LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VNO@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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@71767.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.258 36 46 61 rBV3 156253 381510 10.63% ©0.880%
2 2.440 72 77 83 rvB 91485 135874 3.78% 0.314%
3 3.134 185 195 208 rBV 1235315 2780746 77.46% 6.417%
4 3,516 252 260 272 rVB4 31211 86048 2.40% 0.199%
5 3.999 331 342 355 rBvV2 48181 130084 3.62% 0.300%
6 4.257 372 386 400 rBv2 243383 850971 23.70%  1.964%
7 5.081 508 526 537 rBvV2 455279 1797673 50.07% 4.148%
8 5.622 601 618 632 rBv2 165195 566571 15.78% 1.307%
9 6.475 751 763 776 rBV5 19965 68327 1.90% 0.158%
106 6.610 776 786 796 rBV4 45844 141019 3.93% 0.325%
11 6.898 822 835 843 rBv4 55717 188999 5.26% 0.436%
12 7.046 850 860 869 rBV2 161526 477035 13.29% 1.101%
13 7.146 869 877 884 rVW 177370 534308 14.88% 1.233%
14 7.222 884 8990 901 rVW 163958 457078 12.73% 1.055%
15 7.328 901 908 922 rVB7 23200 87517 2.44%  0.202%
16 7.663 956 965 977 rVB4 17614 62523 1.74% 0.144%
17 7.845 977 996 1009 rBvV2 144033 406963 11.34% ©.939%
18 8.022 1013 1026 1031 rBV 401477 1017224 28.33% 2.347%
19 8.087 1031 1037 1044 rVV 816024 1875871 52.25% 4.329%
20 8.175 1044 1052 1063 rVB 492436 1259822 35.09% 2.907%
21 8.357 1076 1083 1088 rBv4 28343 63135 1.76% 0.146%
22 8.440 1088 1097 1109 rVV 412895 1011114 28.16% 2.333%
23 8.616 1109 1127 1136 rW 673069 1882487 52.44% 4.344%
24 8.710 1136 1143 1152 rVB 121894 288625 8.04% 0.666%
25 8.963 1177 1186 1198 rBV 1214898 2710388 75.50% 6.255%
26 9.057 1198 1202 1211 rVB2 81002 174493 4.86% 0.403%
27 9.198 1218 1226 1229 rBV2 122368 242727 6.76%  0.560%
28  9.245 1229 1234 1242 rVB 173402 365579 10.18% 0.844%
29 9.422 1255 1264 1276 rBV5 193599 635599 17.70% 1.467%
30 9.516 1276 1280 1288 rvv4 51790 112461 3.13% 0.260%
31 9.592 1288 1293 1297 rVWV 33726 66364 1.85% ©.153%
32 9.639 1297 1301 1307 rVV6 17891 42237 1.18% 0.097%
33 9.728 1307 1316 1323 rVB2 57785 142336 3.96% 0.328%
34 9.804 1323 1329 1332 rBV6 24989 57110 1.59% 0.132%
35 9.881 1335 1342 1351 rVB2 321363 666200 18.56% 1.537%
36 9.975 1351 1358 1359 rBvV2 109766 169482 4.72% 0.391%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VNO@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 10.010 1359 1364 1377 rVB 329647 800877 22.31%  1.848%
38 10.128 1377 1384 1389 rBV2 91971 184943 5.15% 0.427%
39 10.198 1389 1396 1402 rVB5 61242 130786 3.64% 0.302%
40 10.263 1402 1407 1411 rBvV3 22411 39451 1.10% 0.091%
41 10.322 1411 1417 1421 rBV 141606 274329 7.64% 0.633%
42 10.363 1421 1424 1430 rVB3 92095 156860 4.37% 0.362%
