LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 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\82N051022W.M

Title : SW846 8260

Signal : TIC: VN@72462.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.440 70 77 86 rVB 197648 309105 2.05% 0.296%
2 3.122 182 193 214 rBV 1686533 3900076 25.87% 3.735%
3 3.510 249 259 276 rBV 1192005 2906284 19.28% 2.783%
4 3,716 284 294 306 rVB 139905 344541  2.29% 0.330%
5 3.993 332 341 354 rVB 95346 253308 1.68% 0.243%
6 4.257 374 386 402 rBV3 128845 453549  3.01% 0.434%
7 4.957 487 505 514 rBV6 49402 215361 1.43% 0.206%
8 5.081 514 526 528 rBv2 285512 763074 5.06% 0.731%
9 5.151 530 538 553 rVB5 813907 3394230 22.51% 3.250%
106 5.622 603 618 638 rBV 677147 2369168 15.71%  2.269%
11 6.122 689 703 718 rBvV2 384896 1188653 7.88% 1.138%
12 6.469 756 762 774 rVB3 57368 170582 1.13% 0.163%
13 6.604 774 785 793 rBV3 60167 194534 1.29% 0.186%
14 6.698 793 801 812 rVV3 98417 380222 2.52% 0.364%
15 6.904 826 836 846 rV4 61968 188167 1.25% ©.180%
16 7.045 850 860 867 rBv2 80427 226081 1.50% 0.216%
17 7.145 867 877 898 rVB 1081685 3174138 21.05% 3.039%
18 7.839 989 995 1004 rVB6 57935 159275 1.06% 0.153%
19 8.022 1016 1026 1029 rBV2 162522 389896 2.59% 0.373%
20 8.086 1029 1037 1045 rVV4 761086 2305701 15.29% @ 2.208%
21 8.175 1045 1052 1063 rVB2 266527 721726  4.79% 0.691%
22 8.292 1063 1072 1079 rBV 290667 677560 4.49% 0.649%
23 8.433 1089 1096 1106 rBV2 192565 472935 3.14% 0.453%
24  8.569 1106 1119 1125 rBV7 240354 820047 5.44% 0.785%
25 8.704 1137 1142 1152 rVB2 139402 313799 2.08% 0.300%
26 8.828 1152 1163 1177 rVB3 57686 153262 1.02% 0.147%
27 8.963 1177 1186 1200 rBV 453411 1042747 6.92% 0.998%
28 9.457 1253 1270 1277 rBV2 523784 1463156 9.70% 1.401%
29 9.639 1295 1301 1308 rVB 114885 220712 1.46% 0.211%
30 9.880 1337 1342 1350 rVB 98275 205577 1.36% 0.197%
31 9.969 1350 1357 1360 rBV 147859 269341 1.79% 0.258%
32 10.010 1360 1364 1371 rVB 170015 344182 2.28% 0.330%
33 10.227 1388 1401 1410 rBV4 109292 392985 2.61% 0.376%
34 10.439 1429 1437 1442 rBV 713612 1310481 8.69% 1.255%
35 10.504 1442 1448 1453 rVV 1215446 2211429 14.67%  2.118%

36 10.545 1453 1455 1461 rVB 114514 185887 1.23% 0.178%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 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\82N051022W.M

Title : SW846 8260

37 10.863 1502 1509 1517 rVvB4 85312 210127 1.39% 0.201%
38 11.739 1650 1658 1667 rBV 624246 1133249  7.52% 1.085%
39 11.839 1667 1675 1685 rVV 3701302 6289064 41.71% 6.022%

