LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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@71756.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.028 5 7 19 rVB3 29499 64027 1.62% 0.136%
2 2.257 38 46 60 rBV3 152740 395309 10.03% 0.837%
3 2.440 72 77 85 rvB 132321 210948 5.35% 0.447%
4 3.134 186 195 218 rVB 1283844 2945161 74.69% 6.237%
5 3.516 251 260 270 rBV2 38662 97460 2.47%  0.206%
6 3.998 329 342 351 rBV3 24374 68163 1.73% 0.144%
7 4.263 371 387 404 rBV2 215644 779818 19.78% 1.651%
8 4.569 429 439 449 rBV3 12861 43396 1.10% ©0.092%
9 5.081 510 526 537 rBv2 415612 1675002 42.48% 3.547%
106 5.622 603 618 632 rBV2 167943 579043 14.69% 1.226%
11 6.487 755 765 776 rVB8 12368 46319 1.17% 0.098%
12 6.610 776 786 795 rBV4 18408 56435 1.43% 0.120%
13 6.886 823 833 845 rBV3 37652 132215 3.35% ©0.280%
14 7.045 849 860 869 rVv2 143887 453257 11.50% ©0.960%
15 7.145 869 877 886 rVv2 216719 633993 16.08% 1.343%
16 7.222 886 890 900 rVV3 43105 111495 2.83% 0.236%
17 7.322 900 907 918 rVB6 19840 64616 1.64% ©0.137%
18 7.651 956 963 977 rBv4 17422 58119 1.47% 0.123%
19 7.839 977 995 1005 rBV4 70560 230713 5.85% 0.489%
20 8.022 1015 1026 1031 rBV 442736 1087559 27.58% 2.303%
21 8.086 1031 1037 1045 rVV 887151 2087391 52.94% 4.420%
22 8.175 1045 1052 1064 rVB 452995 1118788 28.37% 2.369%
23  8.357 1076 1083 1088 rBv4 27432 60159 1.53% 0.127%
24  8.451 1088 1099 1109 rVV3 994737 2875980 72.94% 6.090%
25 8.616 1111 1127 1136 rVV 515678 1541300 39.09% 3.264%
26 8.704 1136 1142 1155 rVB 123599 296522 7.52% 0.628%
27 8.963 1177 1186 1198 rBV 1253950 2650388 67.22% 5.612%
28 9.057 1198 1202 1209 rVB3 29941 63859 1.62% 0.135%
29 9.198 1220 1226 1231 rBV2 42335 85238 2.16% 0.180%
30 9.422 1254 1264 1275 rBV3 181890 524915 13.31% 1.112%
31 9.510 1275 1279 1287 rVB6 31734 64042 1.62% 0.136%
32 9.592 1287 1293 1297 rBV 25263 47330 1.20% 0.100%
33 9.727 1306 1316 1323 rBV3 53593 125474  3.18%  0.266%
34 9.880 1336 1342 1351 rVB 226875 449861 11.41% ©.953%
35 9.969 1351 1357 1359 rwV 92211 151564  3.84% 0.321%

