LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  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\82N061722W.M

Title : SW846 8260

Signal : TIC: VN@73032.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 48 58 64 rBV 263870 403422  2.93% 0.483%
2 2.405 81 88 98 rBV 1097402 1724029 12.52% 2.062%
3  3.087 194 204 239 rBV 4872869 11018826 80.05% 13.181%
4 3.457 257 267 282 rBV 1625292 3979683 28.91% 4.761%
5 3.663 292 302 315 rVB 380797 939448 6.82% 1.124%
6 3.834 315 331 339 rBV 184509 509640 3.70% 0.610%
7 3.934 339 348 363 rVB 782070 2103302 15.28% 2.516%
8 4.187 379 391 410 rVB4 75128 297506 2.16% 0.356%
9 4.881 488 509 518 rBv3 139434 521014 3.78% 0.623%
106 4.998 518 529 534 rBV3 182877 623466 4.53% 0.746%
11 5.104 534 547 558 rVV2 645908 2550735 18.53% 3.051%
12 5.540 605 621 635 rBvV2 226107 797364 5.79% 0.954%
13 6.034 696 705 720 rVB3 45533 145558 1.06% 0.174%
14 6.387 754 765 777 rVWW 313099 935714 6.80% 1.119%
15 6.522 777 788 796 rVV2 200700 618587 4.49% 0.740%
16 6.616 796 804 813 rVV2 208961 659151 4.79% 0.789%
17 6.710 813 820 830 rVV2 107652 335993  2.44% 0.402%
18 6.816 830 838 855 rVB3 182751 554788 4.03% 0.664%
19 7.069 868 881 890 rBV 1387679 4139978 30.08% 4.952%
20 7.769 982 1000 1010 rBV 173830 492030 3.57% 0©.589%
21  7.951 1021 1031 1036 rBV 201320 501349 3.64% 0.600%
22 8.022 1036 1043 1053 rVV2 867597 2233627 16.23% 2.672%
23  8.104 1053 1057 1070 rVB5 66210 190968 1.39% 0.228%
24  8.381 1094 1104 1112 rBV3 372917 1058050 7.69% 1.266%
25 8.463 1112 1118 1122 rVV 241902 509612 3.70% 0.610%
26 8.516 1122 1127 1134 rVB 308455 690838 5.02% 0.826%
27 8.898 1181 1192 1205 rBV 596070 1341350 9.74% 1.605%
28 9.392 1262 1276 1284 rBV2 99590 316312 2.30% 0.378%
29 9.733 1326 1334 1336 rBV2 105984 189268 1.37% 0.226%
30 9.763 1336 1339 1346 rVB2 115054 216705 1.57% 0.259%
31 9.904 1355 1363 1371 rBV 293825 559467 4.06% 0.669%
32 10.139 1395 1403 1404 rBv2 131780 222244 1.61% 0.266%
33 10.169 1404 1408 1416 rVV 313962 582836 4.23% 0.697%
34 10.257 1416 1423 1430 rVB 138760 261742 1.90% 0.313%
35 10.375 1435 1443 1449 rBV 737905 1369957 9.95% 1.639%

36 10.439 1449 1454 1459 rVV 1053130 1945039 14.13% 2.327%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  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\82N061722W.M

Title : SW846 8260

37 10.486 1459 1462 1470 rVB 295012 478769 3.48% 0.573%
38 11.145 1564 1574 1585 rBV4 110623 231849 1.68% 0.277%
39 11.680 1657 1665 1674 rBV 846820 1472998 10.70% 1.762%
40 11.780 1674 1682 1691 rVV 2370961 3878897 28.18% 4.640%

41 11.886 1692 1700 1712 rBV 7174416 13765232 100.00% 16.467%

42 12.216 1748 1756 1762 rBV ~ 105633 174822 1.27% 0.209%
43 12.516 1794 1807 1816 rBV 1078598 1789452 13.00% 2.141%
44 12.669 1825 1833 1843 rVB 666031 1121354  8.15% 1.341%
45 12.857 1857 1865 1871 rBV 1374634 2173476 15.79%  2.600%
46 12.998 1884 1889 1896 rVB 320099 515624 3.75% 0.617%
47 13.157 1907 1916 1925 rBV 777050 1272424  9.24%  1.522%
48 13.610 1986 1993 2003 rBvV2 880369 1883048 13.68%  2.253%
49 13.810 2016 2027 2043 rVB 3277928 5636729 40.95% 6.743%
50 14.151 2079 2085 2090 rBV 158597 238261 1.73% 0.285%
51 14.263 2099 2104 2112 rVB 292226 491889 3.57% ©.588%
52 14.745 2178 2186 2192 rBV 157229 254152 1.85% 0.304%
53 14.863 2194 2206 2213 rBV2 319456 594844  4.32% 0.712%
54 15.427 2293 2302 2316 rBV 1074498 2081469 15.12%  2.490%

