LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VNO©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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©81522W.M

Title : SW846 8260

Signal : TIC: VN@73982.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.081 195 203 212 rBvV2 75800 168337 6.01% 0.602%
2 3.475 257 270 281 rBV4 20020 67963 2.43% 0.243%
3  3.657 292 301 314 rVB 39126 93073 3.32% ©.333%
4 3.828 323 330 338 rBV3 14079 35120 1.25% 0.126%
5 3.928 338 347 359 rVB2 80703 219490 7.84% 0.785%
6 4.187 380 391 409 rBv4 21803 83536 2.98% 0.299%
7 4.887 497 510 519 rBV 57873 183918 6.57% 0.658%
8 4.998 519 529 535 rVWW3 22078 79755 2.85% 0.285%
9 5.104 538 547 559 rVB3 42476 170209 6.08% 0.609%
10 5.292 568 579 594 rVB4 34715 126447 4.51% 0.452%
11 5.534 603 620 640 rBV3 160288 575329 20.54% 2.057%
12 6.381 751 764 776 rBV2 16919 48745 1.74% 0.174%
13 6.522 778 788 796 rBv4 12218 37974 1.36% 0.136%
14 6.610 796 803 814 rVV3 12348 36025 1.29% 0.129%
15 6.816 830 838 848 rBv4 10379 32986 1.18% 0.118%
16 7.069 870 881 890 rVV2 55159 154751 5.53% ©.553%
17 7.239 902 910 920 rBv2 27388 78080 2.79% 0.279%
18 7.769 994 1000 1009 rVB3 22593 54254 1.94% 0.194%
19 7.951 1018 1031 1037 rBV 412130 1021531 36.47% 3.653%
20 8.016 1037 1042 1053 rVV 789107 1835728 65.54% 6.564%
21 8.104 1053 1057 1071 rVB4 27503 68899  2.46%  0.246%
22 8.380 1093 1104 1114 rBV3 609401 1745030 62.30% 6.240%
23 8.469 1114 1119 1122 rVV2 25834 59933 2.14% 0.214%
24  8.533 1122 1130 1143 rVB4 71217 278705 9.95% 0.997%
25 8.904 1184 1193 1205 rBV 1020623 2105736 75.18% 7.530%
26 9.392 1264 1276 1283 rBV5 29277 88207 3.15% 0.315%
27 9.739 1328 1335 1342 rBV8 11303 30933 1.10% 0.111%
28 9.822 1342 1349 1358 rVB 53358 106849 3.81% 0.382%
29 9.916 1358 1365 1366 rBV3 24919 44023 1.57% 0.157%
30 9.951 1366 1371 1380 rVB 118966 248525 8.87% ©0.889%
31 10.139 1396 1403 1406 rBV5 14684 30920 1.10% 0.111%
32 10.310 1427 1432 1436 rVV3 21612 35929 1.28% 0.128%
33 10.380 1436 1444 1451 rVV 1430012 2579951 92.11% 9.225%
34 10.445 1451 1455 1469 rVB 154161 299167 10.68% 1.070%
35 10.798 1508 1515 1524 rBV5 11980 28894 1.03% 0.103%
36 10.886 1524 1530 1540 rVB3 17474 34904 1.25% 0.125%

