LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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©33022W.M

Title : SW846 8260

Signal : TIC: VN@71816.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.234 34 42 44 rBV 385023 707945 5.81% 0.554%
2 2.440 72 77 90 rVB2 205791 384811 3.16% 0.301%
3 3.128 185 194 220 rVB 1430134 3414145 28.04% 2.672%
4 3.510 247 259 275 rBV 607600 1561748 12.83% 1.222%
5 3.999 330 342 360 rBV 432254 1199227 9.85% 0.938%
6 4.257 372 386 405 rVB 265176 949175 7.79% 0.743%
7 5.087 512 527 529 rVW3 490482 1468242 12.06% 1.149%
8 5.157 530 539 567 rVV5 1308524 6718243 55.17% 5.257%
9 5.622 602 618 635 rBV 1071285 3704270 30.42% 2.899%
106 5.934 659 671 685 rVB2 64994 210548 1.73% 0.165%
11  6.122 691 703 719 rBV2 415812 1282995 10.54% 1.004%
12 6.469 745 762 774 rBV 578674 1746793 14.34% 1.367%
13 6.610 774 786 797 rW 347844 1125106 9.24% 0.880%
14 6.904 825 836 851 rBV 559364 1728777 14.20% 1.353%
15 7.045 851 860 867 rVv2 210033 637612 5.24% 0.499%
16 7.145 867 877 887 rVV 2502414 7480717 61.43% 5.854%
17 7.216 887 889 901 rVV2 261845 578267 4.75% 0.453%
18 7.334 901 909 927 rVB4 41123 150306 1.23% 0.118%
19 7.663 954 965 976 rVB4 45329 158373 1.30% 0.124%
20 7.781 976 985 988 rBvV 101621 245538 2.02% 0.192%
21 7.845 988 996 1005 rVB 565303 1424179 11.70% 1.114%
22 8.022 1015 1026 1029 rBV 442541 1087531 8.93% 0.851%
23 8.087 1029 1037 1045 rVV3 1684913 4892914 40.18% 3.829%
24  8.175 1045 1052 1063 rVB2 783379 2034864 16.71% 1.592%
25 8.292 1063 1072 1080 rBV 523019 1200233 9.86% 0.939%
26 8.457 1089 1100 1110 rVV 5049565 12177208 100.00%  9.529%
27 8.575 1111 1120 1122 rVV5 639126 1561705 12.82% 1.222%
28 8.622 1123 1128 1137 rVV3 921713 3009277 24.71%  2.355%
29 8.704 1137 1142 1152 rVV 338833 800241 6.57% 0.626%
30 8.810 1152 1160 1174 rVB4 143268 492486 4.04% 0.385%
31 8.963 1176 1186 1199 rBV3 1849349 4730380 38.85% 3.702%
32 9.057 1199 1202 1208 rVV2 120884 233283 1.92% 0.183%
33 9.122 1208 1213 1219 rWV 214393 412572 3.39% 0.323%
34 9.198 1219 1226 1230 rVV 261219 536407 4.41% 0.420%
35 9.239 1230 1233 1242 rVB 191274 380921 3.13% 0.298%

