LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52422\
Data File : VNO©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 31 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\82N©52422W.M

Title : SW846 8260

Signal : TIC: VN@72611.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.434 65 76 86 rBV 251069 422823 3.74% 0.465%
2 3.116 181 192 213 rVB 285076 675361 5.97% 0.743%
3 3.504 249 258 277 rVB4 115356 393731  3.48% 0.433%
4 3,710 281 293 308 rBV 138720 344710 3.05% 0.379%
5 3.887 313 323 331 rW 81965 210653 1.86% 0.232%
6 3.987 331 340 356 rVB2 177711 494439 4.37% 0.544%
7 4.957 489 505 516 rBvV2 96039 332609 2.94% 0.366%
8 5.187 530 544 563 rVW3 164865 807355 7.13% ©0.889%
9 5.357 563 573 593 rVB 130485 452177 3.99% 0.498%
106 5.610 604 616 631 rBVY 107535 374735 3.31% 0.412%
11 6.398 739 750 755 rVWW2 34842 121187 1.07% 0.133%
12 6.463 755 761 775 rVwV5 85963 289596 2.56% 0.319%
13 6.604 775 785 792 rVW3 53622 170152 1.50% 0.187%
14 6.698 792 801 813 rVV3 56546 248912  2.20% 0.274%
15 6.898 825 835 850 rVB2 60426 174541 1.54% 0.192%
16 7.145 865 877 886 rBV 289320 849929 7.51% 0.936%
17 7.839 987 995 1003 rVB2 56987 139416 1.23% 0.153%
18 8.016 1016 1025 1030 rBv2 101032 248736  2.20%  0.274%
19 8.086 1030 1037 1046 rVV3 363203 962751 8.50% 1.060%
20 8.169 1046 1051 1062 rVB2 42681 119831 1.06% 0.132%
21 8.457 1088 1100 1110 rBV 4930175 11207492 99.01% 12.336%
22 8.580 1116 1121 1128 rVB2 102721 205997 1.82% 0.227%
23 8.963 1176 1186 1199 rBV 345734 796521 7.04% 0.877%
24 9.457 1254 1270 1279 rBV3 144476 407466  3.60%  0.449%
25 9.969 1350 1357 1362 rBV 183768 355983  3.14% 0.392%
26 10.016 1362 1365 1372 rVB3 73648 124071 1.10% 0.137%
27 10.198 1388 1396 1399 rBV 65359 139057 1.23% 0.153%
28 10.316 1410 1416 1424 rVV2 97926 182188 1.61% 0.201%
29 10.439 1429 1437 1442 rBV 678376 1249553 11.04% 1.375%
30 10.498 1442 1447 1454 rW 578840 997715 8.81% 1.098%
31 10.639 1461 1471 1477 rVV2 94153 186935 1.65% 0.206%
32 10.710 1477 1483 1490 rVB 76842 134823 1.19% 0.148%
33 11.739 1650 1658 1667 rBV 541725 934796 8.26% 1.029%
34 11.839 1667 1675 1685 rVV 5503887 9160929 80.93% 10.084%
35 11.951 1685 1694 1705 rVB 5417056 9661913 85.35% 10.635%

