LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52422\
Data File : VN@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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@72603.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 rBV 408901 774050  3.47%  0.536%
2 2.434 66 76 87 rvwVW 831021 1398734 6.27% 0.969%
3 3.122 183 193 213 rBV 957403 2243985 10.05% 1.555%
4 3.416 234 243 250 rBV 112942 264826 1.19% 0.184%
5 3.504 250 258 277 rVB3 541551 1653629 7.41% 1.146%
6 3.710 283 293 308 rBV 453807 1122219 5.03% 0.778%
7 3.887 310 323 331 rVWW 279163 730589  3.27% 0.506%
8 3.987 331 340 361 rVB 579259 1582962 7.09% 1.097%
9 4.951 490 504 516 rBvV 193645 670354 3.00% 0.465%
106 5.181 528 543 567 rVB2 373899 1755304 7.86% 1.216%
11 5.616 601 617 636 rBV 204475 733907 3.29% 0.509%
12 6.404 739 751 754 rVwv2 85910 280589 1.26% 0.194%
13 6.463 755 761 773 rVW 137159 418586 1.88% 0.290%
14 6.598 773 784 792 rVW 101472 317763  1.42% 0.220%
15 6.698 792 801 813 rVV5 115463 562041 2.52% 0.389%
16 6.898 826 835 852 rVB 123172 363708 1.63% 0.252%
17 7.145 864 877 886 rBV 635487 1901653 8.52% 1.318%
18 7.840 976 995 1005 rBV 186587 468294 2.10% ©.325%
19 8.016 1015 1025 1029 rBV 121192 275701 1.23% 0.191%
20 8.087 1029 1037 1048 rVB2 681952 1765671 7.91% 1.224%
21 8.457 1088 1100 1108 rBV 2469303 5779181 25.89% 4.005%
22 8.581 1116 1121 1128 rVB2 138538 292141 1.31% 0.202%
23 8.963 1176 1186 1199 rBV 387898 886779 3.97% 0.614%
24 9.451 1256 1269 1277 rBV2 130248 364534 1.63% 0.253%
25 9.969 1348 1357 1363 rBV 117906 227760 1.02% 0.158%
26 10.439 1429 1437 1441 rBV 569195 1049382 4.70% 0.727%
27 10.504 1441 1448 1462 rVV 9206839 16652693 74.59% 11.539%
28 10.639 1464 1471 1477 rVB 338223 588343 2.64% 0.408%
29 10.710 1477 1483 1489 rBV 320831 520727 2.33% 0.361%
30 11.739 1650 1658 1667 rBV 630416 1111018 4.98% 0.770%

31 11.839 1667 1675 1685 rVV 9388137 15490422 69.39% 10.734%
32 11.951 1685 1694 1706 rVB 11698252 22324218 100.00% 15.470%
33 12.275 1737 1749 1761 rBV 7017487 11392824 51.03% 7.895%
34 12.574 1793 1800 1808 rVB 377456 594828 2.66% 0.412%
35 12.727 1819 1826 1834 rBV 522183 885448 3.97% ©0.614%

36 12.916 1851 1858 1863 rBV 832344 1308371 5.86% ©0.907%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52422\
Data File : VN@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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 12.980 1863 1869 1872 rVV 1767682 3159228 14.15% 2.189%
38 13.010 1872 1874 1878 rVV 1288577 1702726 7.63% 1.180%
39 13.051 1878 1881 1892 rVB 1085839 1653433 7.41% 1.146%
40 13.216 1901 1909 1917 rBV 2106165 3373853 15.11% 2.338%
41 13.363 1926 1934 1947 rBV 7127504 10877172 48.72% 7.537%
42 13.698 1980 1991 2001 rBV2 2138418 4374221 19.59% 3.031%
43 13.869 2008 2020 2037 rBV 2921361 5848587 26.20% 4.053%
44 14.057 2046 2052 2058 rVV2 281595 512245 2.29% 0.355%
45 14.121 2058 2063 2066 rVV 341660 558063 2.50% 0.387%
46 14.151 2066 2068 2073 rVW 265197 381835 1.71% 0.265%
47 14.210 2073 2078 2084 rVV 648571 989527 4.43% 0.686%
48 14.274 2084 2089 2092 rVV 179073 286558 1.28% 0.199%
49 14.321 2092 2097 2106 rVB2 679025 1122616 5.03% 0.778%
50 14.451 2113 2119 2126 rBV2 160293 257815 1.15% 0.179%
51 14.533 2126 2133 2136 rBV 399777 629311 2.82% 0.436%
52 14.574 2136 2140 2145 rVB 477556 720402 3.23% 0.499%
53 14.804 2174 2179 2184 rBV 599629 900886 4.04% 0.624%
54 14.927 2190 2200 2206 rBV2 1019513 2139035 9.58% 1.482%
55 15.074 2218 2225 2233 rBV2 250369 456780 2.05% 0.317%
56 15.186 2233 2244 2248 rBV2 141651 356597 1.60% 0.247%
57 15.304 2256 2264 2272 rVB3 142407 348493 1.56% 0.241%
58 15.498 2289 2297 2306 rBV 2263086 4230668 18.95%  2.932%
59 15.598 2308 2314 2321 rVV 166198 322929 1.45% 0.224%
60 16.610 2479 2486 2502 rVB 148889 354261 1.59% 0.245%