Sum of corrected areas: 83594887
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.M
Quant Title : SW846 8260

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

Abundance TIC: VN073032.D\data.ms
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Abundance TIC: VN073032.D\data.ms
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Abundance TIC: VN073032.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 7
R.T. EstConc Area Relative to ISTD R.T.
2.405 38.59 ug/l 1724030  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Isopropylsulfonyl chloride 142 C3H7C1l02S 010147-37-2 9
3 Isobutane 58 C4H1ie 000075-28-5 9

4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4

Abundance  Scan 88 (2.405 min): VN073032.D\data.ms (-81) (-) m/z 43.00 100.00%

43.0
5000 /X
R R
‘ 5?0 2.00 2.20 2.40 2.60 2.80
ot e m/z 41.00 35.76%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #262: Butane
43.0

5000 29.0 B BN L L RN L A
2.00 2.20 2.40 2.60 2.80

‘ m/z 39.60 17.73%
LUl

15.0 58"0
\ |
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43.0 /\\

2.00 2.20 2.40 2.60 2.80

o

5000 ITI/Z 42.05 13.52%
27.0
0 o AR D B30 990
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane T T T
43.0 2.00 2.20 2.40 2.60 2.80

m/z 58.00 12.95%

5000
27.0

1.0 14,0 WA ﬂ“ 57.0
0Lt et e e PSS, WIS 1 S

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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.
3.087 246.66 ug/l 11018800  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Butene 56 C4H8 000106-98-9 9
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 204 (3.087 min): VN073032.D\data.ms (-194) (-) m/z 43.05 100.00%

43.0
5000 Jt
T ARRR B Lo
721 2.80 3.00 3.20 3.40
obrere el e 2028 m/z 41,00 93.88%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
2.80 3.00 3.20 3.40
15.0 L m/z 42.00 89.10%

o

‘ I \‘ 720
|l
\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
42.0

2.80 3.00 3.20 3.40

5000 m/z 57.10 63.69%
o 15.0 72.0
T e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane R EARRS T
43.0 2.80 3.00 3.20 3.40

m/z 39.00 34.32%

5000
72.0
Joaso| |

m/z--> 0 20 40 60 80 100 120 140 160 180 200 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©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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.
3.457 89.09 ug/l 3979680  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 50
3 Oxirane, ethyl- 72 CAH80 000106-88-7 40
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 35
5 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 9
Abundance Scan 267 (3.457 min): VN073032.D\data.ms (-257) (-) m/z 43.00 100.00%
43.0
5000 jk
e
5.0 721 3.20 3.40 3.60 3.80

36.0,/|, 50.0 | 65.0 0
H_HWHH_HWHWHH_HWHHM‘wuwuhywwuuwuwﬂu_m_u m/z 41.95  60.94%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000

3.20 3.40 3.60 3.80

o

57.0 m/z 41.00 52.78%
27.0 72.0
0 15.0 ‘“ \‘\ | 500 il 65.0
H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH’ T \‘HH‘\\H‘HH‘HH’HH‘HH‘\\H‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
.
A REERRE R SR S
57.0 3.20 3.40 3.60 3.80
5000 m/z 39.00 19.56%
29.0
72.0
0 15.0 50.0
P T P T TP T T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #762: Oxirane, ethyl-
42.0 3.20 3.40 3.60 3.80

m/z 57.05 15.15%

5000 27.0
57.0 71.0
15.0 ‘ ‘
| | 1, 50.0

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 6
R.T. EstConc Area Relative to ISTD R.T.
3.934 47.08 ug/l 2103300  Pentafluorobenzene 8.016

