LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 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\82N102022W.M

Title : SW846 8260

Signal : TIC: VN@74968.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.524 71 80 89 rBV 1337312 2277517 2.56% 0.322%
2 3.248 193 203 219 rVB 3864850 9320506 10.48% 1.319%
3 3.659 262 273 290 rVB3 849709 2865950 3.22% 0.406%
4 3.865 298 308 321 rVB 353595 890149 1.00% 0.126%
5 4.153 348 357 371 rVB2 852865 2430776 2.73% 0.344%
6 4.442 392 406 419 rBv4 262519 906704 1.02% 0.128%
7 5.165 514 529 539 rBvV2 372488 1330461 1.50% ©.188%
8 5.289 539 550 552 rVW2 491203 1317529 1.48% 0.186%
9 5.359 553 562 589 rVB5 1672467 9240197 10.39% 1.308%
106 5.824 624 641 659 rBV2 1772481 6163865 6.93% 0.872%
11  6.318 714 725 741 rVB3 329573 1052199 1.18% 0.149%
12 6.671 775 785 796 rVB2 321236 1013051 1.14% 0.143%
13 7.094 847 857 872 rVB3 324185 936592 1.05% 0.133%
14 7.336 888 898 918 rVV 2309008 6917643 7.78% 0.979%
15 8.012 1006 1013 1022 rVB3 464398 1134524 1.28% 0.161%
16 8.177 1030 1041 1045 rBV2 895470 2249491 2.53% 0.318%
17 8.230 1045 1050 1062 rVV4 1747419 6356856 7.15%  0.900%
18 8.336 1062 1068 1076 rVB2 881750 2181664 2.45% 0.309%
19 8.453 1076 1088 1095 rBV2 1128977 2690243 3.02% 0.381%
20 8.612 1103 1115 1126 rBV2 38667537 88965205 100.00% 12.592%
21 8.783 1126 1144 1153 rVV 13410536 33970002 38.18% 4.808%
22 8.859 1153 1157 1166 rVB2 657017 1343366 1.51% 0.190%
23 8.971 1166 1176 1189 rVB4 389557 1207712 1.36% 0.171%
24  9.106 1189 1199 1206 rBV3 2112852 4957565 5.57% 0.702%
25 9.606 1264 1284 1301 rBV3 2492657 8142805 9.15% 1.153%
26 9.782 1307 1314 1321 rVB 616366 1176102 1.32% 0.166%
27 10.018 1349 1354 1362 rVB2 674141 1396001 1.57% 0.198%
28 10.153 1372 1377 1383 rVB3 805739 1550495 1.74% 0.219%
29 10.347 1399 1410 1412 rBV5 389498 904864 1.02% 0.128%
30 10.412 1416 1421 1425 rVWV 932443 1792889 2.02% 0.254%
31 10.571 1440 1448 1453 rBV 4719925 8777405 9.87%  1.242%
32 10.635 1453 1459 1468 rVV 3314425 7210102 8.10% 1.021%
33 10.735 1470 1476 1487 rVB4 826788 2279275 2.56% 0.323%
34 11.e06 1513 1522 1528 rVB5 566717 1583886 1.78% 0.224%
35 11.865 1658 1668 1674 rBV2 2363316 4493686 5.05% 0.636%

36 11.965 1674 1685 1694 rVV2 36101338 61824910 69.49% 8.751%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 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\82N102022W.M
Title : SW846 8260

37 12.076 1694 1704 1715 rVB2 44249984 85728578 96.36% 12.134%
38 12.400 1748 1759 1768 rBV 13729273 23255656 26.14%  3.292%

39 12.700 1804 1810 1816 rVB 2554432 4387648 4.93% 0.621%
40 12.847 1828 1835 1847 rBV 3221881 5795749 6.51% ©.820%
41 13.035 1861 1867 1873 rBV 3987649 6561771  7.38% ©.929%
42 13.100 1873 1878 1880 rVV 4350037 6757747 7.60% ©.957%
43 13.129 1880 1883 1887 rVV 5263766 8863722 9.96% 1.255%
44 13.176 1887 1891 1898 rVB 5702554 9064287 10.19%  1.283%