Sum of corrected areas: 144310475
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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: VNO72603.D\data.ms
le+07
8000000
6000000
4000000

2000000

2.434 3.122

3.504 87
|23 N adip3 710870 4951 5181 5616 68046656598 6.8
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
2

Time--> .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: VN072603.D\data.ms

le+07
10.504 11.8
8000000

6000000

4000000

8.457

2000000
11.73

8.087 10.4
. 7.8488.016_ gsg1 8963 9.451 9.969 QOL63B10
— ————— e — e — e ‘ ‘ —r— —r—
Time-->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN072603.D\data.ms

le+07

8000000
12.275 13.363

6000000

4000000
13.869

13.216 13.698 15.498
2000000 12.980

130881 4927

2. 2 14.80
) 12.513-/<2]’ /\ 1103%4%%&1 A 7@-@34115&04 15.598 16.610
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©52422\
Data File : VN@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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 7
R.T. EstConc Area Relative to ISTD R.T.
2.434  39.61 ug/l 1398730  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 9

3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Allyl acetate 100 C5H802 000591-87-7 9

5 Isobutane 58 C4H1e 000075-28-5 9
Abundance  Scan 76 (2.434 min): VN072603.D\data.ms (-66) (-) m/z 43.05 100.00%

43.0
5000

H““‘w““‘u““‘
2.20 2.40 2.60 2.80
59.0

ol ‘ﬂﬂsu“(““““““““““‘ m/z 41.05 33.17%

m/z--> 0 20 40 60 80 100 120 140
Abundance #263: Butane
43.0
5000

2.20 2.40 2.60 2.80
‘ m/z 39.00 14.99%

10 |, _59.0
T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 0 20 60 80 100 120 140
Abundance #69588: Formic aC|d, chloro-, (3,4,4-trimethyl-1,2-dioxetal
43.0

2.20 2.40 2.60 2.80

o

5000 ITI z 58.10 14.31%
0 Jo P30 1000 1360
e
miz--> 0 20 40 60 80 100 120 140
Abundance #22192: Isopropylsulfonyl chloride R R RRRRE R
43.0 2.20 2.40 2.60 2.80

m/z 42.00 13.64%

5000
27.0
o L L, 640 830 990

m/z--> 0 20 40 60 80 100 120 140 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@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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 2
R.T. EstConc Area Relative to ISTD R.T.
3.122 63.54 ug/1 2243990  Pentafluorobenzene 8.081