36 10.010 1359 1364 1377 rVW 279305 611959 15.52%  1.296%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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 10.198 1388 1396 1402 rBV4 72410 152556 3.87% 0.323%
38 10.322 1411 1417 1420 rVWV 59523 118196 3.00% 0.250%
39 10.363 1420 1424 1429 rW4 55962 107928 2.74% 0.229%
40 10.439 1429 1437 1458 rVV 2021028 3943065 100.00%  8.350%
41 10.639 1458 1471 1478 rVV 346387 740161 18.77% 1.567%
42 10.710 1478 1483 1490 rVvV 288327 521921 13.24% 1.105%
43 10.774 1490 1494 1500 rVv2 38995 79846 2.02% 0.169%
44 10.857 1500 1508 1517 rVV3 230158 545624 13.84%  1.155%
45 10.939 1517 1522 1532 rVB1O 24398 63265 1.60% 0.134%
46 11.127 1539 1554 1558 rBV6 40019 118519 3.01% 0.251%
47 11.251 157 1575 1581 rVB3 54628 99922  2.53% 0.212%
48 11.451 1604 1609 1615 rVB3 32926 56492 1.43% 0.120%
49 11.551 1619 1626 1634 rBVS 15364 43218 1.10% 0.092%
50 11.663 1636 1645 1650 rBV8 15650 43699 1.11% ©.093%
51 11.739 1650 1658 1669 rBV 1905942 3444201 87.35% 7.293%
52 11.839 1669 1675 1685 rVB 491742 889266 22.55% 1.883%
53 11.957 1689 1695 1698 rBV2 25220 52782 1.34% 0.112%
54 12.574 1793 1800 1810 rBV 507579 840176 21.31% 1.779%
55 12.727 1819 1826 1836 rVB 1433052 2445067 62.01% 5.178%
56 12.916 1851 1858 1868 rVB 510990 833485 21.14% 1.765%
57 13.215 19063 1909 1917 rBV 60886 104144  2.64% 0.221%
58 13.480 1947 1954 1962 rVV2 104079 231156 5.86% 0.489%
59 13.668 1979 1986 1998 rBV 1530019 2767202 70.18% 5.860%
60 13.768 1998 2003 2007 rVB 38580 62529 1.59% 0.132%
61 13.833 2008 2014 2016 rBV 208324 320801 8.14% 0.679%
62 13.874 2016 2021 2027 rVB 1742184 2794170 70.86% 5.917%
63 13.998 2036 2042 2048 rVB 188244 303284 7.69% 0.642%
64 14.068 2048 2054 2061 rVB 145551 241665 6.13% 0.512%
65 14.145 2061 2067 2073 rBV 137641 235908 5.98% 0.500%
66 14.210 2073 2078 2083 rVB 54666 84962 2.15% 0.180%
67 14.274 2083 2089 2092 rBV 83953 140549 3.56% 0.298%
68 14.327 2092 2098 2104 rVV 515201 876415 22.23%  1.856%
69 14.404 2104 2111 2116 rVV4 64831 141613 3.59% 0.300%
70 14.462 2116 2121 2125 rVV 65486 96820 2.46% 0.205%
71 14.533 2125 2133 2139 rVW 129192 234544  5.95%  0.497%
72 14.651 2149 2153 2158 rVB 44082 64580 1.64% 0.137%
73 14.757 2163 2171 2176 rBV2 69983 110778 2.81% 0.235%
74 14.815 2176 2181 2191 rVB4 69262 154702  3.92% 0.328%
75 14.927 2191 2200 2207 rBV6 37407 93713 2.38% ©0.198%
76 14.998 2207 2212 2217 rBV3 41069 70509 1.79% 0.149%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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 15.192 2239 2245 2250 rBV2 44866 86941 2.20% 0.184%
78 15.298 2254 2263 2274 rVB5 70522 213355 5.41% 0.452%
79 15.562 2301 2308 2313 rBV4 21844 44521 1.13% 0.094%
80 15.633 2313 2320 2330 rVB5 25309 67094 1.70% ©0.142%
81 16.109 2394 2401 2407 rBV2 25806 55193 1.40% 0.117%

Sum of corrected areas: 47224355

82N@33022W.M Tue Apr 05 12:18:44 2022 Page: 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2090-05
: 5.0mL/MSVOA_N/WATER
. 15