43 10.439 1430 1437 1450 rBV 1871548 3590037 100.00%  8.285%
44 10.639 1457 1471 1477 rBV2 326573 758712 21.13% 1.751%
45 10.716 1477 1484 1490 rVV2 283061 539521 15.03% 1.245%
46 10.775 1490 1494 1500 rVV3 38682 65033 1.81% 0.150%
47 10.857 1500 1508 1517 rVV3 419200 881101 24.54% 2.033%
48 10.945 1518 1523 1531 rVB2 45684 95055 2.65% 0.219%
49 11.034 1531 1538 1542 rBv2 24926 53837 1.50% 0.124%
50 11.128 1547 1554 1558 rBV2 91377 171002 4.76% 0.395%
51 11.204 1564 1567 1571 rVB3 29697 42746  1.19% ©0.099%
52 11.257 1571 1576 1581 rVB3 49092 81847 2.28% 0.189%
53 11.310 1581 1585 1588 rBV2 22758 39812 1.11% 0.092%
54 11.404 1595 1601 1604 rBV4 22838 43492 1.21% ©.100%
55 11.451 1604 1609 1617 rVB 62167 112154  3.12% 0.259%
56 11.563 1617 1628 1637 rVB8 22632 71632 2.00% 0©.165%
57 11.657 1637 1644 1651 rBV7 26585 79222 2.21% 0.183%
58 11.739 1651 1658 1666 rBV 1770850 3136609 87.37% 7.238%
59 11.798 1666 1668 1671 rVv2 52436 70313 1.96% 0.162%
60 11.833 1671 1674 1679 rVB2 38288 63969 1.78% 0.148%
61 11.986 1697 1700 1707 rVB4 23955 46964 1.31% ©0.108%
62 12.445 1766 1778 1788 rBV9 22158 84452 2.35% 0.195%
63 12.728 1819 1826 1836 rVV 1311300 2201204 61.31% 5.080%
64 13.216 1903 1909 1915 rVB 47130 80553 2.24% 0.186%
65 13.669 1979 1986 1999 rBV 1336303 2442902 68.05% 5.637%
66 13.769 1999 2003 2008 rVB 35347 52500 1.46% 0.121%
67 13.833 2008 2014 2016 rBV 184937 275383 7.67% 0.635%
68 13.874 2016 2021 2027 rVB 1257969 2007425 55.92% 4.632%
69 13.998 2037 2042 2048 rVB 175056 284499 7.92% 0.657%
70 14.063 2048 2053 2059 rVB 132299 210401 5.86% 0.486%
71 14.145 2061 2067 2073 rBV 130251 224252 6.25% 0.517%
72 14.216 2073 2079 2083 rBV 43375 63974 1.78% 0.148%
73 14.274 2083 2089 2092 rBV 35916 64568 1.80% 0.149%
74 14.327 2092 2098 2104 rVV 384397 651094 18.14% 1.503%
75 14.4e4 2104 2111 2116 rVV3 61464 129747 3.61% 0.299%
76 14.463 2116 2121 2126 rW 57363 87664 2.44% 0.202%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VNO@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 14.533 2126 2133 2139 rVV2 105064 175154 4.88% ©.404%
78 14.651 2150 2153 2160 rVB 42475 64460 1.80% ©.149%
79 14.763 2164 2172 2176 rBV2 57340 97548 2.72% 0.225%
80 14.816 2176 2181 2192 rVB4 61358 124971 3.48% 0.288%
81 14.921 2192 2199 2206 rBV9 26547 62616 1.74% 0.144%
82 14.992 2206 2211 2217 rBV3 35038 61789 1.72% ©.143%
83 15.192 2239 2245 2249 rBV2 44864 83447 2.32% 0.193%
84 15.298 2254 2263 2272 rVB5 64329 182184 5.97% ©0.420%
85 15.557 2301 2307 2314 rBV5 21721 39587 1.10% ©.091%
86 15.639 2314 2321 2331 rVB5 24038 56998 1.59% ©0.132%
87 16.104 2394 2400 2408 rBV2 23573 57641 1.61% ©.133%