45 13.335 1910 1918 1928 rVB 13042729 21735370 24.43% 3.076%

46 13.482 1936 1943 1957 rVB2 45141386 73961630 83.14% 10.469%
47 13.612 1957 1965 1971 rBV3 424729 1111581 1.25% ©0.157%
48 13.823 1990 2001 2008 rBV2 9263169 21162291 23.79%  2.995%
49 13.953 2017 2023 2025 rBV 3167782 4625105 5.20% 0.655%
50 13.994 2025 2030 2046 rVB2 16848431 36049818 40.52% 5.103%

51 14.117 2046 2051 2056 rBV2 638012 1002400 1.13% ©0.142%
52 14.182 2056 2062 2067 rVV2 1873716 3206645 3.60% 0.4547%
53 14.247 2067 2073 2076 rVV 4194651 7424493 8.35% 1.051%
54 14.276 2076 2078 2082 rVV 2646039 3269071 3.67% ©0.463%
55 14.329 2082 2087 2093 rVB 7534107 11838970 13.31% 1.676%
56 14.400 2093 2099 2102 rBV 1491749 2493657 2.80% ©0.353%
57 14.447 2102 2107 2115 rVB 5603100 9317393 10.47% 1.319%
58 14.576 2125 2129 2135 rVB2 957405 1550828 1.74%  ©.220%
59 14.653 2135 2142 2146 rBV 4802120 8275760 9.30% 1.171%
60 14.694 2146 2149 2154 rVV 5604254 8370007 9.41%  1.185%
61 14.929 2184 2189 2194 rVV 3758475 6249825 7.03% ©0.885%
62 15.053 2201 2210 2216 rBV3 5159043 12331363 13.86% 1.745%
63 15.117 2216 2221 2230 rVB3 664834 1524718 1.71% 0.216%
64 15.212 2231 2237 2244 rBV3 630981 1280748 1.44% ©.181%
65 15.317 2244 2255 2261 rBV3 1721203 4513322 5.07% ©.639%
66 15.441 2268 2276 2284 rVB3 1141704 2922122 3.28% 0.414%
67 15.641 2302 2310 2318 rVB 7579664 14380408 16.16% 2.035%
68 15.747 2322 2328 2334 rVV3 672547 1338106 1.50% ©.189%
69 15.947 2354 2362 2369 rBV 513567 1044945 1.17% 0.148%
70 16.129 2383 2393 2404 rBV3 244190 922913 1.04% 0.131%

71 16.782 2497 2504 2505 rBV2 903368 1334325 1.50% ©.189%

Sum of corrected areas: 706505159
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 21 Oct 2022 17:48

: N5222-14
: 5.0mL/MSVOA_N/WATER
. 20

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
VN@74968.D

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VN074968.D\data.ms
4e+07
3e+07
2e+07
1le+07
3.248
o 2.524 36593865 4.153 4442 sa@2g. 02 6318 6.671
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ T TT \\ﬁ_ﬁ‘/ﬁY—Y—rY_Y_Y_FTY_Y_Y_Y—rY_T\/\_T\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\/ﬁ‘\\\\’\/\\\\‘\\\\
Time--> 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: VN074968.D\data.ms
4e+07 8.612
3e+07
2e+07
8.783
1le+07
10 '%55
7.336 9.606 11.8
0L.7:094 s.018% 05@6453 8@93791 A° 9.78210. 011@153% 0,735 11,006 A
T’F 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: VN074968.D\data.ms
12.076 13.482
4e+07
[1.965
3e+07
2e+07
13.994
12.400 13.335
1e+07 . 4 15.641
8433 3, L 4471&46 314, 45058
12.788- . 157
o AN 3.612 1 .f;\ mﬁ 441 [15.7415.9476.129 167
‘ 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 1450 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 3
R.T. EstConc Area Relative to ISTD R.T.
3.248 73.31 ug/1 9320510  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 35
4 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 33
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 203 (3.248 min): VN074968.D\data.ms (-193) (-) m/z 43.05 100.00%