40 11.945 1685 1693 1706 rVV 7691641 15077652 100.00% 14.438%

41 12.274 1737 1749 1759 rBV 4668736 7839322 51.99% 7.507%
42 12.574 1794 1800 1808 rVB 467355 737265 4.89% 0.706%
43 12.727 1819 1826 1836 rBV 498374 829345 5.50% 0.794%
44 12.915 1850 1858 1863 rBV 830883 1331844 8.83% 1.275%
45 12.980 1863 1869 1872 rVV 2499226 4270844 28.33% 4.090%
46 13.010 1872 1874 1878 rVV 1602323 2201349 14.60%  2.108%
47 13.057 1878 1882 1901 rVB 1500734 2419948 16.05% 2.317%
48 13.215 1901 1909 1919 rBV 2126909 3447527 22.87% 3.301%
49 13.363 1925 1934 1941 rBV 5106466 8138485 53.98% 7.793%
50 13.492 1948 1956 1962 rVB3 91738 223644 1.48% 0.214%
51 13.698 1980 1991 2001 rBV2 1730811 3771237 25.01% 3.611%
52 13.833 2008 2014 2016 rBV 361284 551037 3.65% 0.528%
53 13.868 2016 2020 2024 rVV2 1092618 1949539 12.93% 1.867%
54 13.910 2024 2027 2037 rVV4 515558 1025667 6.80%  0.982%
55 14.062 2046 2053 2058 rvv2 231825 408168 2.71% ©.391%
56 14.127 2058 2064 2067 rVV 374579 657630 4.36% 0.630%
57 14.151 2067 2068 2073 rVV 243367 287261 1.91% ©.275%
58 14.210 2073 2078 2085 rVV 791720 1237570 8.21% 1.185%
59 14.321 2092 2097 2106 rVB2 463803 773578 5.13% 0.741%
60 14.457 2114 2120 2126 rVB 141873 224861 1.49% 0.215%
61 14.533 2126 2133 2137 rBV = 423341 705556 4.68% 0.676%
62 14.574 2137 2140 2145 rVB 353719 489592 3.25% 0.469%
63 14.804 2174 2179 2184 rBV 253492 404118 2.68% 0.387%
64 14.921 2191 2199 2206 rBV3 461160 1017993 6.75% ©.975%
65 14.986 2206 2210 2218 rVB4 75165 152524 1.01% 0.146%
66 15.080 2218 2226 2233 rBV2 104706 198699 1.32% 0.190%
67 15.192 2233 2245 2257 rVV3 112986 362804  2.41% ©.347%
68 15.304 2257 2264 2275 rVB4 94370 226457 1.50% ©0.217%
69 15.498 2289 2297 2310 rVB 746491 1378679 9.14% 1.320%
70 16.609 2479 2486 2498 rVB 159348 367475 2.44%  0.352%

Sum of corrected areas: 104431881
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.M
Quant Title : SW846 8260

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

Abundance TIC: VN072462.D\data.ms

7000000
6000000
5000000
4000000
3000000

2000000 3.122
3.510
1000000 5.151 5.622

6.122
2.440 3716 3.993 4.257 4.9y081 I\ 6.468.60698 6.9

g‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘T\/M]—rﬁ’\/‘\\'!_!_f‘/\\\\\‘\\\\‘\\\\‘\\/\_\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VN072462.D\data.ms

7000000
6000000
5000000
4000000 11.8
3000000

2000000
7145 10.504
1000000 8.086 10.439 11.73

8.963 9.457
7.04 78380 '11%29@"'&3%5@%4828 /\ 9.639 9.88964010.227 /10/545 10.863
0 T T T T T T T T T | T /\\Qv—'—v* [ | | T 1 T T T T T T T | T T T T T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN072462.D\data.ms

1.945
7000000

6000000

13.363
5000000 12974

4000000

3000000
12.980

2000000 13.215
139887 13.698

1000000 12.9 14.210 15.498

12.512.727 4321146834, , 34,921

14.?@% 14.500» spese204 A 16.609
OLv—r“v—v [ A e T | f Y_A_VJ\‘ ‘P’v—A#%/‘\/\\JM\\ T T — I —
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©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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.
3.122 84.57 ug/1 3900080 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 58
2 3-Buten-1-o0l 72 C4H80 000627-27-0 38
3 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
4 1-Butene 56 C4H8 000106-98-9 9
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 193 (3.122 min): VN072462.D\data.ms (-182) (-) m/z 41.10 100.00%