Sum of corrected areas: 43333817
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 26

LSC Report - Integrated Chromatogram

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

: VNO@71767.D
: 01 Apr 2022 20:57

JC\MD

: N2090-21
: 5.0mL/MSVOA_N/WATER
Sample Multiplier:

. SW846 8260

1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO71767.D\data.ms
1500000
3.134
1000000
500000 5.081
2.258 4.257 5.622
‘T 2.440 )
3.516 3.999 /\ ‘ 6.476,610 6.8
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
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: VNO71767.D\data.ms
10.439 11.739
1500000
8.963
1000000
8.087
8.616
500000 8.440
7.046/4822 7.845 .710 7
o 328 7663j\ 8.3 7 i ,
‘ = ; —— = —= P == ‘
Time--> 7.00 7 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO71767.D\data.ms
1500000
12.728 13.6693.874
1000000
500000 14327
3998345 3
11.986 12.445 13.216 18.7 12 .68 §3y9925.18298 | 5yg539 16.104
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\VNe40122\
Data File : VNO71767.D

Acqg On : 01 Apr 2022 20:57

Operator JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 74.12 ug/1 2780750  Pentafluorobenzene 8.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 38
3 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 36
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 17
5 Oxalic acid, butyl propyl ester 188 C9H1604 1000309-25-6 17
Abundance Scan 195 (3.134 min): VNO71767.D\data.ms (-185) (-) m/z 43.10 100.00%
43.1
57.1
5000
o AAREEEOEN SRR
‘ ‘ 721 2.80 3.00 3.20 3.40
Ol prrrererrr et gl 83 sz 42.10 87.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 N R R R
29.0 2.80 3.00 3.20 3.40
m/z 41.05 81.21%
15.0 ‘ 20
O\\’\\‘\\‘\\\\‘\\\\‘i \\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane
43.0
o AAREEEOET R
2.80 3.00 3.20 3.40
5000 m/z 57.10 80.94%
7.
27.0 57.0 720
obase WMl L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4207: 2(3H)-Furanone, dihydro-4-methyl- AEEmmaEE R
42.0 2.80 3.00 3.20 3.40
m/z 56.10 27.52%
5000 56.0
31.0
0 ‘ A | 700 100.0
et R EAEammGER RS
m/z--> 10 20 30 40 50 60 70 80 90 100 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©40122\
Data File : VN@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 6
R.T. EstConc Area Relative to ISTD R.T.
4,257 22.68 ug/l 850971  Pentafluorobenzene 8.087

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 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 40
4 1,6-Heptadien-4-0l 112 C7H120 002883-45-6 40
5 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 33

Abundance Scan 386 (4.257 min): VN071767.D\data.ms (-372) (-) m/z 57.10 100.00%

57.1
5000 /\
39 S S SN
‘ Lﬂ . 4.00 4.20 4.40 4.60
ol m/z 71.10 94.65%
m/z--> 20 40 60 80 100 120 140
Abundance #2059: Butane, 2,2-dimethyl-
57.0
5000 L L I L L B B U
4.00 4.20 4.40 4.60
39 m/z 43.10 74.16%
0 15.0 H ‘m ‘\Lﬂ I 85.0
\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #85782: Sulfurous acid, isobutyl pentyl ester
57.0
e RAESEEEE R E
4.00 4.20 4.40 4.60
5000 m/z 41.10 54.51%
29.0
0 Hy LIl m“ J_ 870 123.0 153.0
B S m s
miz--> 20 40 60 80 100 120 140
Abundance #35128: Propanoic acid, 2-methyl-, anhydride o e
43.0 71.0 4.00 4.20 4.40 4.60
m/z 56.10 32.70%
5000
m/z--> 20 40 60 80 100 120 140 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 Butane, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.081 47.92 ug/l 17976760  Pentafluorobenzene 8.087

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
31,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 28
4 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 10
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 10
Abundance Scan 526 (5.081 min): VN071767.D\data.ms (-508) (-) m/z 43.10 100.00%
5000
71.1
R a  EARAREERNT S
55.1 86.1 4.80 5.00 5.20 5.40
0l e et e i e m/z 42,100 84.99%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L B L LN B R
71.0 4.80 5.00 5.20 5.40
970 m/z 41.10 40.93%
. 55.0
15.0 ‘ | ‘\ | | “ . 86\0
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0
e ARREEE RN
4.80 5.00 5.20 5.40
5000 m/z 71.10 28.73%
27.0 71.0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance  #7056: 1,2,4,5-Tetrazine, 1,4-dihydro-3,6-dimethyl- e AARRsEEEE T
42.0 4.80 5.00 5.20 5.40
m/z 39.10 17.59%
5000
28.0
84.0
‘ ‘ 56.0 69.0
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©40122\
Data File : VN@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.622 15.10 ug/1 566571  Pentafluorobenzene 8.087