36 9.457 1254 1270 1277 rBV2 1095900 3359553 27.59% 2.629%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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©33022W.M
Title : SW846 8260
37 9.510 1277 1279 1287 rVB4 92736 150201 1.23% 0.118%
38 9.639 1295 1301 1308 rVB 311879 598082 4.91% 0.468%
39 9.728 1308 1316 1322 rBV3 76981 178761 1.47% 0.140%
40 9.798 1322 1328 1331 rBV2 121637 251227 2.06% 0.197%
41  9.881 1337 1342 1350 rVB 371883 731075 6.00% 0.572%
42 9.969 1350 1357 1361 rBV 726671 1396886 11.47% 1.093%
43 10.010 1361 1364 1372 rVB2 437911 872332 7.16% 0.683%
44 10.216 1389 1399 1410 rBV6 124202 506598 4.16% 0.396%
45 10.322 1410 1417 1421 rVV 362445 690916 5.67% 0.541%
46 10.439 1429 1437 1443 rBV 2115764 4018210 33.00% 3.144%
47 10.504 1443 1448 1452 rVV 339978 662956 5.44% 0.519%
48 10.551 1452 1456 1461 rVV3 128782 268660 2.21% 0.210%
49 10.628 1461 1469 1475 rVB3 152410 398689 3.27% 0.312%
50 10.781 1490 1495 1501 rVvV4 52199 125938 1.03% 0.099%
51 10.857 1501 1508 1518 rvVv3 269307 696624  5.72%  0.545%
52 11.122 1543 1553 1558 rBV5 85378 204097 1.68% 0.160%
53 11.251 1571 1575 1579 rVV3 94879 166999 1.37% 0.131%
54 11.739 1650 1658 1669 rBV 2027518 3716622 30.52% 2.908%
55 11.839 1669 1675 1685 rVB 305306 621898 5.11% 0.487%
56 11.951 1685 1694 1705 rBV 4204450 8440062 69.31% 6.605%
57 12.275 1739 1749 1757 rBV 443492 784494  6.44% 0.614%
58 12.575 1790 1800 1810 rBV 1002108 1628483 13.37% 1.274%
59 12.727 1818 1826 1836 rBV 1541767 2619821 21.51% 2.050%
60 12.916 1850 1858 1864 rBV 923883 1456602 11.96%  1.140%
61 12.980 1864 1869 1871 rVV 482659 781113 6.41% 0.611%
62 13.010 1871 1874 1878 rVV 887996 1398317 11.48% 1.094%
63 13.057 1878 1882 1892 rVB 1004797 1607566 13.20% 1.258%
64 13.216 1902 1909 1919 rBV 647712 1054611 8.66% ©.825%
65 13.363 1925 1934 1948 rBV 4177027 6629702 54.44% 5.188%
66 13.669 1979 1986 1990 rBV 1714659 3274097 26.89% 2.562%
67 13.833 2007 2014 2016 rBV 240970 367553 3.02% 0.288%
68 13.874 2016 2021 2037 rVB2 1439277 3095318 25.42%  2.422%
69 14.063 2048 2053 2058 rBV 104704 167673 1.38% 0.131%
70 14.127 2058 2064 2066 rBV 228199 355113 2.92% 0.278%
71 14.216 2073 2079 2084 rVB 444614 706034 5.80% ©.553%
72 14.274 2084 2089 2093 rVvV 110168 182069 1.50% 0.142%
73 14.327 2093 2098 2105 rVB2 401025 655240 5.38% 0.513%
74 14.533 2126 2133 2136 rBV = 203682 326580 2.68% 0.256%
75 14.574 2136 2140 2145 rVB 261269 389991 3.20% 0.305%

76 14.804 2174 2179 2185 rBV 252525 407662 3.35% 0.319%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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©33022W.M
Title : SW846 8260

77 14.927 2191 2200 2206 rBV2 441622 872085 7.16% ©0.682%
78 15.504 2290 2298 2308 rBV 281694 544685 4.47%  ©0.426%

Sum of corrected areas: 127788234
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N2242-03
: 5.0mL/MSVOA_N/WATER
: 21 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40222\

: VNO71816.D
: 02 Apr 2022 22:35

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VNO71816.D\data.ms
5000000
4000000
3000000
2000000
3.128 5.157
5.622
1000000
3.510 6.469 6.9
5.087
2.234 5 440 3999, o, 6.122 6.610
0 5.934
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
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: VNO71816.D\data.ms
5000000 8.457
4000000
3000000
7.145
10.439 11.739
2000000 8.087 8.963
9.457
1000000 175 8.622 9.969
8.5
7.845, 8.292 204 o 639 9,654,010 10 .
7.048 27 e 7 eé’sﬁ,&\ A 8.810| 9,57F280 joi510 10295, 11,920251
ol ‘ pep— L P ‘
Time->  7.00 8.50 9.00 9 50 10 00 10 50 11 oo 11 50
Abundance TIC: VNO071816.D\data.ms
5000000
1.951 13.363
4000000
3000000
2000000 13.669
12.r27 13.874
1000000 12.575
12.275 927
\ ot e
0 T ‘ 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 oo 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\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.128 34.89 ug/l 34141560  Pentafluorobenzene 8.081