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40122\

: VNO@71756.D
: 01 Apr 2022 16:31

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VNO71756.D\data.ms
2000000
1500000
3.134
1000000
500000 5.081
2.2572.440 4.263 5.622
. 028 3.516 3.998 4.569 6.487610 6.8¢
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VNO71756.D\data.ms
2000000 10.439 11.739
1500000
8.963
8.451
1000000 8.086
8.616
500000 8.028.175 1.8
45 on 0.4 9853010
N 1222320 7.6517-839 8.357| J | 059.198 [ 3192727 |-98910. 198823
o= P e I e A RS
Time-->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO71756.D\data.ms
2000000
13.874
13.668
1500000 12.727
1000000
14.327
500000
1008,
33
13.215 13:480 | 5 5 ]7%425 464 2985.16298 5156533 16.109
0 T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T 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 14.00 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©40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.134 70.55 ug/1 2945160  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 46
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 36
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 1-Butanesulfonyl chloride 156 C4H9C102S 002386-60-9 12
Abundance Scan 195 (3.134 min): VNO71756.D\data.ms (-186) (-) m/z 43.05 100.00%
43.0
57.0
5000
R RREEE L e R
‘ ‘ 72.1 2.80 3.00 3.20 3.40
O etk m/z 42.10 86.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L N R R R R
29.0 2.80 3.00 3.20 3.40
m/z 41.10 82.25%
O\\’\\‘\\‘\\\\‘\\\\“ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane
43.0
R AREEE e
2.80 3.00 3.20 3.40
5000 m/z 57.05 78.84%
7.
27.0 57.0 720
oboase L LT
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4207: 2(3H)-Furanone, dihydro-4-methyl-  AREmEOER
42.0 2.80 3.00 3.20 3.40

m/z 56.10  27.89%

5000 56.0
31.0
‘ W 700 100.0

m/z--> 10 20 30 40 50 60 70 80 90 100 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\VN©40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 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 Butane, 2,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.263 18.68 ug/l 779818  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 90
2 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 64
3 Butane, 2-iodo-3-methyl- 198 C5H11I 018295-27-7 42
4 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 40
5 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 40

Abundance Scan 387 (4.263 min): VNO71756.D\data.ms (-371) (-) m/z 57.10 100.00%

57.1
5000 /\
AR AR
842 4.00 4.20 4.40 4.60
ol e e e m/z 71.10 99.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2059: Butane, 2,2-dimethyl-
57.0
5000 L L R B R BN R
4.00 4.20 4.40 4.60
20.0 m/z 43.10 86.86%
O \\\’\‘\‘\\“’H\‘\““\\“\\8‘5\.\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85782: Sulfurous acid, isobutyl pentyl ester
57.0
R AR R
4.00 4.20 4.40 4.60
5000 m/z 41.10 55.22%
29.0
0 \w W A, 870 123.0 153.0
AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74095: Butane, 2-iodo-3-methyl- /AN“““‘H“,““‘H“
71.0 4.00 4.20 4.40 4.60
43.0 m/z 56.10 34.72%
5000
o | ““ | | 950 1270 1550 1980
R R E e e e e A AAARC ™ e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31

Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 3 Pentane, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
5.622 13.87 ug/1 579043  Pentafluorobenzene 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 72
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 42
5 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 40
Abundance Scan 618 (5.622 min): VN0O71756.D\data.ms (-603) (-) m/z 57.10 100.00%

57.1
41.1
5000

5.20 5.40 5.60 5.80 6.00

‘ I 711 gg.1
0 1 N AU m/z 56.10  79.08%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000 [T T[T T T[T T[T Tl

5.20 5.40 5.60 5.80 6.00
m/z 41.10 56.27%

270
Lol g 70 seo
\\\‘\\\\‘\\\\‘\\\{‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0

520540560580600

o

270 71.0
ol el 290 1530
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4488: Butane, 2,2,3-trimethyl- s AREAREEEE S
57.0 5.20 5.40 5.60 5.80 6.00
43.0 m/z 39.10 16.34%

m/z-->

5000
0 150 H 70 99.0

0 10 20 30 40 50 60 70 80 90 100110120
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 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 Pentane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.045 10.86 ug/l 453257  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 72
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

4 Hexane, 2-methyl- 100 C7H16 000591-76-4 50
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 43

Abundance Scan 860 (7.045 min): VNO71756.D\data.ms (-849) (-) m/z 43.05 100.00%

43.0 57.0
5000
85.1

H 6.80 7.00 7.20 7.40
el ke AR m/z 57.05  88.56%

0 | 71.0 100.1
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000 850 \\\\‘\\\\‘\\\\‘\\\\’\\\