43.0
5000

3.00 3.20 3.40 3.60

ol ddl 1333 2282 34854088 4927 ./, 41.05 89.70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #813: Butane, 2-methyl-
43.0

5000 ““‘H“‘H“‘H“‘H‘
3.00 3.20 3.40 3.60

m/z 42.05 87.29%

O‘\‘\\i”‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #752: 3-Buten-1-ol
42.0

3.00 3.20 3.40 3.60

5000 ITI z 57.10 78.49%
L AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5667: Butane, 1-chloro-2-methyl-
57.0 3.00 3.20 3.40 3.60

m/z 38.95 36.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

5000 J
0 LAl J

3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
Quant Title : SW846 8260

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

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

Peak Number 2 Pentane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.359 72.68 ug/1 9240200 Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 N-Vinylformamide 71 C3H5NO 013162-05-5 47
3 Pentane 72 C5H12 000109-66-0 43
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 42
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 40
Abundance Scan 562 (5.359 min): VN074968.D\data.ms (-553) (-) m/z 43.10 100.00%

43.1
5000 71.1

‘ 55f ‘\H‘W‘H‘M“W‘H‘w
L

5.00 5.20 5.40 5.60
‘ | 86.0 :
et el e Y m/z 42,10 60.56%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl-
43.0
71.0

5000 AL
5.00 5.20 5.40 5.60

27.0 57.0 m/z 71.10 51.68%

[T O
TT ‘ \ \ \ \ ‘ TT T ’ TT 1T ‘ L ‘ \ T ‘ TTTT ‘ \ TTT ‘ TTTT ‘ TTTT ‘ 11
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #678: N-Vinylformamide
42.0 71.0

o

o

\‘\m‘\m‘\m‘m”
5.00 5.20 5.40 5.60
5000 m/z 41.05 49.207%
28.0
\\“ \\‘\ 54.0 Iin
O e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane R ARAEREE RN R
43.0 5.00 5.20 5.40 5.60

m/z 39.00  26.64%

5000
27.0 57.0 720
15.0 M ‘\\ H‘ ‘
L B B L L B B B B

m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 Cyclopentane, methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.336  54.41 ug/l 6917640  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 78
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56
Abundance Scan 898 (7.336 min): VN074968.D\data.ms (-888) (-) m/z 56.10 100.00%
56.1
5000 J
o RARRREREREEE SRR
84.1 7.00 7.20 7.40 7.60
Ol o L1410 2090 2 41,65  49.96%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000 T I T I T[T T T[T rrrry
7.00 7.20 7.40 7.60
m/z 69.05 48.13%
ZT 84‘.0
O\\\‘\\‘\\ ‘\‘1‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1643: Cyclohexane
560 84.0

7.00 7.20 7.40 7.60

5000 ITI z 55.10 27 .44%
27.0
oL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 1H-Tetrazole, 5-methyl- R RARRR=wmnsEREE
56.0 7.00 7.20 7.40 7.60
270 m/z 39.80 25.47%
5000
84.0
0 R SN NS
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.783 342.61 ug/l 33970000 1,4-Difluorobenzene 9.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 17
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
Abundance Scan 1144 (8.783 min): VN074968.D\data.ms (-1126) (-) m/z 73.05 100.00%
73.0
5000
43.1
‘ ‘ ‘ 8.40 8.60 8.80 9.00 9.20
ol bl 2012 1830 2071 2651 y; 4310 27.95%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 8.40 8.60 8.80 9.00 9.20
m/z 87.10 26.15%
0 \‘\mh\‘i“\‘\m”‘H“\‘\‘\‘\]\_\O‘JT.WQ\‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘\H
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
8.40 8.60 8.80 9.00 9.20
5000 41.0 m/z 55.10 23.55%
obple bl b L 20
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #9497: 3-Hexanol, 2-methyl- R e R A
73.0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 11.72%
5000
43.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
Quant Title : SW846 8260