36 12.274 1737 1749 1760 rBV 2875102 4800935 42.41% 5.284%

82N052422W.M Wed May 25 14:14:46 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52422\
Data File : VNO©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 31 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\82N©52422W.M
Title : SW846 8260
37 12.574 1793 1800 1808 rVB 456888 692952 6.12% 0.763%
38 12.727 1819 1826 1834 rBV 413800 691121 6.11% 0.761%
39 12.915 1849 1858 1863 rBV 931628 1483219 13.10% 1.633%
40 12.974 1863 1868 1871 rVV 1320009 1951263 17.24% 2.148%
41 13.010 1871 1874 1878 rVV 1208824 2001430 17.68% 2.203%
42 13.057 1878 1882 1890 rVB 1064086 1614561 14.26% 1.777%
43 13.215 1901 1909 1919 rBV 1460783 2440380 21.56% 2.686%
44 13.362 1924 1934 1948 rVV 7061042 11320047 100.00% 12.460%
45 13.492 1948 1956 1962 rVV3 76480 185917 1.64% 0.205%
46 13.551 1962 1966 1972 rVV 73768 114840 1.01% 0.126%
47 13.698 1980 1991 2000 rBV2 2123455 4433608 39.17%  4.880%
48 13.833 2007 2014 2015 rBV 239098 325529 2.88% 0.358%
49 13.868 2015 2020 2037 rVB 2467536 4796983 42.38% 5.280%
50 14.057 2046 2052 2058 rVB2 240203 451025 3.98% 0.496%
51 14.127 2058 2064 2066 rBV 284347 454108 4.01% 0.500%
52 14.151 2066 2068 2073 rVvV 239655 330826 2.92% 0.364%
53 14.209 2073 2078 2084 rVV 635749 926691 8.19% 1.020%
54 14.274 2084 2089 2092 rVV 153910 238935 2.11% 0.263%
55 14.321 2092 2097 2107 rVB2 467433 786476  6.95% ©.866%
56 14.451 2114 2119 2125 rVB2 153206 230711 2.04% 0.254%
57 14.533 2125 2133 2136 rBV 353556 573926 5.07% 0.632%
58 14.574 2136 2140 2145 rVB 427067 608724 5.38% 0.670%
59 14.804 2174 2179 2184 rBV 403082 619052 5.47% 0.681%
60 14.921 2191 2199 2206 rBV3 750099 1563411 13.81% 1.721%
61 14.986 2206 2210 2219 rVB4 58654 114903 1.02% 0.126%
62 15.074 2219 2225 2234 rBV 167377 301540 2.66% 0.332%
63 15.186 2234 2244 2248 rBV3 88326 216651 1.91% 0.238%
64 15.304 2257 2264 2274 rVB2 90000 211799 1.87% 0.233%
65 15.498 2289 2297 2304 rBV 1075339 1978370 17.48% 2.178%
66 16.609 2478 2486 2502 rVB 349722 811481 7.17% 0.893%

Sum of corrected areas: 90850497
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO72611.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000

1000000

. 2434 3116 35043.7103.88987 4.957 5.185.357 5610 6.60158.66.698 6.8
‘ TT 1T ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TT T ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ T 1T ‘ T T 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ T ‘ TTTT ‘ T TT ‘ TT 1T ’ TTT1T ‘ TT 1T ‘ TTTT ‘ TTTT ‘ T 1T
2

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: VNO72611.D\data.ms
7000000

6000000
5000000 8.457
4000000
3000000

2000000

1000000 106398 1173
7.145 8.086 8.963 :

o 7.838.018.169 8.580 N 9.457 989 60.196316 | |10163P10

— R T e e S e i
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VNO72611.D\data.ms
7000000 13.862

6000000
1.951

5000000
4000000

3000000 12.274
13.868

13.698

2000000

1907443215
12.63&057 15.498
1000000 12518 : 14 9'93211 w“
574,727 14. 80
o NA 33%5 %ﬁi N %}3415&04 /\ 16,009

‘ T T ‘ T T T T ‘ 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\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.434  21.96 ug/l 422823  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Isobutane 58 C4H10 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO02 000108-03-2 9
5 Acetone 58 C3H60 000067-64-1 4

