LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 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_N\methods\82N042622W.M

Title : SW846 8260

Signal : TIC: VN@72250.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.257 36 46 63 rBV 1176423 2060829 2.19% 0.519%
2 2.440 69 77 88 rBV 2526247 3954072 4.20% 0.996%
3 3.128 184 194 218 rBV 5429755 12486229 13.25% 3.146%
4 3.516 250 260 283 rVB3 1903139 6067081 6.44% 1.529%
5 3.716 284 294 310 rBV 1411685 3516027 3.73% 0.886%
6 3.893 310 324 332 rVWW 790386 2095339 2.22% 0.528%
7 3.993 332 341 364 rVB 2230708 6137034 6.51% 1.546%
8 5.087 515 527 529 rwV 475374 1440588 1.53% 0.363%
9 5.169 531 541 583 rVB6 1207912 8022863 8.51% 2.022%
106 5.622 601 618 637 rBV 825379 2841994 3.02% 0.716%
11 5.934 657 671 686 rBV2 407356 1294122 1.37% 0.326%
12 6.122 690 703 719 rBV2 376040 1132486 1.20% 0.285%
13 6.469 753 762 774 rVB 934345 2850888 3.02% 0.718%
14 6.604 774 785 793 rBV2 641769 1968878 2.09%  0.496%
15 6.698 793 801 813 rVV2 508190 2246319 2.38% 0.566%
16 6.904 826 836 850 rVB 954530 2792527 2.96% 0.704%
17 7.145 867 877 886 rVV 2189061 6463469 6.86% 1.629%
18 7.839 987 995 1005 rVB 1494539 3675689 3.90% 0.926%
19 8.086 1029 1037 1045 rVvV4 1079396 3217961 3.41% 0.811%
20 8.175 1045 1052 1063 rVB2 663508 1807759 1.92% 0.456%
21 8.445 1089 1098 1108 rBV3 358779 1141399 1.21% ©0.288%
22 8.586 1108 1122 1137 rBV5 712303 3802176 4.03% 0.958%
23 8.963 1176 1186 1192 rBV3 1377586 3267313 3.47% 0.823%
24 9.457 1254 1270 1277 rBV3 754970 2430674 2.58% 0.613%
25 9.969 1350 1357 1361 rBV 859467 1693214 1.80% 0.427%
26 10.016 1361 1365 1372 rVB2 725980 1420266 1.51% ©0.358%
27 10.439 1429 1437 1442 rBV 1082362 2082626 2.21% 0.525%
28 10.504 1442 1448 1461 rVV 2968375 5755935 6.11% 1.450%
29 10.639 1461 1471 1477 rVWW2 677871 1411347 1.50% 0.356%
30 10.710 1477 1483 1490 rVB 593892 1053938 1.12% 0.266%

31 11.739 1651 1658 1665 rBV 1083257 1941164 2.06%  ©.489%
32 11.845 1665 1676 1685 rVV2 32838795 58674123 62.26% 14.785%
33 11.951 1685 1694 1712 rVB2 45854801 94246636 100.00% 23.749%
34 12.274 1738 1749 1760 rBV 4618444 7659260 8.13%  1.930%
35 12.574 1793 1800 1818 rVB 1715966 2797905 2.97% ©.705%

36 12.727 1818 1826 1835 rBV 890694 1504912 1.60% 0.379%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 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_N\methods\82N042622W.M
Title : SW846 8260

37 12.915 1850 1858 1864 rBV 4847213 7549990 8.01%  1.903%
38 12.980 1864 1869 1870 rVV 1317387 1828976 1.94% ©.461%
39 13.010 1870 1874 1878 rVV 5882908 9704800 10.30% 2.446%
40 13.057 1878 1882 1891 rVB 5702816 8872645 9.41%  2.236%