41.1
57.1
5000 /\
e ERRREEES ST
72.1 2.80 3.00 3.20 3.40
Otrrrprrrrrrrrr bbb il b e Mz 43,160 91.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L L B R B R
29.0 2.80 3.00 3.20 3.40
m/z 42.10 79.47%
0 150 \‘ N \‘ 7ﬁ0
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #752: 3-Buten-1-ol
42.0
e A REERNREESS L
2.80 3.00 3.20 3.40
5000 m/z 57.10 68.15%
27.
YL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5667: Butane, 1-chloro-2-methyl- e REARRREEES S
41.0 57.0 2.80 3.00 3.20 3.40
m/z 39.10 40.77%
5000 29.0
70.0
0 20 i 930, 3080 L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.510 63.02 ug/l 2906280  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 35
4 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 25
5 Butane, 2-methyl- 72 C5H12 000078-78-4 12
Abundance Scan 259 (3.510 min): VN072462.D\data.ms (-249) (-) m/z 43.05 100.00%
43.0
571 A R aa
. £0. ‘ 65172-1 3.20 3.40 3.60 3.80
Ot e F e m/z 41.10 57.77%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0 /\—A
5000 L N R R R
3.20 3.40 3.60 3.80
) m/z 42.05 57.72%
21.0 57.0 72.0
oL 150 |l s00, eso
\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘HH‘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 #767: Oxirane, ethyl-
42.0
BEEEEER R
3.20 3.40 3.60 3.80
5000 m/z 39.05 21.41%
2r.0 72.0
57.0
15.0
A 500
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #726: Diaziridine,3,3-dimethyl- R e A aaRE R
32.0 3.20 3.40 3.60 3.80
m/z 57.10 16.62%
41.0
5000
54.0 720
O e vy “/L,“
m/z--> 5 10 15 20 25 30 35 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©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.151  73.61 ug/1 3394230  Pentafluorobenzene 8.086

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 47
3 N-Vinylformamide 71 C3H5NO 013162-05-5 47
4 Pentane 72 C5H12 000109-66-0 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 37
Abundance Scan 538 (5.151 min): VN072462.D\data.ms (-530) (-) m/z 43.10 100.00%
43.1
5000 71.1 j\
57.1 R L R
m 86.1 4.80 5.00 5.20 5.40
0 ‘w““‘u“““w‘u“_““u““‘u“‘dw“‘ m/z 42.10 56.10%
m/z--> 10 20 30 40 70 80 90
Abundance #2045:Pentane,24nethyb
43.0
5000 71.0 B LA B e e
4.80 5.00 5.20 5.40
21.0 57.0 m/z 71.10  49.19%
86.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
4.80 5.00 5.20 5.40
5000 m/z 41.10 48.47%
71.0
27.0 55.0
om0 "l Teso | %0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #678: N-Vinylformamide e REEaRRmas R
42.0 71.0 4.80 5.00 5.20 5.40
m/z 39.10 27.39%
5000
28.0
I ¥ S
m/z--> 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©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.622 51.38 ug/1 2369170  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 53
4 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 45
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 618 (5.622 min): VN072462.D\data.ms (-603) (-) m/z 57.10 100.00%
57.1
41.1
5000 j
‘ ‘ 861 5.20 5.40 5.60 5.80 6.00
ol el e m/z 56.10  85.84%
miz--> 0 20 40 60 80 100 120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 [T T[T T[T rri
5.20 5.40 5.60 5.80 6.00
m/z 41.10 68.21%
15.0 ‘ ‘ ‘ 86.0
O\‘\\\‘\‘\‘\\\i‘\\\‘“\\‘\\‘\‘\\\’\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #4490: Butane, 2,2,3-trimethyl-
57.0
Rmaas e e R
41,0 85.0 5.20 5.40 5.60 5.80 6.00
5000 ' m/z 43.10  23.71%
15'0 ‘\‘ ‘\‘\ \‘ L | Il -
s T
miz--> 0 20 40 60 80 100 120
Abundance #13926: 3,4-Dimethyldihydrofuran-2,5-dione REEas e R S
56.0 5.20 5.40 5.60 5.80 6.00
41.0 m/z 39.10 20.47%
5000
ol 2 1280
m/z--> 0 20 40 60 80 100 120 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\VN©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 n-Hexane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.122  25.78 ug/l 1188650  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 78
2 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 50
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 50
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 45
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 43