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 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 10
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
Abundance Scan 193 (3.122 min): VN072603.D\data.ms (-183) (-) m/z 43.10 100.00%
43.1
57.1
5000
R RamEE R
‘ 500‘ 72.0 2.80 3.00 3.20 3.40
35.9, 1|1, | 65.1 0
Obrrprrrrprere e ot b Oty M/Z 42,10 85.92%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0 Aj\\
5000 UL L R IR B |
29.0 2.80 3.00 3.20 3.40
m/z 41.10 82.07%
72.0
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘\\H‘HH‘H\\‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0 /L
 ERAEEmaEEEESSETERESS
2.80 3.00 3.20 3.40
5000 m/z 57.10 64.97%
7.
27.0 57.0 720
0 15.0 M ‘ 500 | 650
P e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol
42.0 2.80 3.00 3.20 3.40
310 m/z 39.00 26.57%
5000
57.0 72.0
b3 bbbl 290
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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 5
R.T. EstConc Area Relative to ISTD R.T.
3.504 46.83 ug/1 1653630  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 64
3 Oxirane, ethyl- 72 C4H80 000106-88-7 40
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 9
Abundance Scan 258 (3.504 min): VN072603.D\data.ms (-250) (-) m/z 43.05 100.00%
3.0
5000 /\\
A ANEEEERREES
‘ 5005‘7"0 72‘-0 3.20 3.40 3.60 3.80
‘ 0| 650, 0
Ot e e e e m/z 42.10 60.08%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
i M
5000 L B R B R B
3.20 3.40 3.60 3.80
. m/z 41.10 52.00%
27.0 57.0 720 /
ob . 150 ULl s00,| eso
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HHH\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
R Raa AN EEmaRELE s
57.0 3.20 3.40 3.60 3.80
5000 m/z 39.00 20.36%
29.0
72.0
0 15.0 ‘ 1, 500, |
P e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #762: Oxirane, ethyl-
42.0 3.20 3.40 3.60 3.80
m/z 56.95 15.33%
5000 27.0
57.0 71.0
90 so |
Y S L 1 71 O R | OO
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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-Pentene, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.716 31.78 ug/1 1122220  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, (Z)- 70 C5H10 000627-20-3 91
2 2-Methyl-1-butene 70 C5H1e 000563-46-2 91
3 2-Pentene, (E)- 70 C5H10 000646-04-8 90
4 2-Pentene 70 C5H10 000109-68-2 90
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
Abundance Scan 293 (3.710 min): VN072603.D\data.ms (-283) (-) m/z 55.05 100.00%
55.0
5000
42.0 70.0 /\ \ /\
3.40 3.60 3.80 4.00
0 “““H“““H““‘uw““pﬂw““uuw““ m/z 70.00 39.27%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #639: 2-Pentene, (Z)-
55.0
5000
420 70.0 3.40 3.60 3.80 4.00
29.0 m/z 42.05 34.18%
s |l
O\\\‘\\\\‘\\\\‘\\ H\‘\M\‘H\‘\“‘HH‘
miz--> 0 10 20 30 40 50 60 70 80
Abundance #644: 2-Methyl-1-butene
55.0
3.40 3.60 3.80 4.00
5000 m/z 39.00 29.29%
0o 390 70.0
50 |
1.0
Oy \‘\\\i‘\‘}l\‘\\\\“\\\\‘
miz--> 0 10 20 30 40 50 60 70 80
Abundance #642: 2-Pentene, (E)-
55.0 3.40 3.60 3.80 4.00
m/z 40.95 24.81%
5000 390 70.0
29.0
0 150\\\
m/z--> 0 10 40 50 60 70 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.987 44.83 ug/l 1582960  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 80
5 2-Pentene, (E)- 70 C5H10 000646-04-8 80
Abundance Scan 340 (3.987 min): VN072603.D\data.ms (-331) (-) m/z 55.00 100.00%
55.0
5000 70.0
41.0
REaa s R
H 3.60 3.80 4.00 4.20 4.40
0 “““H“““H‘““‘w‘u“MJH““HMp““ m/z 70.05 41.19%
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 /\‘\\\\‘\\\\‘\\\\’\\\\‘\\
410 70.0 3.60 3.80 4.00 4.20 4.40
29.0 ‘ m/z 41.05 28.35%
O
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 27.87%
41.0 70.0
27.0
0 Lo 150
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #658: Cyclopropane, 1,1-dimethyl-
55.0 3.60 3.80 4.00 4.20 4.40
m/z 42.05 23.09%
5000 39.0 70.0
27.0
0 | L
L T T TS
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@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.181 49.71 ug/1 1755300 Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 1-Pentene 70 C5H10 000109-67-1 78
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
4 Methyl propargyl ether 70 C4H60 000627-41-8 9

5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 9
Abundance Scan 543 (5.181 min): VN072603.D\data.ms (-528) (-) m/z 42.10 100.00%

42.1
5000
55.0 700

4.80 5.00 5.20 5.40 5.60
Ol e et et 840 m/z 55.00  39.39%

miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0
5000

4.80 5.00 5.20 5.40 5.60
55.0 70.0
m/z 70.00 35.87%

27.0
1o 180 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0

o

55.0 4.80 5.00 5.20 5.40 5.60
5000 ITI/Z 41.00 34.10%
27.0 70.0
15.0 ‘
0 “w“ww‘“‘\‘ﬁlww“l““w“‘w“ww“ww‘w‘\w
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl- e e RN RAT
42.0 4.80 5.00 5.20 5.40 5.60
m/z 39.00 24.46%
5000 /\/]\\
55.0
27.0 70.0
0 “‘M“‘M“‘M‘w”w“w}““\”“\”“l”“\”“\“ NI N AR AR AN
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@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.145 53.85 ug/l 1901650  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 80
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80