41 13.215 1901 1909 1918 rBV 6960358 11302361 11.99%  2.848%
42 13.362 1926 1934 1948 rBV 24327369 39660287 42.08% 9.994%
43 13.698 1980 1991 2007 rVB 6364932 11952643 12.68% 3.012%

44 13.833 2007 2014 2016 rBV 701687 1109508 1.18% 0.280%
45 13.874 2016 2021 2037 rVB3 5546313 12305986 13.06% 3.101%
46 14.062 2046 2053 2058 rBV2 603212 1085031 1.15% 0.273%
47 14.127 2058 2064 2066 rVV 1182259 1864798 1.98% 0.470%
48 14.157 2066 2069 2073 rVV 1017238 1522628 1.62% ©0.384%
49 14.209 2073 2078 2084 rVV 1755526 2777726 2.95% 0.700%
50 14.321 2092 2097 2105 rVB2 1311438 2188645 2.32% ©.552%
51 14.533 2126 2133 2136 rBV 1015540 1620088 1.72% ©0.408%
52 14.574 2136 2140 2145 rVB 1405960 2096129 2.22% 0.528%
53 14.804 2174 2179 2185 rBV 1166414 1853292 1.97% 0.467%
54 14.927 2191 2200 2206 rBV3 1934570 3883779 4.12% ©.979%
55 15.498 2282 2297 2309 rBV 3464311 6702121 7.11% 1.689%

Sum of corrected areas: 396836475
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2617-13
: 5.0mL/MSVOA_N/WATER
. 20

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42822\

: VN@72250.D
: 28 Apr 2022 20:12

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN072250.D\data.ms
4e+07
3e+07
2e+07
le+07
3.128
.440
2 957 3.5163.7163 g3 93 5.58%69 5622 509346.122  6.468694986.9
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘V_Y*‘\\\\‘T\\\‘\\\\‘\\1_1—[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.40 6.60 6.80
Abundance TIC: VNO072250.D\data.ms
4e+07
11.8
3e+07
2e+07
le+07
10.504
o 7:145 7.839 8.08675 g 448586 8.963 9.457 99646  10.4330163810 11.73
— — — T P S e B e e —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN072250.D\data.ms
1.651
4e+07
3e+07
13.362
2e+07
1le+07 215
. 13.6
12.274 125% 0d7 A 5,874 15.498
125 JQE;Q}Q g&e LRI 414864927 '
O T ‘ T \/\\ T ‘ \15;72\7 T ‘ T T T T T T 3\. T 1‘ ’ T T T \:Ill‘.?ég? 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42822\
Data File : VN@72250.D

Acqg On : 28 Apr 2022 20:12

Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42622W.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 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.440 61.44 ug/l 3954070  Pentafluorobenzene 8.080
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 77 (2.440 min): VN072250.D\data.ms (-69) (-) m/z 43.05 100.00%
5000 j\¥
A
“ 571 2.20 2.40 2.60 2.80
et e m/z 41.05 37.55%
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #262: Butane
43.0
5000 290 \\\‘\\\\‘\\\\‘\\\\‘\\\

2.20 2.40 2.60 2.80
m/z 39.05 18.95%
I

o | ) e
\\\‘\\H‘\\\\’H\\‘\\\ii\}\\’H\‘\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane
43.0

2.20 2.40 2.60 2.80

5000 m/z 58.10 15.24%
27.0
1.0 140 ‘\ ‘ 570
I AR R R AR AR RR AR RARR SRR RERRRRRE!
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
43.0 2.20 2.40 2.60 2.80
m/z 42.10 14.83%