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 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 36
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 12
Abundance Scan 194 (3 128 min): VNO71816.D\data.ms (-185) (-) m/z 43.05 100.00%
43.0
5000 j\
R RAREEEE e R
‘ ‘72.1 2.80 3.00 3.20 3.40
(C
Ol oo 295 m/z 42,10 86.34%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #814: Butane, 2-methyl-
43.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘

2.80 3.00 3.20 3.40
m/z 41.05 79.91%

72.0
0 15‘0\‘ ulll \‘ \‘
\‘HH‘HH HH‘HH‘\\H’HH‘HH‘HH’HH‘\\H‘HH‘HH‘HH‘
m/z--> 0 20 40 60 80 100120140160180200 220240
Abundance #807: Pentane
43.0
H‘H‘w‘u‘,u‘w‘u“
280300320340
150, | |73
O e e e e e e e
m/z--> 0 20 40 60 80 100120140160180200 220240
Abundance #723: 1,3-Dimethyldiaziridine H_m‘uu,uwmw
42.0 2.80 3.00 3.20 3.40

m/z 56.10  26.56%

5000 71.0
| n

m/z--> 0 20 40 60 80 100120140160180200220240 2.80 3.00 3.20 3.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Pentane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.157 68.65 ug/1l 6718240  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 52
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
4 N-Vinylformamide 71 C3H5NO 013162-05-5 47
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 40
Abundance Scan 539 (5.157 min): VN071816.D\data.ms (-530) (-) m/z 43.10 100.00%
3.1
71.1
5000
57.1 P
‘ “ 86.1 4.80 5.00 5.20 5.40
o+ttt m/z 42.10 68.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0 L e
4.80 5.00 5.20 5.40
27.0 57.0 m/z 71.16  58.05%
[ O
O \\‘H\\’\\\H\\Hi\}\\‘\‘\H\’\\\\‘}\H‘\\‘1\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2051: Butane, 2,3-dimethyl-
43.0
4.80 5.00 5.20 5.40
5000 m/z 41.10 46.62%
71.0
27.0
ohaso [ L so 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8664: Pentane, 2,3,4-trimethyl- R RAN L Ramaa
43.0 4.80 5.00 5.20 5.40
m/z 70.10 31.15%
71.0
5000
27.0 57.0
ol L 840 o70 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.622  37.85 ug/1 3704270  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
4 Butane, 1-chloro- 92 C4HoCl 000109-69-3 42
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 42
Abundance Scan 618 (5.622 min): VN071816.D\data.ms (-602) (-) m/z 57.10 100.00%
57.1
41.0
5000
_“w“u‘u“_“w‘u
| 711 gea 5.20 5.40 5.60 5.80 6.00
Obrrrrrreprrreprertgherepetl ety et e m/z 56.10 85.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’\\\
5.20 5.40 5.60 5.80 6.00
m/z 41.05 56.82%
27,
‘ 71.0 g6.0
0\\‘\\\\’\\\{‘\H\“}\\\’\\‘\}‘\H\“\\\\’\\}\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
_“w“u‘u“_“w‘u
5.20 5.40 5.60 5.80 6.00
5000 41.0 m/z 43.05 22.28%
270 71.0
ol 140 “ \‘ 1. | ss0 1130
v e e e ST
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2013: Oxirane, (1-methylethyl)- ‘H““‘H““W““,di
41.0 56.0 5.20 5.40 5.60 5.80 6.00
m/z 39.10 14.96%
5000
27.0 ‘ 71.0
obrrrerrrprdlirrdtie el e 880
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 1,1,2-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.469 17.85 ug/l 1746790  Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 91
2 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 91
3 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 91
4 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 91
5 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 91
Abundance Scan 762 (6.469 min): VN071816.D\data.ms (-745) (-) m/z 69.10 100.00%
69.1
41.1
5000 84.1
55.1 6.20 6.40 6.60 6.80
0 H‘_""H""H"mMu‘qu‘c‘l‘_m‘cgw_mw m/z 41.10 68.99%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1708: Cyclopropane, 1,1,2-trimethyl-
41.0
69.0
5000
6.20 6.40 6.60 6.80
84.0 .
27.0 m/z 84.10  39.51%
15.0 ‘ | 55‘-0
O\\\‘.\\\\‘\\‘\\‘\\}}“\\\}‘\‘\\\“\‘\1\‘\\\‘\i\\\\‘\\‘\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1670: 2-Pentene, 2-methyl-
41.0 69.0
6.20 6.40 6.60 6.80
5000 m/z 39.10 21.60%
270 84.0
N
Y O N TN NN NN A
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1705: 2-Pentene, 4-methyl-, (E)- T T
41.0 69.0 6.20 6.40 6.60 6.80
' m/z 55.10  11.45%
5000
84.0
27.0 ‘ 550
0 "‘“""H""H““"m}1“‘“w“‘l“m“{uu“m‘m
m/z--> 0 10 20 30 40 50 60 70 80 90 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 2-Pentene, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.904 17.67 ug/l 1728780  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 95
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 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 90
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
Abundance Scan 836 (6.904 min): VN071816.D\data.ms (-825) (-) m/z 69.10 100.00%