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, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 80
5 2-Methyl-1-butene 70 C5H10 000563-46-2 78
Abundance Scan 348 (3.934 min): VN073032.D\data.ms (-339) (-) m/z 55.00 100.00%
55.0
5000 70.1
39.0
R Ea e e R
‘ 3.60 3.80 4.00 4.20
O v e e m/z 70.10 43.17%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 L L R R R
410 70.0 3.60 3.80 4.00 4.20
29.0 ‘ | m/z 39.00 31.62%
0 \\\‘\\\\‘\\\\‘\\\‘{“\\\{i\‘\\\i‘\‘}}\‘\\\‘\“‘\\\\‘\
miz-> 0O 10 20 30 40 50 60 70 80
Abundance
55.0
3.60 3.80 4.00 4.20
5000 m/z 41.00 30.05%
41.0 70.0
27.0
10 150
B TR M
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #659: Cyclopropane, 1,1-dimethyl-
55.0 3.60 3.80 4.00 4.20
m/z 42.00  23.81%
5000 39.0 70.0
27.0
15.0 ‘
0 “"H‘“‘JH‘“!j‘H‘W}HﬂIQMhl“H“w“w" e
m/z--> 0 10 20 30 40 50 60 70 80 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Cyclopentane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.104 57.10 ug/1l 2550740  Pentafluorobenzene 8.016

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 56
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 53

4 1-Pentanol 88 C5H120 000071-41-0 40
5 Methyl propargyl ether 70 C4H60 000627-41-8 7

Abundance Scan 547 (5.104 min): VN073032.D\data.ms (-534) (-) m/z 42.00 100.00%

42.0
5000 55.0 20.0

a1 4.80 5.00 5.20 5.40
0 e e et S m/z 55.00 45.30%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0

5000 B A aasmaa il
550 70.0 4.80 5.00 5.20 5.40

m/z 70.00  38.48%

270
1.0 150 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
42.0

o

55.0 4.80 5.00 5.20 5.40
5000 ITI z 41.00 37.78%
27.0 70.0 4/\J///\\k
15.0
S L B B B R R
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl- H_m“m‘mwm‘
42.0 4.80 5.00 5.20 5.40

m/z 39.00  28.18%

5000
55.0
27.0 70.0
15.0 \ | |
0 I L

m/z--> 0O 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62222\
Data File : VN@73032.D

Acqg On : 22 Jun 2022 18:07

Operator JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@61722W.M
: SW846 8260

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

Concentration Rank 3

6 Cyclopentane, methyl-

R.T. EstConc Area Relative to ISTD R.T.
7.069 92.67 ug/l 4139980  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclohexane 84 C6H12 000110-82-7 64
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 64

Abundance Scan 881 (7.069 min): VN073032.D\data.ms (-868) (-) m/z 55.95 100.00%

56.0
41.0
5000 69.0
R e A
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
Ol e ettt e bee | m/z 41,00 54.79%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L B R B L LR B
6.80 7.00 7.20 7.40
m/z 69.00 42.42%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘11\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
“w‘u‘_“w‘u‘w“
41.0 6.80 7.00 7.20 7.40
5000 m/z 54.95 25.73%
27.0
69.0
0 10 150 84.0
T
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- e
56.0 6.80 7.00 7.20 7.40
27.0 m/z 39.80 25.10%
5000
42.0
‘ ‘ ‘ 84.0
Y | N7 A N