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

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

Peak Number 5 2-Butenoic acid, 4-hydroxy-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.735 25.36 ug/l 2279280  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 4-hydroxy-, met... 116 C5H803 004508-99-0 50
2 trans-1-Nitro-1-propene 87 C3H5NO02 017082-05-2 49
3 2H-1,2-Oxazine,tetrahydro- 87 C4HONO 036652-42-3 40
4 4,4-Ethylenedioxy-1-pentylamine 145 C7H15N02 066442-97-5 36
5 3-Pentanol, 2,3,4-trimethyl- 130 C8H180 003054-92-0 33

Abundance Scan 1476 (10.735 min): VNO74968.D\data.ms (-1470) (- m/z 87.10 100.00%
87.1

55.1
5000

S

41.0 69.1 IR T
‘ | 112.1 10.50 11.00

HwH‘mwHmwuhl“\wgum Myl ibr s m/z 55.10  54.86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9133: 2-Butenoic acid, 4-hydroxy-, methyl ester
87.0
55.0

5000 s AUN
29.0 10.50 11.00

m/z 43,10 19.59%

\‘H 420 ||| 680 101.0114,0
H\‘HH‘HH‘HH‘\H\‘HH‘\H\‘\\H‘\H\‘\H\‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2073: trans-1-Nitro-1-propene
87.0

o

o

39.0 — S
10.50 11.00
5000 m/z 41.05 18.79%
Jazome o no
B Ra e ot A RARAARAsasEsZEaEASAT
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2125: 2H-1,2-Oxazine,tetrahydro- — —
46.0 87.0 10.50 11.00

m/z 69.10 17.09%

5000 28.0
72.0
Ll o ]
‘ ‘\\ \‘ | e e

Obrerprrerpr Ml ATl e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.335 51.35 ug/l 21735400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90

Abundance Scan 1918 (13.335 min): VN074968.D\data.ms (-1910) (- | m/z 105.10 100.00%

105.1
5000

39.0 13.00 13.50
ob ey 2088 2811 43T .7 179.05 31.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
13.00 13.50

m/z 91.05 12.04%

390 1, ‘
loudl I
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

o

13.00 13.50
5000 ITI z 77.05 11.41%
39.0
0 **‘*‘w‘*”*h**“\H‘Hv**H\*Hw”*w””v*”w”” J\
miz--> 50 100 150 200 250 300 350 400 J\
Abundance #10727: Benzene, 1-ethyl-4-methyl- M
105.0 13. OO 13. 50

m/z 106.10 8.89%

5000 A\
Lo || e LV

m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48

Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.M
: 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 7 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.994  85.17 ug/1 36049800 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 59
2 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
3 Indole 117 C8H7N 000120-72-9 46
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
5 m-Aminophenylacetylene 117 C8H7N 054060-30-9 43