4 Cyclopropane, propyl- 84 C6H12 002415-72-7 78

5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 64

Abundance Scan 877 (7.145 min): VN072603.D\data.ms (-864) (-) m/z 56.05 100.00%

56.0
5000 450 69.0 /\\
T e
H ‘ 84.1 6.80 7.00 7.20 7.40
0Lttt et b m/z 41.00 51.00%

m/z--> 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
m/z 69.00 42.97%
““ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\‘\\\\‘\\ \‘\\\‘1i\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0

o

41.0 6.80 7.00 7.20 7.40
5000 m/z 55.00 26.10%
27.0
69.0
olz0 180 T sso
miz--> 0O 10 20 30 40 50 60 70 80 90 v/\\/\\
Abundance #1502: 1H-Tetrazole, 5-methyl- R Emaaa e
56.0 6.80 7.00 7.20 7.40
27.0 m/z 42.10 21.04%
5000
42.0
‘ ‘ ‘ 84.0
) | N1 T S “‘H“H“_“‘_“w‘
miz--> 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@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.980 36.11 ug/l 3159230 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1869 (12.980 min): VN072603.D\data.ms (-1863) (-  m/z 105.00 100.00%
105.0

5000
120.0
77.0 91.0
300 630 70 13.00
Ol e el e m/z 120.00  31.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M\V\ /\
120.0 13.00
m/z 77.00 11.68%
39.0 77.0 91.0
O\\‘HH‘2\\5\.‘9‘\H\“‘HHi‘{‘ui?%\.‘(\)\‘\H‘H‘HHHH\‘\M\‘H‘H“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13.00
5000 ITI/Z 91.00 10.97%
120.0
77.0 91.0
ob 180 0 L 80 i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 106.00 8.47%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52422\
Data File : VN@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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, 1-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.216  38.57 ug/1l 3373850 1,4-Dichlorobenzene-d4 13.669
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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1909 (13.216 min): VN072603.D\data.ms (-1901) (-  m/z 104.95 100.00%
105.0
5000
120.0
39.0 63.0 77‘-‘0 91‘-0 I 13.00 13.50
Ol e e e e m/z 120.00 31.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00 13.50
m/z 76.95 11.76%
77.0 91.0
O 150 L 390 1 63\\0 \‘ ‘\ Iy ‘ il
H‘\\H‘HH‘HH’HH‘H\\’HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 M j\ /\
A
13.00 13.50
5000 m/z 91.00 11.70%
120.0
79.0
39.0 65.0 ‘ 920 || ‘
N MM | RSt i ] NS MR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 K
Abundance #10691: Mesitylene LA R A S ‘j
105.0 13.00 13.50
120.0 ITI/Z 106.00 8.83%
5000
39.0 630 /70 910 |
Ol 200 e el el
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 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@72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 23  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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.868 66.85 ug/l 5848590 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
4 Deltacyclene 118 C9H1e 007785-10-6 72
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 2020 (13.869 min): VN072603.D\data.ms (-2008) (-  m/z 117.00 100.00%

117.0
5000
910 P P
13.50 14.00
90 Jmap [y |l 134a a
okt Ll Tl W 2SR m/z 118.00 55.27%
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 — S
13.50 14.00
m/z 115.00 32.51%
39.0 sg0 9L.0 ‘ /
O\\]-\g\()‘\‘\\\"\\\\“‘\‘\\\‘\\\\\\\“‘\\\\‘\
miz--> 200 40 60 100 120 140
Abundance #10198:Benzene,cydopropyh
117.0
13.50 14.00
5000 91.0 m/z 91.00  15.24%
39.0 65.0
) PR o Y | |
miz--> 20 40 60 80 100 120 140
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 13.50 14.00
m/z 57.80 7.76%
5000 91.0
39.0 65.0
0b ‘uL“W 9 W Y N
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52422\
Data File : VNO©72603.D

Acqg On : 24 May 2022 22:07
Operator : JC\MD

Sample : N2968-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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 39.6 ug/l 1398730 1 8.081 1765670 50.0
Butane, 2-methyl- 3.122 63.5 wug/l 2243990 1 8.081 1765670 50.0
Pentane 3.504 46.8 ug/l 1653630 1 8.081 1765670 50.0
2-Pentene, (Z)- 3.710 31.8 ug/l 1122220 1 8.081 1765670 50.0
Cyclopropane, 1... 3.987 44.8 ug/l 1582960 1 8.081 1765670 50.0
Cyclopentane 5.181 49.7 ug/l 1755300 1 8.081 1765670 50.0
Cyclopentane, m... 7.145 53.9 ug/l 1901650 1 8.081 1765670 50.0
Benzene, 1l-ethy... 12.980 36.1 ug/l 3159230 4 13.669 4374220 50.0
Benzene, 1l-ethy... 13.216 38.6 ug/l 3373850 4 13.669 4374220 50.0
Indane 13.868 66.8 wug/l 5848590 4 13.669 4374220 50.0
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