6.80 7.00 7.20 7.40
29.0 m/z 56.10 51.65%

o | L mo | w0
\H’HH’HH’HH‘HH‘HH‘H \‘\H\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8629: Heptane, 3-methyl-
43.0
57.0

o

85.0 6.80 7.00 7.20 7.40
5000 m/z 41.85 49.75%
29.0
0 15.0 “ LI, Il 7\%0 | 99.0 1140
o el e e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4489: Butane, 2,2,3-trimethyl- ﬁ&wmwm_m,m
57.0 6.80 7.00 7.20 7.40
43.0 m/z 85.10 32.64%
5000
29.0 850
150
oL.10 710 100.0
,,,“““““ “‘,
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31

Operator JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 5 Cyclopentane, methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
7.145 15.19 ug/l 633993  Pentafluorobenzene 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 50
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43
5 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 38
Abundance Scan 877 (7.145 min): VNO71756.D\data.ms (-869) (-) m/z 56.10 100.00%
56.1
5000 411 69.1 A/\A
TS
‘ ‘ ‘ 84.0 6.80 7.00 7.20 7.40
oL ettt el msz 41,10 46.67%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L B L L L BN L I
6.80 7.00 7.20 7.40
m/z 69.10 45.81%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\.(\)‘\\}H“\\\}}\‘\\\i‘\w‘\‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
AR L AT
41.0 6.80 7.00 7.20 7.40
5000 m/z 55.10 25.42%
27.0
69.0
T 0 O a2
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- R e A RRASAREREE
56.0 6.80 7.00 7.20 7.40
27.0 m/z 42.05  19.20%
5000
42.0
‘ ‘ ‘ 84.0
0 \\\‘\\\\‘\\H‘Hupul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H S
m/z--> 0 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©40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 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 Pentane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.175 26.80 ug/l 1118796  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 50
4 Heptane 100 C7H16 000142-82-5 43
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 40

Abundance Scan 1052 (8.175 min): VN071756.D\data.ms (-1045) (-) m/z 56.10 100.00%

56.1
4111
5000 71.1
‘ ‘ | 1001 7.80 8.00 8.20 8.40 .
O et et e e e e m/z 43.10 72.16%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
41/0
5000 U LA B N R I
71.0 7.80 8.00 8.20 8.40
m/z 57.10 68.34%
o280 L oo
H‘HH‘HH‘HH‘H \‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH‘HH’\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
7.80 8.00 8.20 8.40
5000 ITI/Z 41.10 55.81%
41.0
0 26&) “‘\ |, 720 950 11301280
e e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-
57.0 7.80 8.00 8.20 8.40
m/z 71.10 44.25%
5000 41.0
SN T DT 0 YV AN A U
m/z--> 20 30 40 50 60 70 80 90 100110120130140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 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 Hexane, 2,2-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.616 29.08 ug/l 1541300 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 1127 (8.616 min): VNO71756.D\data.ms (-1111) () m/z 57.10 100.00%