82N081522W.M Thu Aug 18 13:57:58 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VNO©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 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©81522W.M
Title : SW846 8260
37 11.074 1556 1562 1571 rVB 83612 146539 5.23% 0.524%
38 11.527 1634 1639 1646 rBV2 14286 30982 1.11% 0.111%
39 11.686 1657 1666 1675 rBV 1519889 2613923 93.33% 9.347%
40 11.786 1675 1683 1693 rVV 1015964 1713444 61.18% 6.127%
41 11.898 1694 1702 1713 rVB 288189 565300 20.18% 2.021%
42 12.521 1800 1808 1818 rBV 511355 841996 30.06% 3.011%
43 12.674 1825 1834 1845 rVB 1293490 2208778 78.86% 7.898%
44 12.862 1858 1866 1873 rVB 532733 845823 30.20% 3.024%
45 12.957 1876 1882 1886 rvVv 37326 62459  2.23% ©.223%
46 12.998 1886 1889 1896 rVB3 34179 54735 1.95% 0.196%
47 13.162 1910 1917 1925 rBV 89909 148404 5.30% ©.531%
48 13.439 1955 1964 1970 rBV3 28309 64355 2.30% 0.230%
49 13.615 1986 1994 2007 rBV 1668300 2800826 100.00% 10.015%
50 13.780 2015 2022 2023 rBV 80868 106624 3.81% ©0.381%
51 13.815 2023 2028 2034 rVV 704286 1161741 41.48% 4.154%
52 13.857 2034 2035 2046 rVWV4 37686 75308 2.69% 0.269%
53 13.945 2046 2050 2055 rVB3 18468 28552 1.02% ©.102%
54 14.009 2055 2061 2066 rBV 59976 93577 3.34% 0.335%
55 14.157 2079 2086 2092 rBV 191917 287408 10.26% 1.028%
56 14.215 2092 2096 2100 rVWV 24140 41405 1.48% 0.148%
57 14.268 2100 2105 2112 rVB2 96031 154252 5.51% ©.552%
58 14.480 2131 2141 2151 rBV 131418 228364 8.15% 0.817%
59 14.751 2181 2187 2193 rBV 80486 131997 4.71% 0.472%
60 14.868 2198 2207 2213 rVV3 182028 394008 14.07% 1.409%
61 15.133 2246 2252 2256 rBV2 30942 48646 1.74% 0.174%
62 15.245 2265 2271 2277 rVB4 22115 50048 1.79% 0.179%
63 15.439 2297 2304 2310 rVB2 65117 122067 4.36% 0.436%
64 16.733 2518 2524 2533 rVB4 23690 54591 1.95% ©.195%
Sum of corrected areas: 27966008
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N4204-25 10X
: 5.0mL/MSVOA_N/WATER
: 19 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe81722\

: VN@73982.D
: 17 Aug 2022 17:36

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: VNO73982.D\data.ms

5.534

3.081 3.928
3.4753.65%.82 4.187 4.88795gl045.292 6.384.328106.81

Time-->
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I I T I I I I I 1 | | | | |
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Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VN073982.D\data.ms

11.686
10.380

8.904 11.7¢

8.016

8.380

9.951 -445

0
Time-->

3 11.074
7.06% 239 7760 | 8104 |84 9.392 o 738931610.139.3 101886 /1 11.527
S e S IR 2R
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Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: VNO73982.D\data.ms
13.615

12.674

13.815

12.521|| 12.862

1.898
14.157 14.868

16.73

Time-->

4.26§‘4'480
2ol | 1000 BN | 4T ssasmaes
‘\ \‘\\\\’\ \‘\\\\‘\\\\‘\\\\‘\ \‘\ T

T ‘ T T ‘
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VN©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.928 5.98 ug/l 219490  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87

4 2-Methyl-1-butene 70 C5H10 000563-46-2 83
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 80

Abundance Scan 347 (3.928 min): VN073982.D\data.ms (-338) (-) m/z 55.10 100.00%

5000

A

H‘ ‘ 3.60 3.80 4.00 4.20
il W

OF el b bl e e m/z 70.10 49.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 ”/\H‘HH‘HH‘HH‘HH’

3.60 3.80 4.00 4.20
m/z 39.00  27.88%
4

29.0
TTT ‘ \‘H\ TTT ‘\ ‘ \‘\“\ T ‘ TTTT ‘ TTTT ’ TTTT ’ TTTT ’ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: 2-Butene, 2-methyl- /\
55.0 /»\

u‘uu‘u\wuu‘uu,

3.60 3.80 4.00 4.20

o

5000 m/z 40.95 27 .42%
29.0
0 m‘“;“u;‘mu“\wmWm_m,‘M,HH,HHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #660: Cyclopropane, 1,1-dimethyl- H_m‘mmuwm,
55.0 3.60 3.80 4.00 4.20

