.024 1789 1794 1800 rVB 479597 600500 5.18% 1.411%
41 12.091 1800 1805 1810 rBV 146016 189105 1.63% 0.444%
42 12.244 1824 1830 1837 rBV 1691623 2067900 17.83% 4.859%
43 12.311 1837 1841 1852 rVB3 104194 174690 1.51% 0.411%
44 12.463 1861 1866 1872 rVB 123371 150896 1.30% ©.355%
45 12.615 1885 1891 1894 rBV 206138 244507 2.11% ©.575%
46 12.701 1900 1905 1913 rVB2 240845 343953 2.97% 0.808%
47 12.920 1934 1941 1945 rBV 199209 237310 2.05% ©.558%
48 13.170 1978 1982 1992 rVB 179637 211846 1.83% 0.498%
49 13.292 1992 2002 2007 rBV2 434453 565677 4.88% 1.329%
50 13.774 2076 2081 2091 rBV 454784 571370 4.93% 1.343%
Sum of corrected areas: 42554557
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

Abundance TIC: VX032289.D\data.ms
1.752

8000000
7000000
6000000
5000000
4000000
3000000
1.368
2000000

1000000

1.953 4.306
6.037

1.26 j\ 29 2 67 3.105
245343 3.446 3.73337 4.105 5.1965. Q‘Q@ISS 8219586.16385
O T rrrrTT ‘\r\/\\“v_v_v_v—rﬁu‘\u‘v—ﬁ\/\\\ ‘H\ﬁ—’_ﬁ\\‘/?ﬁ‘v—rﬂ\ H\‘ﬁﬁ‘!‘!‘h‘!‘!‘!‘h‘!‘!‘!‘ﬁuw\/‘\wmm \\\T‘\\\/\\?%WW‘WWT

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: VX032289.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000

2000000 10.195

1000000
8.647 10.055/10.305 80791305

6.763 7.379 10. 11931

361

0 LA B = T L — ™ \/\\ LI — L — T ‘A—V—Jw\‘v*'—r‘hv—v—r/\’*/\w e ﬁ

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX032289.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000
2000000 12.244

1000000 ¢ 024

/\11 750 1/@/(\)9 312_ 43@]&150312 92013 Hﬁgz

0% ‘rw—‘?—“ \ \‘v—“\ T T T T T T T

‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

13.774
A
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.367 314.66 ug/l 2902490  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 80
2 Isobutane 58 C4H1e 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 46 (1.367 min): VX032289.D\data.ms (-43) (-) m/z 43.10 100.00%

43.1
5000
M 58‘0 120 140 1.60 1.80
ot et e m/z 41.10 37.75%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #265: Butane
43.0
5000
29.0 1.20 140 1.60 1.80
58.0 m/z 39.10 19.64%
50 | M.
O\\\‘\\H‘\\‘\\’Hl\‘\\\}i\}\\iH\‘\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0O 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 58.05 14 .48%
27.0
oL 10 140 |, L, s10
e e e e e e
m/z--> 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 42.10 14.44%
5000
27.0
o 140 | | 640 830 99.0
e e e e
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\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.752 1257.05 ug/1l 11595400  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 Pentane 72 C5H12 000109-66-0 42
3 3-Buten-1-o0l 72 C4H80 000627-27-0 25
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 10
Abundance Scan 109 (1.752 min): VX032289.D\data.ms (-103) (-) m/z 43.10 100.00%
43.
57.0
5000
‘ 72.1 1.40 1.60 1.80 2.00
Ol et et b 890 msz 41,05 90.67%
miz--> 0 10 20 30 40 50 60 70 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 86.03%
so |l )T
0\\\’\\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0
1.40 1.60 1.80 2.00
5000 m/z 57.05 78.06%
27.0
57.0
PO N
O L B B M
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol e AT
42.0 1.40 1.60 1.80 2.00
310 m/z 39.05 31.41%
5000
15.0 ‘ | “ 57.0 72.0
O I T L e e T
m/z--> 0O 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.953 181.15 ug/l 1671000 Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 53
3 Butane, 2-methyl- 72 C5H12 000078-78-4 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
5 Butanenitrile, 2-hydroxy-3-methyl- 99 C5HONO 010021-64-4 9