5000
27.0
14,0 |l 640 830 990

m/z-->

0 10 20 30 40 50 60 70 80 90 100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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.
3.128 194.01 ug/1 12486200  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 64
2 Pentane 72 C5H12 000109-66-0 38
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38
4 1-Butene 56 C4H8 000106-98-9 16
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
Abundance Scan 194 (3.128 min): VN072250.D\data.ms (-184) (-) m/z 41.10 100.00%
41.1
57.1
5000
T RRAm e R
50.0 72.1 2.80 3.00 3.20 3.40
L | 651 . )
e e Ot m/Z 43,05 99.96%
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 L B R R IR R R |
29.0 2.80 3.00 3.20 3.40
m/z 42.10 86.84%
72.0
15.0 ‘ 1|, 50.0 |
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘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
Abundance #809: Pentane
43.0
R R R
2.80 3.00 3.20 3.40
5000 m/z 57.10 72.19%
27.0 57.0 720
150 || 11 500 | 80
P T
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol ERama s RRRRERRE
42.0 2.80 3.00 3.20 3.40
310 m/z 39.05 38.28%
5000
B N 1 O
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 5
R.T. EstConc Area Relative to ISTD R.T.
3.516  94.27 ug/1 6067080  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 45
3 Oxirane, ethyl- 72 C4H80 000106-88-7 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 28
Abundance Scan 260 (3.516 min): VN072250.D\data.ms (-250) (-) m/z 43.10 100.00%
43.1
5000 /\
55.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ 72‘-1 3.20 3.40 3.60 3.80
eSS e e e m/z 42,10 64.46%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
3.20 3.40 3.60 3.80
. m/z 41.10 58.84%
27.0 57.0 720
1 seo | eso
\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HHH\‘\H\‘\H\‘\H\‘\\H‘HH’HH’HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
T BEEEEER TS
57.0 3.20 3.40 3.60 3.80
5000 m/z 39.05 25.93%
29.0
72.0
15.0 ‘ il 50.0“ |
P e T e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #766: Oxirane, ethyl- R RRmEE R
41.0 3.20 3.40 3.60 3.80
m/z 55.10 24.94%
27.0
5000
57.0
71.0
I |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80

82N042622W.M Fri Apr 29 14:10:43 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2-Methyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.716 54.63 ug/1 3516030  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 2-Pentene, (E)- 70 C5H10 000646-04-8 90
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 87
Abundance Scan 294 (3.716 min): VN072250.D\data.ms (-284) (-) m/z 55.10 100.00%
55.1
5000 701
42.0
‘ 61 3.40 3.60 3.80 4.00

wHH_kuuwuwuupuwuhyuwuuuﬂdMuwuummwuwuuw‘ m/z 70.10  39.13%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Abundance #643: 2-Methyl-1-butene

55.0
5000
42.0 70.0 3.40 3.60 3.80 4.00
29.0 m/z 42.05 31.45%
15.0‘ 1H\‘H.H‘\H}H\H‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
3.40 3.60 3.80 4.00
m/z 39.10  29.31%
5000 0.0 /
41.0
29.0
Wuwuuwuwuwmquuwmmmwuumh1H§%gwmﬁmwuwu
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #642: 2-Pentene, (E)-
55.0 3.40 3.60 3.80 4.00
m/z 41.10 24.00%
5000 39.0 70.0
29.0
wH_‘lﬁ:?wH‘:H‘W;1‘}”;““:3:?1;11 0 U PR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.993 95.36 ug/l 6137030  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90

2 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87

3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86

4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83

5 2-Pentene 70 C5H10 000109-68-2 78

Abundance Scan 341 (3.993 min): VN072250.D\data.ms (-332) (-) m/z 55.10 100.00%
553.1

=

5000 70.1
39.0
e
‘ | 3.60 3.80 4.00 4.20 4.40
‘\\H‘\H\‘HH‘\H\‘\H\‘\\H‘\H‘\}\H‘\ﬁ?l\‘oh\\‘\‘H\‘?%7‘0\}\\“\‘\\\‘\\\\‘\\ m/z 79.16 41.78%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
54.0
5000 L R R
410 70.0 3.60 3.80 4.00 4.20 4.40

