LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71107.D

Acqg On : 28 Feb 2022 20:20
Operator : JC\MD

Sample : N1689-07

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\82N©21522W.M

Title : SW846 8260

Signal : TIC: VN@71107.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.240 36 43 49 rBV3 105358 251667 4.96% 0.677%
2 2.440 73 77 85 rvB2 51679 88296 1.74% 0.237%
3 3.128 185 194 204 rVB 189555 434566  8.56% 1.169%
4 3,516 251 260 273 rVB4 51101 164704  3.24%  0.443%
5 3.999 331 342 354 rVB2 42709 120548 2.37% 0.324%
6 4.287 377 391 409 rBV 40324 137153 2.70% 0.369%
7 5.087 515 527 531 rBV2 24733 88185 1.74% 0.237%
8 5.181 533 543 561 rVW6 59330 321097 6.32% 0.864%
9 5.622 602 618 633 rBv4 63594 229811 4.53% 0.618%
106 5.928 660 670 683 rVB6 15563 57209 1.13% 0.154%
11 6.463 753 761 772 rVB6 28802 91709 1.81% 0.247%
12 6.610 775 786 795 rBV4 29094 92835 1.83% 0.250%
13 6.904 826 836 846 rBv4 26059 71594  1.41% 0.193%
14 7.145 863 877 886 rBv2 176003 530498 10.45% 1.427%
15 7.845 988 996 1002 rVB2 53621 123260 2.43% 0.332%
16 8.016 1015 1025 1030 rBV 613473 1480985 29.17%  3.983%
17 8.081 1030 1036 1047 rVV 1390027 3336862 65.72% 8.974%
18 8.169 1047 1051 1063 rVB6 36522 102576 2.02% 0.276%
19 8.434 1087 1096 1111 rBV2 777382 2157987 42.50% 5.804%
20 8.575 1113 1120 1126 rVV7 44498 146634 2.89% 0.394%
21  8.634 1127 1130 1137 rVW4 43630 112094 2.21% 0.301%
22 8.704 1137 1142 1152 rVV5 35127 99028 1.95% 0.266%
23 8.963 1177 1186 1200 rBV 1834936 3965690 78.10% 10.666%
24 9.198 1219 1226 1229 rBV3 38732 84018 1.65% 0.226%
25 9.245 1229 1234 1243 rVB 70720 147525 2.91% 0.397%
26 9.451 1253 1269 1277 rBV6 99965 318276 6.27% 0.856%
27 9.875 1337 1341 1349 rVB3 29290 57636 1.14% 0.155%
28 9.969 1349 1357 1361 rBV3 82092 162936 3.21% 0.438%
29 10.016 1361 1365 1377 rVVé6 62967 143543 2.83% 0.386%
30 10.316 1410 1416 1422 rBV2 83237 165648 3.26% 0.446%
31 10.439 1428 1437 1446 rBV 2729445 5077522 100.00% 13.656%
32 10.639 1460 1471 1476 rBv4 67425 149532 2.94% 0.402%
33 10.710 1476 1483 1490 rVB2 54601 108089 2.13% 0.291%
34 10.857 1499 1508 1518 rVB 94541 206193 4.06%  ©.555%
35 11.128 1547 1554 1558 rBV3 30286 57249 1.13% 0.154%

36 11.739 1650 1658 1670 rVV 2367367 4257807 83.86% 11.451%

82N©21522W.M Tue Mar 01 16:29:23 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VN©71107.D