Abundance Scan 142 (1.953 min): VX032289.D\data.ms (-137) (-) m/z 43.10 100.00%

43.1
5000
T e
57"1 72‘-1 1.60 1.80 2.00 2.20
36. | 65.0 81.9 o
Ot e e e m/z 42.05 58.47%
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 56.93%
21.0 57.0 72.0
0 15'0 \‘\‘ \‘\ | 500 ‘ 65
\‘HH‘HH‘HH’HH’HH‘\H\‘HH‘ T \’HH‘HH‘HH‘HH‘HH’HH‘HH‘HH‘HH‘\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #766: Oxirane, ethyl-
41.0
“H‘W‘H“H‘w‘u‘_
1.60 1.80 2.00 2.20
27.0 o
5000 m/z 39.05 22.28%
57.0
71.0
M |
m/z--> 5 101520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #814: Butane, 2-methyl- “‘H““‘W““W““
43.0 1.60 1.80 2.00 2.20
m/z 57.10 16.13%
57.0
5000
29.0
72.0
0 15.0 ‘ 50.0“ 1

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\VX102122\
Data File : VX@32289.D

Acqg On : 21 Oct 2022 15:25

Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
. SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Butane, 2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
2.782 98.41 ug/1l 907725  Pentafluorobenzene 5.550
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 78
3 Tetrahydrofuran 72 C4H80 000109-99-9 38
4 Hydroxylamine, O-(3-methylbutyl)- 103 C5H13NO 019411-65-5 12
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 10
Abundance Scan 278 (2.782 min): VX032289.D\data.ms (-260) (-) m/z 43.10 100.00%
43.1
5000
71.1
‘ 2.40 2.60 2.80 3.00 3.20
bbbt et 29T sz 42,10 83.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000
71.0 2.40 2.60 2.80 3.00 3.20
m/z 41.10 44.56%
0 }?\-?\‘\‘\\‘i}\‘\“‘\‘\\i\‘\‘\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2045: Pentane, 2-methyl-
43.0
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 71.10 26.74%
0 150,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #763: Tetrahydrofuran
42.0 2.40 2.60 2.80 3.00 3.20
m/z 39.10 23.12%
5000 720
0 15.0 ‘\‘\ w\
=
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Pentane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.825 150.99 ug/l 1392760  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 50
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 40
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 38
Abundance Scan 285 (2.825 min): VX032289.D\data.ms (-281) (-) m/z 43.10 100.00%
3.1
5000 7.1
57.1
‘ ‘ | 86.2 2.60 2.80 3.00 3.20
Ot e b e e M/z 71,18 48.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2048: Pentane, 2-methyl-
43.0
2.60 2.80 3.00 3.20
270 57.0 m/z 41.10 44.33%
’ 86.0
0\\‘]\_\5\‘9‘\\\‘\“\\\\“’\}\\‘\\H‘\‘\\\\l}\\\‘\\l\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: Butane, 2,3-dimethyl-
43.0
2.60 2.80 3.00 3.20
5000 m/z 42.10 40.87%
71.0
27.0 55.0
ohoase L T Lo
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5044: 1-Butanol, 2,3-dimethyl-
43.0 2.60 2.80 3.00 3.20
m/z 39.10 22.21%
5000 71.0
31.0 ‘ 55.0 ‘ 84.0
8 A N A S 1
m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20

82X101922W.M Mon Oct 24 18:21:41 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.867 124.28 ug/l 1146380  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 1-Pentene 70 C5H10 000109-67-1 80
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 50
4 2-Pentene 70 C5H10 000109-68-2 43
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 43
Abundance Scan 292 (2.867 min): VX032289.D\data.ms (-289) (-) m/z 42.10 100.00%
42.1
55.1
5000 70.1
| ‘ 841 2.60 2.80 3.00 3.20 .
-ttt m/z 55.10 53.93%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
5000
27.0 m/z . . 0
0 1.0 15\'0 \‘H \“ | .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
A Ra e ARAREARE T
55.0 2.60 2.80 3.00 3.20
m/z 41.10 32.67%
5000 0.0 /
29.0
so |
L o B LU ALA o o e e e e e ey e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0 2.60 2.80 3.00 3.20
m/z 39.10 29.24%
5000
55.0
21.0 70.0
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 Pentane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.105 146.11 ug/1 1347730  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
3 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 50
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 40
5 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 39
Abundance Scan 331 (3.105 min): VX032289.D\data.ms (-320) (-) m/z 57.10 100.00%
57.1
41.1
5000
‘ ‘ 77'1 2.80 3.00 3.20 3.40
0l L m/z S6.10 80.78%
m/z--> 0 20 40 60 80 100 120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 I RN RN RN R
2.80 3.00 3.20 3.40
m/z 41.10 67.33%
15.0 ‘ ‘ 86.0
O\‘\\\‘\‘\‘\\\i‘\\\‘“\\‘\\‘\‘\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl-
57.0
2.80 3.00 3.20 3.40
m/z 43.05 25.80%
5000 41.0 /
o 150 | \“‘ | 830 9801130
et
m/iz--> 0 20 40 60 80 100 120
Abundance #13926: 3,4-Dimethyldihydrofuran-2,5-dione
56.0 2.80 3.00 3.20 3.40
41.0 m/z 39.05 21.88%
5000
ol 2 1280
m/z--> 0 20 40 60 80 100 120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,306 277.34 ug/l 2558220  Pentafluorobenzene 5.550