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
4 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
Abundance Scan 618 (5.622 min): VN071767.D\data.ms (-601) (-) m/z 57.10 100.00%
57.1
41.1
5000
R e
H 73.1 5.20 5.40 5.60 5.80 6.00
0 ‘H_HwHH_HwHH;JHwuu“1‘HHWHmewww m/z 56.18  87.39%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 [T T T[T T T[T T
2700 5.20 5.40 5.60 5.80 6.00

m/z 41.10 61.69%

0 A "0 seo
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4490: Butane, 2,2,3-trimethyl-
57.0
43.0

520540560580600

o

85.0
29.0
0 15.0 \ \ G, 710 | 99.0
e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14583: Hexane, 2,2,3-trimethyl- s R ARARSaRaE
57.0 5.20 5.40 5.60 5.80 6.00

m/z 39.10 15.90%

5000 41.0
o 71.0
0 ] \“ 850 1130

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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\VN©40122\
Data File : VN@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 Cyclopentane, methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.146  14.24 ug/l 534308 Pentafluorobenzene 8.087

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 83
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 64
5 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 56
Abundance Scan 877 (7.146 min): VNO71767.D\data.ms (-869) (-) m/z 56.10 100.00%
56.1
5000 /\/k
R R EEEE S S
H 84.1 6.80 7.00 7.20 7.40

o‘_mwum“,“lm“1"W‘H‘wwwwm%‘??:? m/z 69.10  46.55%

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #1682: Cyclopentane, methyl-

568.0
5000
6.80 7.00 7.20 7.40
m/z 41.10 45.23%
ZTO 84.0
O \‘\\\‘\‘\‘\‘\\‘ ’\‘1‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1646: Cyclohexane
56.0
84.0 N e A R RS A
6.80 7.00 7.20 7.40
5000 m/z 55.05 25.84%
L))
0 \‘\m‘\mu{m“,Hm“u\\‘\\u‘\m‘\m‘\m‘\m‘uu
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1659: Cyclobutane, ethyl- R e R S
56.0 6.80 7.00 7.20 7.40
m/z 39.10 19.67%
5000
27.0
olto L4 1849 WAS I
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 5
R.T. EstConc Area Relative to ISTD R.T.
8.175 33.58 ug/l 1259820  Pentafluorobenzene 8.087

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
3 Heptane 100 C7H16 000142-82-5 43
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 43
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42

Abundance Scan 1052 (8.175 min): VN071767.D\data.ms (-1044) (-) m/z 56.10 100.00%

56.1
43.1
5000 71.1
‘ ‘ ‘ ‘ 85‘.1 1001 7.80 8.00 8.20 8.40
0 e e e e m/z 43.10 69.77%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000
29.0 71.0 7.80 8.00 8.20 8.40
m/z 57.10 67.61%
0 \\\‘\\H‘\\\\’\\\‘\‘\H\“!\\\‘\‘\‘ {’\\\\‘1i\\\‘s\‘\s\'(\)‘\\]_\o\’o\.\o\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl-
43.0
7.80 8.00 8.20 8.40
5000 57.0 70.0 m/z 41.10 58.75%
29.0
so || 850 1000
Ot et e et e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0 7.80 8.00 8.20 8.40
m/z 71.10 43.87%
5000 29.0 57.0 710 /\
100.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 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@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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, 2,2,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.616 34.73 ug/l 1882490 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 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): VN071767.D\data.ms (-1109) (-) m/z 57.10 100.00%
57.1

5000
41.1
‘ | 30 991 8.20 8.40 8.60 8.80 9.00
O el e m/z 56.18  32.36%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
41.0 m/z 41.10  23.48%
27.0 ‘ 99.0
0 \\‘H\\‘H\\‘H\‘\“H\\“\‘\\\‘H‘\}‘H\7\:‘L\-\0\\‘H\\‘H\\“H\\‘H\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
R RRARASEERES SR
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.10 16.55%
41.0
27.0 99.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl- P
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.10 7.30%
5000
41.0
27.0
oL 40 ol L 7o 990 4140
SO e e e el e
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@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 8
R.T. EstConc Area Relative to ISTD R.T.
10.010 14.77 ug/l 800877 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 86
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 47
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47
Abundance Scan 1364 (10.010 min): VN071767.D\data.ms (-1359) (- 43.10 100.00%
43.1
71.1
5000
97.1
10.00
O O
ol m/z 71.10 72.00%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 UL
10.00