m/z 42.00 19.37%

5000

29.0
M‘ \MH\ \\ nfr

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\ L L I R R R IR

m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VN©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.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 Cyclopentene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.887 5.01 ug/l 183918 Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 64
3 1-Butyne, 3-methyl- 68 C5H8 000598-23-2 59
4 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 58
5 1,3-Pentadiene 68 C5H8 000504-60-9 53
Abundance Scan 510 (4.887 min): VN073982.D\data.ms (-497) (-) m/z 67.10 100.00%
67.1
5000 /\v
390 _ L L L L B LR
‘ 4.60 4.80 5.00 5.20
o""m‘“"""Hl:""""‘H‘Mw_www m/z 68.10  39.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #501: Cyclopentene
67.0
5000 R R R AL R R
39.0 4.60 4.80 5.00 5.20
53.0 m/z 39.00 24 .44%
0\\\‘\\\\‘\\\\‘\\\\Hl\\\‘\‘\\\‘\\H\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3123: 2,3-Diazabicyclo[2.2.1]-hept-2-ene
67.0
A
4.60 4.80 5.00 5.20
5000 m/z 53.10 20.00%
39.0 53.0
270
0 ‘\ Ll 810 970
H“‘H‘,‘H“‘H“‘H“ F e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #520: 1-Butyne, 3-methyl- BRI e 4 S A
53.0 67.0 4.60 4.80 5.00 5.20
m/z 39.95 10.20%
5000 27.0
39.0
o) ——
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20

82N@81522W.M Thu Aug 18 13:58:03 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VN©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.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 Cyclooctyl alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.533 6.62 ug/1l 278705 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctyl alcohol 128 C8H160 000696-71-9 56
2 cis-2-tert-Butylcyclohexanol, tr... 252 C12H19F302 1000467-27-6 25
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 10
4 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 9
5 Cyclohexanol 100 C6H120 000108-93-0 9

Abundance Scan 1130 (8.533 min): VN073982.D\data.ms (-1122) (-) m/z 57.10 100.00%

57.1
5000

991 8.20 8.40 8.60 8.80
I I 206.9 ;
ol bl b TR /2 67.08 0 39.70%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14307: Cyclooctyl alcohol
57.0

5000 SNSED NS AN
8.20 8.40 8.60 8.80
I

29.0 m/z 41.85  29.11%

: 95.0
0 \““*‘\‘U“““\‘““1\2“7"9\"H\HH\HHWHWHM
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #137624: cis-2-tert-Butylcyclohexanol, trifluoroacetate \/\
57.0

8.20 8.40 8.60 8.80

5000 m/z 56.10 26.58%
‘ 123.0
0 w***\**‘**‘\‘*H‘MW‘H‘“W\mw*H\:LHS?’*\QHw”w””wz*?’z‘(
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8676: Butane, 2,2,3,3-tetramethyl- PN e
57.0 8.20 8.40 8.60 8.80

m/z 54.00  20.56%

5000
290‘
012:0, \‘\‘ I %90

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 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@81722\
Data File : VN©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.M
Quant Title : SW846 8260

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

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

Peak Number 4 Pentane, 2,3,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.951 5.90 ug/1 248525 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 78
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
3 Hexadecane 226 C16H34 000544-76-3 53
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 50
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50

Abundance Scan 1371 (9.951 min): VN073982.D\data.ms (-1366) (-) m/z 43.00 100.00%