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 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclobutane 56 C4H8 000287-23-0 53
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47
Abundance Scan 528 (4.306 min): VX032289.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
411
5000 69.1 J\;
o AAREAEERE S
“ ‘ 84.1 4.00 4.20 4.40 4.60
Y NS 1 O PN S m/z 41.10  53.47%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 TT [T T[T T[T T T[T

4.00 4.20 4.40 4.60
m/z 69.10 45.23%
M‘ \H‘

28.0 84.0
H‘M“w%ﬁngwM“H\H“w"\‘HWHH‘W‘EH\H
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0

4.00 4.20 4.40 4.60

o

5000 41.0 m/z 39.05 27.27%
69.0
il
0 *H\**H\:*L*S"Q\*HmwH‘i”w”‘w”‘*i”w*‘*‘w”
m/z--> 0 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 55.10  26.30%

41.0
5000
27.0
‘ ‘ 69.0
oL 10 150 | \‘ ) 840

m/z--> 0 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\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.616  58.23 ug/l 699338 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, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
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): VX032289.D\data.ms (-1721) (- | m/z 105.05 100.00%
105.1
5000
w
p A A
77.1 911
0 b e el e m/z 1200160 31.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 A ﬂ ‘ A
120.0 11.50 12.00
m/z 91.10 13.02%
27.0 39"0 51.0 65.0 77‘-0 9]‘--0
‘ | m HH' i \ 1] Ll
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
R
11.50 12.00
5000 m/z 77.10 12.60%
120.0
79.0 910
oL 270 390 510 650 || 7
R B R ma e B R
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10695: Mesitylene
105.0 11.50 12.00
m/z 103.10 9.38%
120.0
5000
77.0 91.0
27.0 390 51.0 650
0‘“HMWH“MHq‘wm“m“m‘l“m“‘m““11“”“““‘””“ [\M‘ ‘ ‘A‘ ‘ ‘A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX@32289.D

Acqg On : 21 Oct 2022 15:25

Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.M
. SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Indane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.244 172.18 ug/1 2067900 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 72
4 Deltacyclene 118 C9H10 007785-10-6 68
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 53

Abundance Scan 1830 (12.244 min): VX032289.D\data.ms (-1824) (- | m/z 117.10 100.00%
11y.1
5000 }L
ot 1200 1250
39.1 63.1
134.2
omwm“_whp‘mumH“H m“_m_ m/z 118. 55.70%
miz-> 20 40 60 8 100 120 140
Abundance #10179: Indane
117.0
5000
1200 1250
390 sgp 91.0 m/z 115.10  33.46%
O\\J-\3\O‘\‘\\\“\\\\“‘\‘\7\4.\‘\\\\
miz--> 20 40 60 100 120 140
Abundance #10197:Benzene,cydopropyh
117.0 j\A m
—t ——
1200 12.50
m/z 18.31%
5000 91.0
51.0
0““‘3?9‘«“M ‘dk‘w“‘w‘ [
miz--> 20 40 80 100 120 140
Abundance #10192.Benzene,21wopenyh
117.0 12.00 12.50
m/z 119. 11.87%
5000 91.0
39.0 65.0
) P I Y Y Y NN
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102122\
Data File : VX032289.D

Acqg On : 21 Oct 2022 15:25
Operator : JC/MD

Sample : N5185-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X101922W.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 1.367 314.7 ug/l 2902490 1 5.550 461213 50.0
Butane, 2-methyl- 1.752 1257.1 ug/l 11595400 1 5.550 461213 50.0
Pentane 1.953 181.2 wug/l 1671000 1 5.550 461213 50.0
Butane, 2,3-dim... 2.782 98.4 ug/l 907725 1 5.550 461213 50.0
Pentane, 2-methyl- 2.825 151.0 ug/l 1392760 1 5.550 461213 50.0
Cyclopentane 2.867 124.3 ug/l 1146380 1 5.550 461213 50.0
Pentane, 3-methyl- 3.105 146.1 wug/l 1347730 1 5.550 461213 50.0
Cyclopentane, m... 4.306 277.3 ug/l 2558220 1 5.550 461213 50.0
Benzene, 1l-ethy... 11.616 58.2 ug/l 699338 4 12.024 600500 50.0
Indane 12.244 172.2 ug/l 2067900 4 12.024 600500 50.0
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