29.0 ‘
]

miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

‘ m/z 39.05 28.88%

-

Abundance #660: Cyclopropane, 1,1-dimethyl-
55.0
3.60 3.80 4.00 4.20 4.40
5000 39.0 70.0 ITI/Z 41.10 27.16%
29.0
_‘H_HwHwwhl!wwml!mﬁ'?"‘q‘!: Mﬁ%%mduwmw
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: 2-Butene, 2-methyl-
55.0 3.60 3.80 4.00 4.20 4.40

m/z 42.10 21.10%

5000 70.0

150 | ‘ ‘ . 62.0

| |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20 4.40

N

©

(@)
I
e —
I o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.169 124.66 ug/l 8022860  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 80
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
3 1-Pentene 70 C5H10 000109-67-1 72
4 Aziridine, 2-ethyl- 71 C4HON 002549-67-9 39
5 1-Pentanol 88 C5H120 000071-41-0 39
Abundance Scan 541 (5.169 min): VN072250.D\data.ms (-531) (-) m/z 42.10 100.00%
42.1
5000 55.1 701 J/\
R L
‘ ‘ 6.1 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\‘\\\1}\\\“\‘\‘\“\‘\\\‘\“\\\\‘\\\.\‘\\\ m/z 41.19 46.05%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
5000 L L B I B BN R B
270 m/z . . 0
10 10 [l
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
R
4.80 5.00 5.20 5.40
5000 m/z 70.10 42.94%
55.0
27.0 ‘ 70.0
SN | PR O N A
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0 4.80 5.00 5.20 5.40
m/z 39.10 30.56%
55.0
5000
27.0 70.0
15.0 ‘
H“H“_‘MW“H“HllM“pM1W“H“H“H“_“ AR S RRARAREREa S
m/z--> 0 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40

82N042622W.M Fri Apr 29 14:10:45 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 13
R.T. EstConc Area Relative to ISTD R.T.
5.622 44.16 ug/l 2841990  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43

4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 43
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 40

Abundance Scan 618 (5.622 min): VN072250.D\data.ms (-601) (-) m/z 57.10 100.00%

57.1
41.0
5000

M || 71 sea 5.20 5.40 5.60 5.80 6.00
\H‘\H\‘HH‘\H\‘HHi\‘\\\“\‘\\MHH“\H\‘H\‘\‘\H\‘HH‘\H\‘\ mz 5616 8245/

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000

5.20 5.40 5.60 5.80 6.00
m/z 41.05 61.79%

270
Ll 0 eso
\\\‘\\\\‘\\\\‘\\\i‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0

5.20 5.40 5.60 5.80 6.00

\\

5000 m/z 43.05 23.42%
20.0 85.0
15.0
1.0 | | M g 710 100.0

B ARaa s RRARRARRAEANEN S

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl- _m,mwuwm‘,%
57.0 5.20 5.40 5.60 5.80 6.00

m/z 39.10 16.47%

5000 41.0
27.0 71.0
H ‘ AL 99.0 113.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.20 5.40 5.60 5.80 6.00

82N042622W.M Fri Apr 29 14:10:46 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2-Pentene, 4-methyl-, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.469 44.30 ug/l 2850890  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 91
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
3 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86
4 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 86
5 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 80
Abundance Scan 762 (6.469 min): VN072250.D\data.ms (-753) (-) m/z 69.10 100.00%
69.1
41.1
5000
84.1
R AREEREE RS E s S
53.1 6.20 6.40 6.60 6.80
et SO L m/z 41,10 76.86%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1696: 2-Pentene, 4-methyl-, (2)-
41.0 69.0
5000
6.20 6.40 6.60 6.80
27.0 84.0 m/z 84.10  34.93%
15.0 ‘ 55.0
\\\‘\\‘\\‘\\i\“\\\1‘1‘\\\1‘!‘{‘\\‘\\‘\‘\}\\\\‘\!\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1693: 2-Butene, 2,3-dimethyl-
41.0 69.0
o RREEEEE R S
6.20 6.40 6.60 6.80
5000 ITI/Z 39.10 22.99%
84.0
27.0 55.0
\H‘H\\‘\\\‘\“H\1}l‘u\“\‘\‘1\‘\HMHH‘HH,\H
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1669: 2-Pentene, 2-methyl- R S EAREamESs S
41.0 69.0 6.20 6.40 6.60 6.80
m/z 67.10 9.56%
5000
84.0
27.0
15.0 ‘ 55.0
‘H‘H“‘“"\“H‘1“!‘”"H“M“‘H“}Hu‘mu“u
m/z--> 10 20 30 40 50 60 70 80 90 6.20 6.40 6.60 6.80