Abundance Scan 703 (6.122 min): VN072462.D\data.ms (-689) (-) m/z 57.10 100.00%

57.1
41.1
5000 /L
86.1 e
‘ 71.1 5.80 6.00 6.20 6.40
bt el e m/z 41010 77.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #2039: n-Hexane
41.0 57.0

AT L

5000 e
5.80 6.00 6.20 6.40

m/z 43.10 60.86%

86.0
wo Ll O
\\‘\\\\’\\\\‘\H\‘\\\\’\\\‘\H\‘\\\\’\\\\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2019: Furan, tetrahydro-3-methyl-
56.0
41.0

5.80 6.00 6.20 6.40

o

5000 m/z 56.10 51.48%
28.0 1o 86.0
0 **\1**55(*)!***‘H\‘**H‘iM‘**w"*\*H‘\‘*H*v”‘w”w”wmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14601: Pentane, 2,2,4,4-tetramethyl- AREEEEEREEES S
57.0 5.80 6.00 6.20 6.40

m/z 42.10  32.37%

5000
41.0

—

140 270 1], 710 970 1130

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 3
R.T. EstConc Area Relative to ISTD R.T.
7.145 68.83 ug/l 3174146  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 72
4 Cyclohexane 84 C6H12 000110-82-7 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 877 (7.145 min): VN072462.D\data.ms (-867) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.0
N S AREEEamERE
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
Ol e 1488l L Twyz a1.10 55.43%
m/z--> 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 69.05 46.56%
28.0 ‘ ‘ ‘ 84.0
O\\‘\J-ﬁ;o\‘\\‘\H“\\\}}\‘\\\i‘\u‘\’\\\‘1i\\\\‘\\\\’\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl-
56.0
41.0 6.80 7.00 7.20 7.40
5000 m/z 55.10 27.12%
69.0 84.0
29.0 ‘ ‘
0 H“}m“pﬁ TEUERIS AN T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 6.80 7.00 7.20 7.40
27.0 m/z 39.05  26.91%
5000
42.0
‘ ‘ ‘ 84.0
0H‘\H\‘Hupul‘}‘\‘uw\‘; e
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\VN©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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, 1,3-dimethyl-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.569  39.32 ug/l 820047 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 94
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 93
3 1-Octene, 3-methyl- 126 C9H18 013151-08-1 53
4 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 50
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 46
Abundance Scan 1119 (8.569 min): VN072462.D\data.ms (-1106) (-)| ' m/z 70.10 100.00%
70.1
a0 %81
5000
R ARAREEES as T
H ‘ | M A‘O 98.1 8.20 8.40 8.60 8.80
0 ‘wHH,‘HwMJ}WN:“HW: ﬁ“““ m/z 56.10 71.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
8.20 8.40 8.60 8.80
210 m/z 55.05 70.17%
‘ ‘ 98.0
O \\‘\HH’HH“HHl\‘\\\i‘i”\‘\‘\\‘\u ‘H\‘\?H.\(\)‘H\!‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0
R ARaREEEr AN
410 8.20 8.40 8.60 8.80
5000 m/z 41.05 66.10%
27.0
‘ ‘ 98.0
0“_Juw‘whumlﬁ‘ﬂﬁﬂwuﬂlMuwmu‘_‘ww‘u‘uu‘u‘wu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13186: 1-Octene, 3-methyl-
55.0 8.20 8.40 8.60 8.80
70.0 m/z 39.05 35.19%
41.0
5000
27.0
97.0
0 ‘ | . H Iy ‘\ ‘\ 111.0 126.0
T e e e e e e R S AaRmmEr RN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.980 56.62 ug/l 4270840 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
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): VN072462.D\data.ms (-1863) (- | m/z 105.10 100.00%
105.1
5000
120.1
77.0 13.00
39.0 :
b 820 ) 141 106,10 30.45%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00
m/z 77.05 12.26%
77.0
0 \1\5\.0‘ T \3\9“.0\ T ‘\5\9‘.9‘\ T \M‘ T \‘1 T ‘M‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13.00
5000 m/z 91.10 12.00%
120.0
77.0
39.0
o80T A0 bl
m/iz--> 20 40 60 80 100 120 140
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 106.05 9.10%
5000
120.0
77.0
olds0 . 390 800 TUT L
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.M
Quant Title : SW846 8260