10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40

m/z--> 0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 Cyclohexene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.516  25.75 ug/l 690838 1,4-Difluorobenzene 8.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 93
2 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 90
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 87
4 Cyclopentane, methylene- 82 C6H10 001528-30-9 68
5 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 68
Abundance Scan 1127 (8.516 min): VN073032.D\data.ms (-1122) (-) m/z 67.00 100.00%
67.0
54.0
5000 82.0
39.0
R RREREEENEEE S
- 8.20 8.40 8.60 8.80
Ol e Akt e - M/z 54.00 62.15%
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1359: Cyclohexene
67.0
54.0
5000 T T T T T T T T T T
41.0 82.0 8.20 8.40 8.60 8.80
27.0 m/z 82.00  38.31%
O H\\‘\\]\_\5‘\(\)\\’\\H‘\!\\‘\H\‘HH}\H\‘HHH\!\‘HH‘HHi\ H‘HH‘\l\l‘!\h‘\\\\‘\\\\
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
67.0
54.0 R EESREN RS
8.20 8.40 8.60 8.80
5000 m/z 39.00 30.49%
41.0 82.0
27.0
0 74.0
R L s e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1386: Ethylidenecyclobutane
67.0 8.20 8.40 8.60 8.80
540 m/z 41.00 19.34%
82.0
5000
41.0
0 : S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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-Pentanol, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.169 21.73 ug/1l 582836 1,4-Difluorobenzene 8.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
2 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 53
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 40
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 38
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 37
Abundance Scan 1408 (10.169 min): VN073032.D\data.ms (-1404) (- | m/z 59.00 100.00%
59.0
5000 45.0
87.0 T ‘ T T ‘ T
‘ ‘ ‘ ?2 8 ‘ 10.00 10.50
O et 728 L m/z 45.00  41.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5007: 2-Pentanol, 2-methyl-
59.0
45.0
5000 P A
87.0 10.00 10.50
31.0 m/Z 41.00 31.11%
0 15.0 H‘ \H Ll . 103.0
\\‘\H\‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0 /\M
AL A e
10.00 10.50
5000 41.0 m/z 43.00 28.29%
87.0
27.0
0L, 14.0 72.0 101.0 1150
R B BT e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5047: 2-Butanol, 2,3-dimethyl- =t e
59.0 10.00 10.50
m/z 87.05 25.54%
5000
87.0
41.0 J\
0"_‘Hwemﬂuuwmhwuwuu‘u‘HW‘H‘_H‘_H‘_‘HM‘ — AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 8
R.T. EstConc Area Relative to ISTD R.T.
13.157  33.79 ug/1l 1272420 1,4-Dichlorobenzene-d4 13.610
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 91
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 1916 (13.157 min): VN073032.D\data.ms (-1907) (- 105.00 100.00%
105.0
5000
390 70 13.00 13.50
Ober et bl 2067 s 120.00  36.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 A
5000
13 OO 13 50
m/z 77.00 12.85%
77.0
150 390

O\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z--> 20 AO 65 85 160 150 1&0 1é0 150 260
Abundance
105.0
\‘\\M/\L\

I
13.00 13.50

5000 m/z 91.00 11.83%
77.0
0150 39.0
R B R B B o e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10691: Mesitylene —
105.0 1&00 13.50

m/z 79.00 9.49%

5000

Ll
0150\ \\ ly ‘\\ ‘ ‘ ‘\ r\_

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62222\
Data File : VN@73032.D

Acqg On : 22 Jun 2022 18:07

Operator JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Library Search Compound Report

Quant Method
Quant Title : SW846 8260

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

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061722W.M

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 2

R.T. EstConc Area Relative to ISTD R.T.
13.810 149.67 ug/1 5636730 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 78
3 Deltacyclene 118 C9H1e 007785-10-6 72
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64

Abundance Scan 2027 (13.810 min): VN073032.D\data.ms (-2016) (- | m/z 117.00 100.00%
11v.0
5000
39.0 63.0 970 1350 1400
ob e Ll Il M 1889 /7 118,00 55.93%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000
1350 1400
m/z 115.00  33.82%
390 630 OO
O\1\5\()‘\\\\“\\‘\\“‘\‘\\\‘\\“\\’\\\!"\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
13.50 14.00
5000 m/z 91.00 16.03%
91.0
39.0 5gg
75.0
L
miz--> 20 40 60 80 100 120 140
Abundance #10184: Deltacyclene
117.0 1350 1400
m/z 63.00 8.84%
5000
390 91.0
65.0 ‘
oH‘_‘m}H“"W"J“H‘m,“”l‘,””_m
m/z--> 20 40 80 100 120 140 13. 50 14 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@62222\
Data File : VNO©73032.D

Acqg On : 22 Jun 2022 18:07
Operator : JC\MD

Sample : N3381-16

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©61722W.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 2.405 38.6 ug/l 1724030 1 8.016 2233630 50.0
Butane, 2-methyl- 3.087 246.7 wug/l 11018800 1 8.016 2233630 50.0
Pentane 3.457 89.1 ug/l 3979680 1 8.016 2233630 50.0
Cyclopropane, 1... 3.934 47.1 ug/l 2103300 1 8.016 2233630 50.0
Cyclopentane 5.104 57.1 ug/l 2550740 1 8.016 2233630 50.0
Cyclopentane, m... 7.069 92.7 wug/l 4139980 1 8.016 2233630 50.0
Cyclohexene 8.516 25.8 wug/l 690838 2  8.898 1341350 50.0
2-Pentanol, 2-m... 10.169 21.7 ug/l 582836 2 8.898 1341350 50.0
Benzene, 1l-ethy... 13.157 33.8 ug/l 1272420 4 13.610 1883050 50.0
Indane 13.810 149.7 ug/l 5636730 4 13.610 1883050 50.0
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