82N042622W.M Fri Apr 29 14:10:47 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2-Pentene, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.904 43.39 ug/l 2792530  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 94
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 94
3 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 87
5 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 87
Abundance Scan 836 (6.904 min): VN072250.D\data.ms (-826) (-) m/z 69.10 100.00%
41.1 69.1
5000 551 841
‘ ‘ 6.60 6.80 7.00 7.20
0L ettt gl L myz 41,10 89.76%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1661: 2-Pentene, 3-methyl-
41.0 69.0
5000 55.0 84.0
6.60 6.80 7.00 7.20
27.0 m/z 84.10 51.19%
\\\‘\\\\‘]\-\5\-(\)‘\\\‘}“\\\\‘i!‘\\\i‘\‘}!\‘\\\‘\}\\\\‘\\‘\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1702: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
6.60 6.80 7.00 7.20
5000 55.0 m/z 55.10 49.39%
27.0 84.0
15.0 ‘ ‘
"‘1"‘0"‘_""H:!‘H‘;‘!‘H‘Nm‘WMW_MM
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1698: 2-Pentene, 3-methyl-, (E)-
41.0 69.0 6.60 6.80 7.00 7.20
' m/z 39.05 29.26%
5000 55.0
270 84.0
s | 1)
N ammnan 17 SR NS RN PN
m/z--> 0 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20

82N042622W.M Fri Apr 29 14:10:48 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.145 100.43 ug/l 6463470  Pentafluorobenzene 8.080

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 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclobutane 56 C4H8 000287-23-0 53
Abundance Scan 877 (7.145 min): VN072250.D\data.ms (-867) (-) m/z 56.10 100.00%
56.1
5000 41 69.0 ‘JL/\\

SN A N—
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
‘w“““w““‘eyh“pms“‘wwsp“‘,‘ﬁ““‘ m/z 41.18  50.89%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
6.80 7.00 7.20 7.40
m/z 69.05 44.48%
28.0 “ ‘ 84.0
\\‘\J-ﬁ;o\‘\\}u“\\\{}\‘\\\“\w ‘\‘\\\‘1i\\\\’\!\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0 N AR e
6.80 7.00 7.20 7.40
5000 41.0 m/z 55.05  25.74%
69.0
27.0 “ ‘
O O T O '
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl- R EEAEsEEmEs SRR
56.0 6.80 7.00 7.20 7.40