Abundance Scan 2030 (13.994 min): VN074968.D\data.ms (-2025) (- | m/z 117.10 100.00%
1171
5000 F\AJJ\
L T T ‘ T T T
63.0 ) 14.00
oLt | ol 4518 1910 282. n/7 118.10  56.41%
miz--> 50 100 150 200 250
Abundance #10183: Deltacyclene
117.0
5000 39.0 =
14.00
m/z 115.10 32.68%
‘ ‘ ‘770
O \‘\ T “h M‘ \“ \HH\ ‘\‘ 1 T \ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #116417.Benzene,L1¥U”5hexadmne—L64ﬂyDbB—
117.0 k k
——
14.00
5000 m/z 91.10 13.40%
0 390 770 ‘M 152.0 189.0 234.0
— gt
m/iz--> 50 100 150 200 250
Abundance #9735: Indole
117.0 14.00
m/z 116.10 7.09%
0 H‘u‘um‘““”_”‘_ s \ LA
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 8 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.329  27.97 ug/1 11839000 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 2087 (14.329 min): VN074968.D\data.ms (-2082) (- | m/z 119.10 100.00%
119.1
5000 |
39.0 65.0 9]11 14.00 14.50
Oberrrrrrroritretrrirrb ek e 11482 1928 7 134,05 28.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
14.00 14.50
9L.0 m/z 91.10 15.89%
39.0 65.0 ‘ ‘
0 \‘\:\I-\S\.P\‘\H“‘\ \“V\“MH?‘H‘ T \‘1‘\“”“\ \‘HH\‘\‘HH‘HH‘HH‘HH
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
— —
14.00 14.50
5000 m/z 120.10 9.96%
39.0 65.0 91.0
0 \‘\u\‘\‘u\“‘\w‘;‘\“;‘m\‘”‘\\‘\\“1‘\\‘\‘luH\‘HHWHWHWH
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50
m/z 105.10 9.19%
5000
91.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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-ethenyl-4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.053  29.14 ug/1 12331400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
4 Indan, 1-methyl- 132 C10H12 000767-58-8 90
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 90
Abundance Scan 2210 (15.053 min): VN074968.D\data.ms (-2201) (- | m/z 117.10 100.00%
117.1
5000
15.00 |
390 77.0 :
o mu”“ “‘c“ﬂf‘?'? 19082230  281L /7 132.05 37.63%
miz-> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 S :
15.00
m/z 115.05 29.53%
390 77.0
O\\‘\‘\f‘\mw“\‘\‘H“\H\“\H\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #16107: 1-Phenyl-1-butene
117.0
N \
15.00
5000 m/z 131.00 18.43%
39.0 77.0‘
oL——4 “‘ ‘\‘m ‘M‘mh‘ I ‘mh‘ H‘ ‘u“\‘ — — -
miz--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 15.00
m/z 119.10  15.12%
5000
"l o
P " VAT NN
m/z--> 50 100 150 200 250 15.00

82N102022W.M Mon Oct 24 16:18:05 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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 1H-Indene, 1-methylene- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.641  33.98 ug/l 14380400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 1H-Indene, 1-methylene- 128 C10HS8 002471-84-3 91
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 78
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 64

Abundance Scan 2310 (15.641 min): VN074968.D\data.ms (-2302) (- | m/z 128.00 100.00%

128.0
5000

510 g7 ‘ ’ 15,50 16.00
Ol BL0L Il 16231900 2488 2830 ./, 177 05  13.17%
m/z--> 20 40 60 80 100120140160 180200220240260 280
Abundance #13686: Naphthalene
128.0
5000
15.50 16.00

129.05 10.81%

’\\\\‘5\3‘-\\(‘)‘\‘\\“}?\7\9“\H\‘\‘H\\‘\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13678: Azulene
128.0

o

15.50 16.00
5000 m z 102.05 8.46%
51.0 j\
Ottt e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13688: 1H-Indene, 1-methylene-
128.0 1550 1600

m/z 126.05 7.55%

5000
51.0
‘W | 870 M

m/z--> 20 40 60 80 100120140160180200220240260280 1550 1600

o

82N102022W.M Mon Oct 24 16:18:07 2022 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102122\
Data File : VN@74968.D

Acqg On : 21 Oct 2022 17:48
Operator : JC\MD

Sample : N5222-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102022W.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- 3.248 73.3 ug/l 9320510 1 8.230 6356860 50.0
Pentane, 2-methyl- 5.359 72.7 ug/l 9240200 1 8.230 6356860 50.0
Cyclopentane, m... 7.336 54.4 ug/l 6917640 1 8.230 6356860 50.0
Butane, 2-metho... 8.783 342.6 ug/l 33970000 2 9.106 4957570 50.0
2-Butenoic acid... 10.735 25.4 ug/l 2279280 3 11.865 4493690 50.0
Benzene, 1l-ethy... 13.335 51.4 ug/1l 21735400 4 13.794 21162300 50.0
Benzene, 1,1'-(... 13.994 85.2 wug/l 36049800 4 13.794 21162300 50.0
Benzene, 1l-ethy... 14.329 28.0 wug/l 11839000 4 13.794 21162300 50.0
Benzene, 1l-ethe... 15.053 29.1 wug/l 12331400 4 13.794 21162300 50.0
1H-Indene, 1-me... 15.641 34.0 ug/l 14380400 4 13.794 21162300 50.0
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