Abundance  Scan 76 (2.434 min): VN072611.D\data.ms (-65) (-) m/z 43.10 100.00%

43.1
5000
58"1 2.20 2.40 2.60 2.80
ottt e m/z 41.10 34.12%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #262: Butane
43.0
5000 29.0
2.20 2.40 2.60 2.80
m/z 39.00 14.91%
15.0 58.0
O \\\‘\\H‘\\\\’H\\‘\\\ii\\\\’H\‘\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #267: Isobutane
43.0 }\
R ARESARL TR
2.20 2.40 2.60 2.80
5000 m/z 58.10 14.71%
27.0
o.10 140 |, [l 570
e e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride A ERmaw T
43.0 2.20 2.40 2.60 2.80
m/z 42.00 13.11%
5000
27.0
0 140 | |l . 640 830 99.0 /k
e e e e R S ARARAR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 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©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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.
3.116  35.07 ug/1 675361 Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 50
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 38
4 3-Buten-1-ol 72 C4H80 000627-27-0 28
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 10
Abundance Scan 192 (3.116 min): VN072611.D\data.ms (-181) (-) m/z 43.10 100.00%
57.1
5000
‘ 72.0 2.80 3.00 3.20 3.40
ottt e m/z 42.10  83.11%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
N
5000 NN RN R R
29.0 2.80 3.00 3.20 3.40
m/z 41.00 78.41%
15.0 ‘ | 720
O\\‘\\‘\\‘\\}\‘\\\ii\\\’\\\\‘\\\\"\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
2.80 3.00 3.20 3.40
5000 m/z 57.10 65.22%
7.
27.0 57.0 720
obaso L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- e maNmEEas S,
430 g 2.80 3.00 3.20 3.40
m/z 39.00  25.85%
5000
27.0
bt li 7RO 880 A,
m/z--> 10 20 30 40 50 60 70 80 90 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©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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 10
R.T. EstConc Area Relative to ISTD R.T.
3.504  20.45 ug/1 393731  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Tetrahydrofuran 72 C4H80 000109-99-9 38
3 Oxirane, ethyl- 72 C4H80 000106-88-7 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 37
5 1-Pentene 70 C5H10 000109-67-1 32
Abundance Scan 258 (3.504 min): VN072611.D\data.ms (-249) (-) m/z 43.10 100.00%
43.1
5000
55.0
‘ ‘ | 72‘-0 3.20 3.40 3.60 3.80
0l WL628 L myz 42.00  62.66%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
5000
270 3.20 3.40 3.60 3.80
m/z 41.10 57.41%
so ||l
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\i}\\‘\\w\‘\\\\‘\\\\‘\
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #768: Tetrahydrofuran
42.0
3.20 3.40 3.60 3.80
5000 m/z 39.00 28.09%
27.0 72.0
15.0
ol...20 I \ L “\ ,50.0 58.0
“w“““u““““ e
m/z--> 0 10 O 50 60 70 80
Abundance #762.0xwane,eﬂwh A RRmat e
42.0 3.20 3.40 3.60 3.80
m/z 55.00 24.19%
5000 27.0
57.0 71.0
g ]
0 H““H“i‘W“‘ _“‘ MM“‘H““H““W‘
m/z--> 0 40 50 60 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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-Butene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.987 25.68 ug/l 494439  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
2 Cyclopropane, 1,2-dimethyl-, trans- 70 CS5H1e@ 002402-06-4 91
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 91
4 2-Pentene, (E)- 70 C5H10 000646-04-8 87
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86
Abundance Scan 340 (3.987 min): VN072611.D\data.ms (-331) (-) m/z 55.00 100.00%
55.0
5000 70.0
39.0
‘ | 3.60 3.80 4.00 4.20 4.40
- m/z 70.00  39.72%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0
41.0 70.0 3.60 3.80 4.00 4.20 4.40
27.0

m/z 38.95 31.93%

o

miz--> 0 10 20 30 40 50 60 70 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans- /\
55.0

3.60 3.80 4.00 4.20 4.40

5000 70.0 m/z 41.00 30.05%
41.0
29.0 ‘ ‘
0 ““““_“‘“‘ﬂw“uw{‘u“pﬂllw“‘h“““
miz--> 0 10 20 40 50 60 70 80
Abundance #663: Cyclopropane 1,2-dimethyl-, cis- REaa e e
55.0 3.60 3.80 4.00 4.20 4.40

m/z 42.05 23.47%

5000 70.0
41.0
29.0 ‘
0 H \‘\ I 1L ‘\ | L

m/z--> 0 10 20 30 40 50 60 70 80 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.M
Quant Title : SW846 8260