m/z 39.10  23.88%

5000
69.0 84.0

N
P
o

m/z--> 10 20 30 40 650 60 70 80 90 6.80 7.00 7.20 7.40

29.0 ‘ ‘
il |
I
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 11 Cyclopentene, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.839 57.11 ug/l 3675690  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 90
3 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 90
4 1,4-Pentadiene, 2-methyl- 82 CeH1e 000763-30-4 83
5 2,4-Hexadiene 82 C6H1e0 000592-46-1 80
Abundance Scan 995 (7.839 min): VN072250.D\data.ms (-987) (-) m/z 67.05 100.00%
67.0
5000
82.1
390 L B I B A B R U
‘ ‘ 53.1 ‘ 7.60 7.80 8.00 8.20
et bl L sz 82010 29.61%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1403: Cyclopentene, 3-methyl-
67.0
5000 L LI LA A BN B U
7.60 7.80 8.00 8.20
a0 0 82,0 m/z 39.65 18.36%
‘ 53.0
\\\‘\\\\‘\\}\‘\\\\‘\\\\“\‘1\‘\‘\H“\\\‘\“‘\\\\‘\\\
miz-> 10 20 30 40 50 60 70 90
Abundance #1410: Cyclopentene, 1-methyl-
67.0
7.60 7.80 8.00 8.20
5000 82.0 m/z 81.10 14.19%
39.0
270 ‘ 53.0 ‘
SO O O Y S
miz--> 10 20 0 50 60 70 80 90
Abundance #1398.Cydopemene,44nemyh
67.0 7.60 7.80 8.00 8.20
m/z 41.10 13.56%
5000
39.0 82.0
54.0
m/z--> 10 20 40 50 60 70 90 7.60 7.80 8.00 8.20

82N042622W.M Fri Apr 29 14:10:49 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 12 Ethylidenecyclobutane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.586 58.19 ug/l 3802180 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidenecyclobutane 82 C6H10 001528-21-8 76
2 2,4-Hexadiene, (E,E)- 82 C6H10 005194-51-4 64
3 Cyclohexene 82 C6H10 000110-83-8 64
4 1,3-Pentadiene, 2-methyl-, (E)- 82 CeH1e 000926-54-5 64
5 C2H5CH=CHCH=CH2 82 Ce6H1e 000592-48-3 64

Abundance Scan 1122 (8.586 min): VN072250.D\data.ms (-1108) (-) m/z 67.05 100.00%
67.0

54.1
5000 411 821
R e R
‘ ‘ 99.1 8.20 8.40 8.60 8.80 9.00
\H‘\H\‘HH‘\\\}H‘H\H‘H\1‘\‘\‘\‘U“H\‘\“‘\‘H\‘\H\”‘.HH‘ m/Z 54.10 63.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
82.0
5000
8.20 8.40 8.60 8.80 9.00
41.0 m/z 41.10  45.55%
’11
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1391: 2,4-Hexadiene, (E,E)-
67.0
R e AR
8.20 8.40 8.60 8.80 9.00
5000 39.0 82.0 m/z 57.10 45.38%
27.0 53.0
S T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1359: Cyclohexene
67.0 8.20 8.40 8.60 8.80 9.00
54.0 m/z 82.10 40.66%
5000 410 82.0
27.0
‘H_m‘H;‘:_‘m,‘H‘;‘u“m_M‘mu““m_m_m‘ T/ SN
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80 9.00

82N042622W.M Fri Apr 29 14:10:50 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 13 Di-sec-Butyl ether Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.639  36.35 ug/l 1411350  Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 90
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 45
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 42
4 2-Hydroxy-3-pentanone 102 C5H1002 005704-20-1 28
5 Fructofuranose, 2,6-anhydro-1,3,... 204 C9H1605 004451-11-0 28

Abundance Scan 1471 (10.639 min): VN072250.D\data.ms (-1461) (-  m/z 45.05 100.00%

45.0
101.1
5000 59.1
—
‘ I 831-1 15.2130.0 10.50 11.00
1 o
el Ll 315:2130.0 57.05  98.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
43.0
5000 T
ebo 101.0 10.50 11.00
29.0 ' m/z 101.10 52.08%
83.0
150 || 1L \ 115.0 130.0
H‘HH’HH’\H\‘HH‘\\H‘\H\‘HH’\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl-
45.0 /\
29.0 S Co
87.0 10.50 11.00
5%-0 101.0
5000 41.10  45.90%
el M B L 11801300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0 10 50 11 00
m/z 59.10 40.53%
5000
41.Q
101.0
27.0
Ul u“ 73.0 87.0 115.0 130.0
——