43.0
71.1
5000
e
‘ 99.2 10.00
0Lt b e m/z 710100 72.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 e i /\
10.00
m/z 70.00 66.51%
o359 | | | Jeno
\‘\H\‘\i\\‘}\\‘\‘\H\‘}\\\“HH‘\\H’\H\‘HH‘\H\‘\H\‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
a
710 10.00 .
5000 m/z 57.00 57 .667%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 J\ A A/\
Abundance #107218: Hexadecane e
57.0 10.00
m/z 85.05 45.17%
5000
85.0
29.0
0 ‘\ ““ i H‘ (1130 141.0169.0 197.0 226.C e
e e e e e e o T e e ey
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VN©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.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 Deltacyclene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.815 20.74 ug/1l 1161746  1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 64
2 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 59
4 Indole 117 C8H7N 000120-72-9 46
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
Abundance Scan 2028 (13.815 min): VN073982.D\data.ms (-2023) (- | m/z 117.10 100.00%
117.1
5000
63.0 91‘ 1 13.50 14.00
0l 280 b 2992 mjz 118,10 56.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10184: Deltacyclene
11v.0
5000 o —
13.50 14.00
91.0 .
39.0 m/z 115.00  34.31%
‘ 65.0 ‘
O \\\’\\\\}\\“‘H“‘\‘\\\H‘\\‘}\“\\\1“\\\\’\\\\‘\\H‘\\\\’\\\\‘\\H‘\
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
— —
13.50 14.00
5000 m/z 91.10 13.25%
91.0
0 390 650 | | 1430 178.0203.0 234.0
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72301: trans-Cinnamyl bromide
117.0 13.50 14.00
m/z 116.05 9.27%
5000
91.0
o 2080 | L aesousso L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VN©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.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 o-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.156 5.13 ug/1 287408 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 2086 (14.157 min): VN073982.D\data.ms (-2079) (- | m/z 119.10 100.00%
119.1
5000
134.1
Jan ULV, S 1N
91.0
390 651 | 14.00 14.50
Ot e e e e e e m/z 134.05  32.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
5000 /\m/\\ ‘ U
134.0 14.00 14.50 .
91.0 m/z 91.00 14.43%
41.0 65.0 I
0 \\‘H\\‘\H‘\‘HH"HH“\H‘i’\‘\‘\\‘\H‘i“H\\’i‘\u‘\WH’H‘\\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
14.00 14.50
5000 m/z 117.10 10.01%
91.0 134.0
39.0 65.0 ‘ ‘
0“%ﬁeuuwuuw‘HMHWMMWHNM‘NNHWNMWJ¢LH‘_Mw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- — DOVi —
119.0 14.00 14.50
m/z 120.10 8.59%
5000
91.0 134.0
wowo )
L S R T 1 OO B O W RN LW WL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VN©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.868 7.03 ug/1 394008 1,4-Dichlorobenzene-d4 13.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 83
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
Abundance Scan 2207 (14.868 min): VN073982.D\data.ms (-2198) (- | m/z 117.00 100.00%
117.0
5000 A
1450 1500
39.0 77.0 , : .
ol Aty J wu”‘w 1680 2090 28l .7 132.05 37.52%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 o A
14.50 15.00
51.0 ‘ m/z 115.00 30.21%
01\5\0‘\ “i‘ }‘M\‘\H“nﬁ7\;p‘m\‘“‘ ‘Hr‘\ L B s s B B B
miz-> 50 100 150 200 250
Abundance #16104: Indan, 1-methyl-
117.0
- VSN
14.50 15.00
5000 m/z 119.10 18.33%
%0 o
Y S 0 i S Y —
m/iz--> 50 100 150 200 250
Abundance #16120: Benzene, 2-butenyl- T .
117.0 14.50 15.00
m/z 131.05 16.56%
5000
390 450 ‘
ol M‘H‘ bt s SRR Ao N Nl VL,
m/z--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81722\
Data File : VNO©73982.D

Acqg On : 17 Aug 2022 17:36
Operator : JC\MD

Sample : N4204-25 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81522W.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|
Cyclopropane, 1... 3.928 6.0 ug/l 219490 1 8.016 1835730 50.0
Cyclopentene 4.887 5.0 ug/l 183918 1 8.016 1835730 50.0
Cyclooctyl alcohol  8.533 6.6 ug/l 278705 2  8.904 2105740 50.0
Pentane, 2,3,3-... 9.951 5.9 wug/l 248525 2 8.904 2105740 50.0
Deltacyclene 13.815 20.7 ug/l 1161740 4 13.615 2800830 50.0
o-Cymene 14.156 5.1 wug/l 287408 4 13.615 2800830 50.0
Benzene, 2-ethe... 14.868 7.0 ug/l 394008 4 13.615 2800830 50.0
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