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

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

Peak Number 5 Cyclobutane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.187 41.93 ug/1 807355  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H1e 000598-61-8 86
2 Cyclopentane 70 C5H10 000287-92-3 78
3 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 72
4 1-Pentene 70 C5H10 000109-67-1 72
5 1-Pentanol 88 C5H120 000071-41-0 40
Abundance Scan 544 (5.187 min): VN072611.D\data.ms (-530) (-) m/z 42.05 100.00%
42.0
5000 55.0 70.0 /\f/k\
T
84.0 4.80 5.00 5.20 5.40 5.60
o e et - m/z 55.00 44.41%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 LR L R
550 4.80 5.00 5.20 5.40 5.60
’ m/z 41.00 40.42%
21.0 ‘ 70.0 /
0 \\\‘\\\\‘}?\-(\)‘\\1‘\“\\\‘1l‘\\\“\‘\\\‘\\\\1\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
R AR o
4.80 5.00 5.20 5.40 5.60
5000 m/z 70.05 39.88%
55.0 70.0
27.0
0 1.0 15\'0 \‘H \“ L .
LA i L o e e
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #656: Cyclopropane, ethyl- R ERAREEE RS
42.0 4.80 5.00 5.20 5.40 5.60
m/z 39.00 31.35%
5000 8.0
27.0
70.0
15.0 ‘
0 ““2;9“_1‘”W!l_m!}uHm;‘_m_m“m_ AT NN
m/z--> 0 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.M
Quant Title : SW846 8260

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

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

Peak Number 6 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.145  44.14 ug/l 849929  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 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 56
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56
Abundance Scan 877 (7.145 min): VNO72611.D\data.ms (-865) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0

“ ‘ 84.0 6.80 7.00 7.20 7.40

0Lttt L myz a1.00  54.95%

miz--> 0O 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

28.0 “ ‘ 840 m/z 69.05 43.60%
0 H‘\H‘w}?gw‘wM‘H‘MMHN” ‘M‘”iH‘w‘M‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0 ‘\”“W“W‘”‘!”“W
6.80 7.00 7.20 7.40
5000 41.0 m/z 54.95  27.12%
69.0
el
0 H*\H‘w%ﬁqw*ﬂM*Hw%*H\”‘*w*”iw*w”m*\w
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- “H““‘H““W““‘
56.0 6.80 7.00 7.20 7.40

m/z 39.00  25.53%

410
5000
27.0
‘ ‘ 69.0
0 1.0 150 H ‘\ 1l ‘ 840

m/z--> 0O 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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 Cyclobutane, (1-methylethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.969  22.35 ug/l 355983  1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
4 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 72
Abundance Scan 1357 (9.969 min): VN072611.D\data.ms (-1350) (-) m/z 80.95 100.00%
81.0
5000
96.1
370 570 67‘0 ‘ 10.00
Ob oo it bl el 2999 sz 96,10 27.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 \/\/\“\ T T \j\
10.00
‘ 530 70 96.0 m/z 79.00 26.84%
O\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\\‘\\\\

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #3268: Cyclopentene, 1,5-dimethyl-

81.0 j\

WAWANiW

10.00
5000 m/z 39.00 15.55%
270 39.0 96.0
53.0
15.0 “ 670 ‘
0“‘_‘H“H‘_‘m;‘u‘wﬂ‘w‘mﬁw‘ﬂhlu‘_‘hw‘u“u‘

miz--> 10 20 30 40 50 60 70 80 90 100 110 /\ //\/\

Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl- b e

81.0 10.00

m/z 67.00 13.43%
5000
41.0
53.0
27.0 ‘ ‘ 67.0 96.0 m

0“w‘u‘_‘muu‘wiu‘wwlW‘HL_‘Hhh‘w‘ﬂ‘_‘u‘u“ boa b N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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-3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.974 22.01 ug/l 1951260 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1868 (12.974 min): VN072611.D\data.ms (-1863) (- m/z 105.00 100.00%
1