411 991
5000

6.60 6.80 7.00 7.20
bt e 2069 nys 41.10  84.04%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1661: 2-Pentene, 3-methyl-
41.0 69.0

5000 R BB STAUBERSEE
6.60 6.80 7.00 7.20

m/z 84.05 53.89%

0 224
m/z--> 20 0 60 80 100 120 140 160 180 200
Abundance #1699: 2-Pentene, 3-methyl-, (2)-
41.0
69.0

660680700720

0 *m*\H**\H**w***w***w**w***w**H\**H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1700: 2-Pentene, 3-methyl-, (E)- ‘/\ﬁ4\ﬁ\\‘wuw‘\\\\‘\uw’
41.0 69.0 6.60 6.80 7.00 7.20

m/z 56.10  25.37%

T, A

m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 1
R.T. EstConc Area Relative to ISTD R.T.
7.145 76.44 ug/l 7480720  Pentafluorobenzene 8.081

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 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
Abundance Scan 877 (7.145 min): VN071816.D\data.ms (-867) (-) m/z 56.10 100.00%
56.1
5000 41.1 69.0 A//\\
TR
‘ ‘ 84.0 6.80 7.00 7.20 7.40
oH_m_m_m;“mmu_mum‘_!”_‘ m/z 69.85 45.59%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
568.0
41.0
5000 690 L L N B LA R I
6.80 7.00 7.20 7.40
m/z 41.10 45.55%
28.0 M ‘ 84.0
O\\‘?‘?;0\‘\\}‘!“\\\}“\‘\\\i‘\u‘\‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0 R o AR
6.80 7.00 7.20 7.40
5000 41.0 m/z 55.10  25.53%
69.0
27.0 H ‘
NN T N | O S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl- R ERaaR e SR
56.0 6.80 7.00 7.20 7.40
m/z 42.10 19.31%
41.0
5000
69.0 84.0
29.0 H
0““““‘HMM““JN“WMM TRUENH I [
m/z--> 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\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.175 20.79 ug/l 2034860  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Heptane 100 C7H16 000142-82-5 43
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38

Abundance Scan 1052 (8.175 min): VN071816.D\data.ms (-1045) (-) m/z 56.10 100.00%
5

6.1
411
5000 71.1
780800820840
ol gy a00s
O I LA L e A m/z 43.10 74.78%
m/z--> 0 20 40 60 80 100 120
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
41,0
5000
71.0 7.80 8.00 8.20 8.40
m/z 57.10 69.08%
oL 20 | oo
\‘\\\\‘\\\\‘1\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #4462: Heptane
ol
R A RARRSEEE s R
7.80 8.00 8.20 8.40
5000 71.0 m/z 41.10 55.90%
27,0
‘ 100.0
0 ‘%q“u“ﬂ“M‘ ‘ﬂ“‘W;“““J““““‘
m/z--> 0 20 40 60 80 100 120
Abundance #14580: Hexane, 2,2,4-trimethyl- e AR RAREEEE T