270 70.10  60.48%

oL20 L ﬂ 99.0 1340
T ‘ 1T \ ‘ T \ L ‘ L ‘ T T ‘ T T T ’ T T T ‘ L
m/z--> 0 20 60 80 100 120
Abundance #8648: Hexane, 3,3-dimethyl-

43.0

10.00
5000 71.0 57.10 56.49%
270
oL 20 L 990110
“HH‘H b e
m/z--> 0 20 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-

43.0 10.00

m/z 85.05 45.46%

27.0 ‘
0 H |l ‘ ‘ “ | 8 \'0 128.0 AV

miz--> 0 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@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.857 14.05 ug/l 881101 Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual

yclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 90
,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 87
»3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 86
icyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 72
yclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 59

uih wNnPE
N WE RPN

Abundance Scan 1508 (10.857 min): VN071767.D\data.ms (-1500) (- m/z 95.10 100.00%

95.1
5000
67.1 110.1
41.0 10.50 11.00
TR Bo ) 124.1
Obrerrrer el M AL 124 s 67,10 25.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
5000 - AN
67.0 10.50 11.00
m/z 110.10 20.06%
390 ¢y 110.0 /
O\\‘]\_TEJ\\O‘\\\M“\\\\“‘\\\\i‘\‘\‘\\‘\\‘\\‘\\fﬂ-\\o\\“\‘\1\‘\\H“\\H‘\\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0 /‘\\/\/\/\’\/‘/\
> e
410 10.50 11.00 .
5000 m/z 55.10  14.21%
27.0
‘ 110.0
o"‘Hu‘_"U_":}:u"““1:WMU‘H?HMM“!wwlwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6752: 1,3-Dimethyl-1-cyclohexene . 1
95.0 10.50 11.00
m/z 41.05 10.85%
5000
67.0
110.0
41.0
270 7 8L0 ‘
0“_H‘_HUM‘quuﬁhm_‘AWHLNHHHMM‘HH‘H‘WH‘WH = AN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 41.09 ug/l 2007430 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53

3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
4 Indole 117 C8H7N 000120-72-9 43
5 m-Aminophenylacetylene 117 C8H7N 054060-30-9 43
Abundance Scan 2021 (13.874 min): VN071767.D\data.ms (-2016) (- m/z 117.10 100.00%
117.1
5000
631 L1 13.50 14.00
ow_m‘mwmwH“H‘w_m_m_MM?,QT:QWW m/z 118.10  56.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 — ——
13.50 14.00
m/z 115.10 33.88%
91.
0 39.0 65.0 | “\ 143.0 178.0203.0 234.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-

117.0 Aﬁ\
[

13.50 14.00
5000 ITI/Z 91.10 13.03%
91.0
O 0 ik 15201780 238C
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72305: Benzene, (2-bromocyclopropyl)- — 4
117.0 13.50 14.00
m/z 116.10 8.59%
5000
51.0 91.0
0L 2800 | | . 169.0 196.0 I\ J\
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VNO71767.D

Acqg On : 01 Apr 2022 20:57
Operator : JC\MD

Sample : N2090-21

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 26 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 74.1 ug/l 2780750 1 8.087 1875870 50.0
Butane, 2,2-dim... 4.257 22.7 ug/l 850971 1 8.087 1875870 50.0
Butane, 2,3-dim... 5.081 47.9 ug/l 1797670 1 8.087 1875870 50.0
Pentane, 3-methyl- 5.622 15.1 ug/l 566571 1 8.087 1875870 50.0
Cyclopentane, m... 7.146 14.2 ug/l 534308 1 8.087 1875870 50.0
Pentane, 2,3-di... 8.175 33.6 ug/l 1259820 1 8.087 1875870 50.0
Pentane, 2,2,4-... 8.616 34.7 ug/l 1882490 2 8.963 2710390 50.0
Pentane, 2,3,3-... 10.010 14.8 ug/l 800877 2 8.963 2710390 50.0
Cyclopentene, 1... 10.857 14.1 ug/l 881101 3 11.739 3136610 50.0
Benzene, 1,1'-(... 13.874 41.1 ug/l 2007430 4 13.675 2442900 50.0

82N0@33022W.M Tue Apr 05 12:23:00 2022

Page:

15