05.0
5000
77.0
39.0 J 13.00
Ob 2080 LUl 42201400 100 00 30.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 AN
13.00
m/z 76.95 12.49%
O T \1\8.‘()\‘\ \:3\9""0\\‘15\9“.(‘?‘\ T WM‘ T \‘} T ‘H‘\ \‘\““\ T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
13.00
5000 ITI/Z 91.00 10.91%
39.0 77.0
0L “,H “‘159"%‘ ‘ ““‘ e o ‘;‘L“Z‘.(‘)‘ REEE
m/z--> 20 40 60 80 100 120 140 160
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 13.00
m/z 106.00 9.00%
5000 /L
77.0
27.0 51.0
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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 5
R.T. EstConc Area Relative to ISTD R.T.
13.215 27.52 ug/1 2440380 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-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1909 (13.215 min): VNO72611.D\data.ms (-1901) (- m/z 105.00 100.00%
105.0 H
5000
39.0 g9 10 l 13.00 13.50
O 208 LMl 3321 1859 17 170.00  30.82%
miz--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 77.00 11.73%
77.0
0 \1\5\.9 T \3\9‘"(\) T ‘\5\9‘.‘0\‘\ T \M‘ T \‘1 T ‘H‘\ T “2\.(\)\ L L
miz--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 o /\
pL— —
13.00 13.50
5000 m/z 91.00 11.69%
79.0
w0
S VS S N Y M—
miz--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 13.00 13.50
m/z 103.00 8.79%
5000
39.0 77.0 /\ j\
ol 180 \ i P90 4|l 1220 AN ‘

m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.868 54.10 ug/l 4796980 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 64
2 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
3 Indole 117 C8H7N 000120-72-9 46
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 42

Abundance Scan 2020 (13.868 min): VN072611.D\data.ms (-2015) (- m/z 117.00 100.00%

117.0
5000
— L
578 91‘-0 13.50 14.00
0 el e e e e e M/z 118.00 54.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10184: Deltacyclene
11y.0
5000 — —
91.0 13.50 14.00
39.0 ' m/z 115.00 32.48%
65.0 ‘
O\\\‘\\\\‘}1\“}‘\““\‘\\\H‘\\M\“\\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0 \
— s
13.50 14.00
5000 m/z 91.00  14.30%
390 91.0 ‘
Obrrerrrmrio2 e | AL 1430 17802030 234.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9735: Indole
117.0 13.50 14.00
m/z 57.80 7.50%
5000 90.0
63.0
Y Y S R R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52422\
Data File : VNO©72611.D

Acqg On : 25 May 2022 01:20
Operator : JC\MD

Sample : N2968-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©52422W.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 2.434 22.0 wug/l 422823 1 8.080 962751 50.0
Butane, 2-methyl- 3.116 35.1 ug/l 675361 1 8.080 962751 50.0
Pentane 3.504 20.4 wug/l 393731 1 8.080 962751 50.0
2-Butene, 2-met... 3.987 25.7 wug/l 494439 1 8.080 962751 50.0
Cyclobutane, me... 5.187 41.9 ug/l 807355 1 8.080 962751 50.0
Cyclopentane, m... 7.145 44.1 ug/l 849929 1 8.080 962751 50.0
Cyclobutane, (1... 9.969 22.4 wug/l 355983 2 8.963 796521 50.0
Benzene, 1-ethy... 12.974 22.0 ug/l 1951260 4 13.668 4433610 50.0
Benzene, 1-ethy... 13.215 27.5 wug/l 2440380 4 13.668 4433610 50.0
Benzene, 1,1'-(... 13.868 54.1 ug/l 4796980 4 13.668 4433610 50.0
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