57.0 7.80 8.00 8.20 8.40
m/z 71.10 43.10%

5000
41.0

o 26, | 720 950 11301280
288 720 950 771280

“‘\
m/z--> 0 20 40 60 80 100 120 7.80 8.00 8.20 8.40

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 1,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.575 16.51 ug/l 1561710 1,4-Difluorobenzene 8.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 81
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 81
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 76
5 (Z)-2-Heptene 98 C7H14 006443-92-1 43

Abundance Scan 1120 (8.575 min): VNO71816[Ndmarns(1111)() m/z 70.10 100.00%

56.1
5000
83.0
| H 98.1 8.20 8.40 8.60 8.80
0 H‘_‘H‘m‘_m_w“wu“ WM‘mw“‘\m‘m\“\m‘ m/z 56.10  82.06%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0
5000
8.20 8.40 8.60 8.80
210 83.0 m/z 55.10  62.79%
[
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\M\ 1‘\\1“\‘\\\\‘i\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0
8.20 8.40 8.60 8.80
5000 m/z 41.10  60.17%
27.0
83.0
98.0
ol20 280 LMl b
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 8.20 8.40 8.60 8.80
410 | m/z 67.10  37.53%
5000
27.0 83.0
‘ 98.0
0 """‘“1‘4‘9"‘;:“w}mwwum_ww_w
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 unknown8.622 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.622 31.81 ug/l 3009280 1,4-Difluorobenzene 8.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 40
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 40
3 Heptane, 2,2,3,5-tetramethyl- 156 C1l1H24 061868-42-6 39
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 36
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 33
Abundance Scan 1128 (8.622 min): VN071816.D\data.ms (-1123) (-) m/z 57.10 100.00%
57.1
5000 A
‘ ‘ 83.1 8.20 8.40 8.60 8.80 9.00
Ol L2120 2070 n/; se.10 41.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
m/z 41.10 25.25%
29‘-0 M 99.0
O \\\‘\‘\\\“\\\H‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8669: Pentane, 2,2,4-trimethyl-
57.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.10 17.24%
29‘-0 99.0
oL i e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33109: Heptane, 2,2,3,5-tetramethyl-
57.0 8.20 8.40 8.60 8.80 9.00
m/z 55.10 17.16%
5000
29.0 ‘ 98.0
o i ame
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN040222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 3

R.T. EstConc Area Relative to ISTD R.T.
13.874  47.27 ug/1 3095320 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53

2 Indole 117 C8H7N 000120-72-9 43
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 38
4 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 36
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 35

Abundance Scan 2021 (13.874 min): VN071816.D\data.ms (-2016) (- m/z 117.10 100.00%

1171
5000
N |
63.1 91‘1 13.50 14.00
Ol B bl M m/z 118,10 56.09%
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
5000 L ——
13.50 14.00
m/z 115.10 32.75%
91.0
0 39.0 65.0 | “\ 143.0 178.0203.0 234.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9733: Indole
117.0
13.50 14.00
5000 m/z 91.10 13.01%
90.0
63.0
o ... Y A N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72301: trans-Cinnamyl bromide
117.0 13.50 14.00
m/z 116.05 7.41%
5000
91.0
o000 | 1 aesersso o\ J Ll
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@40222\
Data File : VNO©71816.D

Acqg On : 02 Apr 2022 22:35
Operator : JC\MD

Sample : N2242-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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-methyl- 3.128 34. ug/l 3414150 .081 4892910 50.
Pentane, 2-methyl- 5.157 68. ug/l 6718240 .081 4892910 50.
Pentane, 3-methyl- 5.622 37. ug/l 3704270 .081 4892910 50.
Cyclopropane, 1... 6.469 17. ug/l 1746790 .081 4892910 50.
2-Pentene, 3-me... 6.904 17. ug/l 1728780 4892910 50.
Cyclopentane, m... 7.145 76. ug/l 7480720 .081 4892910 50.
Pentane, 2,3-di... 8.175 20. ug/l 2034860 .081 4892910 50.
Cyclopentane, 1... 8.575 16. ug/l 1561710 .969 4730380 50.
unknown8.622 8.622 31. ug/l 3009280 .969 4730380 50.
Benzene, 1,1'-(... 13.874 47. ug/l 3095320 .669 3274100 50.
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