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

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

Peak Number 9 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.216 45.71 ug/1 3447530 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1909 (13.215 min): VN072462.D\data.ms (-1901) (-t | m/z 105.10 100.00%
105.1
5000
120.1
390 631 77‘-0 91‘-1 13.00 13.50
Oberrrrrrprrrepree it el bl m/z 120,100 29.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 13.00 13.50
m/z 91.10 12.89%
77.0 91.0
0 \\’]\_\5\.(\)’H\‘\’\\?\)%‘.\0\H“\\\\6‘:\)"\.‘(\)\‘\\\m‘\\HH\\\‘\‘11\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.00 12.37%
120.0
79.0
39.0 650 | 990
o) S SV 1/ i G0 S
m/z--> 10 20 30 40 50 60 70 80 90 100110120 j\
Abundance #10705: Benzene, 1,2,4-trimethyl- A —
105.0 13.00 13.50
m/z 79.10 9.21%
5000 120.0
28.0 770 91.0 ]\
ol 140 | doeso ALl WL
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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 9
R.T. EstConc Area Relative to ISTD R.T.
13.868 25.85 ug/l 1949540  1,4-Dichlorobenzene-d4 13.668
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 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 59
3 Deltacyclene 118 C9H1e 007785-10-6 59
4 Indole 117 C8H7N 000120-72-9 49
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
Abundance Scan 2020 (13.868 min): VN072462.D\data.ms (-2016) (- | m/z 117.10 100.00%
117.1
5000
= ‘ ‘
380 63.0 97'1 13.50 14.00
0l 2800 . m/z 118.10  55.94%
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 i T T

1
13.50 14.00
m/z 115.10 32.00%

91.0
39.0 65.0 | “\ 143.0 178.0203.0 234.0
\\\’\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\H‘\\\\’\\\\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72301: trans-Cinnamyl bromide
117.0
= 4

o

13.50 14.00
5000 m/z 91.10 15.47%
91.0
oL %oes0 || 169.0 196.0
rrrprrre et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10184: Deltacyclene
117.0 13.50 14.00
m/z 63.00 8.86%
5000
390 91.0
65.0 ‘
0“‘W‘HﬂHWMM‘JHHth‘J\H‘W‘H“H‘W‘H‘M“W‘H‘_
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@51222\
Data File : VN@72462.D

Acqg On : 12 May 2022 18:57
Operator : JC\MD

Sample : N2800-12

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51022W.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- 3.122 84.6 ug/l 3900080 1 8.086 2305700 50.0
Pentane 3.510 63.0 ug/l 2906280 1 8.086 2305700 50.0
Pentane, 2-methyl- 5.151 73.6 ug/l 3394230 1 8.086 2305700 50.0
Pentane, 3-methyl- 5.622 51.4 ug/l 2369170 1 8.086 2305700 50.0
n-Hexane 6.122 25.8 wug/l 1188650 1 8.086 2305700 50.0
Cyclopentane, m... 7.145 68.8 ug/l 3174140 1 8.086 2305700 50.0
Cyclopentane, 1... 8.569 39.3 ug/l 820047 2 8.963 1042750 50.0
Benzene, 1l-ethy... 12.980 56.6 ug/l 4270840 4 13.668 3771240 50.0
Benzene, 1l-ethy... 13.216 45.7 ug/l 3447530 4 13.668 3771240 50.0
Benzene, 1,1'-(... 13.868 25.9 ug/l 1949540 4 13.668 3771240 50.0
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