—1e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00

82N042622W.M Fri Apr 29 14:10:51 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 14 Benzene, 1-ethyl-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.215 47.28 ug/1l 11302400 1,4-Dichlorobenzene-d4 13.668
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-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1909 (13.215 min): VN072250.D\data.ms (-1901) (-  m/z 105.10 100.00%
105.1
5000
120.1
77. .
300 631 HO 91‘1 13.00 13.50
Olrrprrrrprrrrprrebieree it et b e m/z 1200100 28.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 MJ\T \/\\ T T T /\\
120.0 13.00 13.50
m/z 77.05 12.98%
39.0 77.0 91.0
H‘\\\\‘2\\5\"9‘HH“‘HHi‘{‘u1‘6‘%\.‘(\)\‘H\‘H‘HHH\\\|\‘11\|H‘H‘|‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 A
13.00 13.50
5000 m/z 91.10 12.92%
120.0
77.0 91.0
39.0
X N IO WEOOY O O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl- e /\‘ —r— oA
105.0 13.00 13.50
m/z 79.05 10.35%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50

82N042622W.M Fri Apr 29 14:10:52 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@©72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 15 Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.874 51.48 ug/l 12306000 1,4-Dichlorobenzene-d4 13.668
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 64
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
4 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59
5 Deltacyclene 118 C9H1e 007785-10-6 59
Abundance Scan 2021 (13.874 min): VN072250.D\data.ms (-2016) (- m/z 117.10 100.00%
11y.1
5000
. iy
91.1 — =Ly
39.1 63.0 13.50 14.00
Oterrrrrrprrerprretprreefierbpber st el el 2335 m/z 118,10 56.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
117.0
5000 = b
13.50 14.00
390 gg 91.0 m/z 115.10 32.96%
'74.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10195: Benzene, cyclopropyl-
117.0 \ /VL
—
13.50 14.00
5000 m/z 91.10 16.88%
91.0
51.0
HWH‘WEKR‘JMH‘ﬁmmeZﬁh‘uuuu‘HHWH‘MHH‘HH_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 13.50 14.00
m/z 63.05 8.97%
5000
91.0
390 580 ‘ Jk¥
‘H_H‘_mwuHM‘HNmMﬁhTﬁRMHﬁhHUhuwﬂﬁuu‘uuw ]
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42822\
Data File : VN@72250.D

Acqg On : 28 Apr 2022 20:12
Operator : JC\MD

Sample : N2617-13

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2.440 61.4 wug/l 3954070 1 8.080 3217960 50.0
Butane, 2-methyl- 3.128 194.0 wug/l 12486200 1 8.080 3217960 50.0
Pentane 3.516 94.3 ug/l 6067080 1 8.080 3217960 50.0
2-Methyl-1-butene 3.716 54.6 wug/l 3516030 1 8.080 3217960 50.0
Cyclopropane, 1... 3.993 95.4 ug/l 6137030 1 8.080 3217960 50.0
Cyclopentane 5.169 124.7 wug/l 8022860 1 8.080 3217960 50.0
Pentane, 3-methyl- 5.622 44.2 ug/l 2841990 1 8.080 3217960 50.0
2-Pentene, 4-me... 6.469 44.3 ug/l 2850890 1 8.080 3217960 50.0
2-Pentene, 3-me... 6.904 43.4 ug/l 2792536 1 8.080 3217960 50.0
Cyclopentane, m... 7.145 100.4 wug/l 6463470 1 8.080 3217960 50.0
Cyclopentene, 3... 7.839 57.1 ug/l 3675699 1 8.080 3217960 50.0
Ethylidenecyclo... 8.586 58.2 wug/l 3802180 2 8.963 3267310 50.0
Di-sec-Butyl ether 10.639 36.4 wug/l 1411350 3 11.739 1941160 50.0
Benzene, 1-ethy... 13.215 47.3 ug/l 11302400 4 13.668 11952600 50.0
Indane 13.874 51.5 ug/l 12306000 4 13.668 11952600 50.0
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