57.1
5000
41.0
| 6oy 991 8.20 8.40 8.60 8.80 9.00
Ol rrrrrerrrrrrprrre bbb v o m/z 56.18 33.76%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
41.0 m/z 41.05 23.49%
27.‘0 ‘ . 99‘.0
O \H‘\H\‘HH‘\H‘\‘HH“\H\‘H‘\}‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
8.20 8.40 8.60 8.80 9.00
5000 ITI/Z 43.10 16.26%
41.0
0 130 2P ‘M “‘ 830 9990 1140
TR e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl- R e
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.10 7.57%
5000
41.0
27.0
0 130 || \H 71.0 85.0 990 1140
e T e BRI R REREREEEECS
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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\VN©40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 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 Pentane, 2,3,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.010 11.54 ug/l 611959 1,4-Difluorobenzene 8.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 78
3 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 53
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Propanoic acid, 2-methyl-, 2-eth... 200 C12H2402 035061-61-1 50
Abundance Scan 1364 (10.010 min): VN071756.D\data.ms (-1359) (- m/z 43.10 100.00%
43.1
71.1
5000
99.1 10.00
0 o2 m/z 71.10  72.10%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 s ‘
10.00
27.0 m/z 70.10 61.23%
0 2.0 | H \‘ lly \‘ 99\0 114.0
\‘\\\\‘\\\\1\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
10.00
5000 71.0 m/z 57.10 51.68%
27.0
I - 128.0
0 ‘(‘)““2‘0‘}“4‘0‘”‘6‘0“}‘8‘0“”_1L(’)6H_1L2‘c‘)”‘ J\
m/Z__> \/\\/\/‘
Abundance #8553: 1,3-Dimethylcyclopentanol R /\\‘\/\\/\‘
43.0 71.0 10.00
m/z 85.10 45.67%
5000
27.0
0
P R 1 1 A W Y- B WS 1 W
m/z--> 0 20 40 60 80 100 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.874 50.49 ug/l 2794170  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59

Abundance Scan 2021 (13.874 min): VN071756.D\data.ms (-2016) (- m/z 117.10 100.00%

1171
5000
390 578 1, 91‘-1 13.50 14.00
bbbt m/z 118.1@ 55.06%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
11y7.0
5000
1350 1400
39.0 580 910 m/z 115.10  33.15%
L e
0H\‘HH‘HH‘\H!‘HH‘HH}H\\‘}\H‘HH‘HH‘HH‘HH‘HH“HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10186: Benzene, 2-propenyl-
117.0 J\
— P
1350 14.00
39.0
‘ 65.0 ‘
P L W Y O T |
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 AJ\
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 1350 1400
m/z 116.10 8.23%
5000 91.0
oHWm_m‘w‘w“w;‘mW‘“Hw‘!_wHw‘mwlww : k .
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 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 Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.327 15.84 ug/1l 876415 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 80
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 80
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 59

Abundance Scan 2098 (14.327 min): VNO71756.D\data.ms (-2092) (- m/z 117.10 100.00%
117.

V.1
5000
91.0
39.0 65.1 ‘ | 173.1 14.00 14.50
0 bt M SHES 0 m/z 115.10 0 31.73%
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
11y.0
5000 P A -
14.00 14.50
m/z 132.05 27.93%
300 650 +0 ‘
O \\\‘\‘\ T \“ T \“\‘\"H‘\ T \“ T \“\ T ‘ LI H‘ \].}ﬁ\‘s\'C)‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
- P o
14.00 14.50
5000 m/z 91.05 13.97%
91.0
27.0 51"0 L 740 \ 133.0
ob—— e M
miz--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 14.00 14.50
m/z 118.10 9.58%
5000
91.0
51.0 133.0
0 29.0 | i ] 74'@ \‘ it ‘ ll — :

—
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71756.D

Acqg On : 01 Apr 2022 16:31
Operator : JC\MD

Sample : N2090-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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- 3.134 70.5 ug/l 2945160 1 8.086 2087390 50.0
Butane, 2,2-dim... 4.263 18.7 ug/l 779818 1 8.086 2087390 50.0
Pentane, 3-methyl- 5.622 13.9 wug/l 579043 1 8.086 2087390 50.0
Pentane, 2,4-di... 7.045 10.9 ug/l 453257 1 8.086 2087390 50.0
Cyclopentane, m... 7.145 15.2 ug/l 633993 1 8.086 2087390 50.0
Pentane, 2,3-di... 8.175 26.8 wug/l 1118790 1 8.086 2087390 50.0
Hexane, 2,2-dim... 8.616 29.1 wug/l 1541300 2 8.963 2650390 50.0
Pentane, 2,3,3-... 10.010 11.5 ug/l 611959 2 8.963 2650390 50.0
Indane 13.874 50.5 ug/l 2794170 4 13.668 2767200 50.0
Indan, 1-methyl- 14.327 15.8 ug/l 876415 4 13.668 2767200 50.0
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