Acqg On : 28 Feb 2022 20:20
Operator : JC\MD

Sample : N1689-07

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\82N©21522W.M
Title : SW846 8260
37 11.839 1670 1675 1684 rVV 163172 296283 5.84% 0.797%
38 11.957 1688 1695 1707 rVB 93234 187121 3.69% 0.503%
39 12.574 1794 1800 1806 rBV 43241 70944 1.40% 0.191%
40 12.727 1818 1826 1837 rBV 1872969 3194520 62.91% 8.592%
41 12.916 1852 1858 1864 rBV 33383 54695 1.08% 0.147%
42 13.9010 1866 1874 1879 rBV 44100 73807 1.45% 0.199%
43 13.216 1903 1909 1918 rBV 125233 212446 4.18% 0.571%
44 13.363 1928 1934 1942 rVB 316582 504356 9.93% 1.356%
45 13.669 1979 1986 1999 rBV 1828004 3258755 64.18% 8.764%
46 13.833 2008 2014 2017 rBV 126210 219165 4.32% 0.589%
47 13.874 2017 2021 2025 rVV 283757 455882  8.98% 1.226%
48 13.916 2025 2028 2036 rVB3 53725 94542  1.86% 0.254%
49 13.998 2036 2042 2046 rBV 35375 55814 1.10% 0.150%
50 14.063 2047 2053 2059 rBV 69834 114520 2.26%  ©.308%
51 14.127 2059 2064 2067 rBV 60856 105921 2.09% 0.285%
52 14.210 2073 2078 2084 rBV 180428 285515 5.62% 0.768%
53 14.274 2084 2089 2092 rVV 65487 102909 2.03% 0.277%
54 14.321 2092 2097 2104 rVB2 400099 659505 12.99% 1.774%
55 14.457 2114 2120 2126 rVB2 95207 156089 3.07% 0.420%
56 14.533 2126 2133 2136 rBV 148066 238886 4.70%  0.642%
57 14.574 2136 2140 2145 rVB 151041 232177 4.57% 0.624%
58 14.804 2174 2179 2185 rVvVv2 101601 176200 3.47% 0.474%
59 14.927 2192 2200 2206 rBv3 315760 630149 12.41% 1.695%
60 14.986 2206 2210 2216 rVB4 26294 57100 1.12% 0.154%
61 15.080 2220 2226 2234 rBV4 36936 74293 1.46%  0.200%
62 15.186 2234 2244 2249 rBV2 82991 221403 4.36% 0.595%

63 15.310 2256 2265 2272 rVB2 120070 307704 6.06% ©.828%

Sum of corrected areas: 37181663
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

2500000
2000000
1500000
1000000
500000
0
Time--> 2
Abundance
2500000
2000000
1500000

1000000

500000

: N1689-07
: 5.0mL/MSVOA_N/WATER
. 22

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@©22822\

: VNO@71107.D
: 28 Feb 2022 20:20

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VNO71107.D\data.ms

3.128
2.2405 440

5.622

3.516 3.999 4.287 5.08181 5.928 6.468.610 6.9
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TIC: VNO71107.D\data.ms

10.439
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11.
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Time-->
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Time-->

82N021522W.M
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TIC: VNO71107.D\data.ms

T
11.50

12.727

13.669
14.321 14.927

14.21 24
2574 | 121029 /L%@ SR 200, g0

T ‘ T T ‘ T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T
12.50 13.00 13 50 14.00 14.50 15.00 15.50 16.00

13.363
1.957

T T
12.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VNO©71107.D

Acqg On : 28 Feb 2022 20:20
Operator : JC\MD

Sample : N1689-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 5
R.T. EstConc Area Relative to ISTD R.T.
3.128 6.51 ug/1 434566  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
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 14
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
Abundance Scan 194 (3.128 min): VN071107.D\data.ms (-185) (-) m/z 43.05 100.00%

43.0
57.1
5000

2.80 3.00 3.20 3.40

Ol et 7800 s 42,10 89.43%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 21.0 u‘uu‘uu,uu‘uu‘

2.80 3.00 3.20 3.40

15.0 m/z 41.10 81.95%
2.0 il i H\‘ 72\0
O\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
‘w‘u‘_‘u,‘u‘_‘u‘
2.80 3.00 3.20 3.40
5000 m/z 57.10 65.46%
7.
27.0 57.0 720
15'0 \‘\‘ \‘\ | \M‘ ‘
or--r——1—vr—t-—r-t———
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol R
42.0 2.80 3.00 3.20 3.40

m/z 39.10  29.99%

31.0
5000 ‘/\
570 720
0 150 |, “\ ol ]

m/z--> 0O 10 20 30 40 50 60 70 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©22822\
Data File : VNO©71107.D

Acqg On : 28 Feb 2022 20:20
Operator : JC\MD

Sample : N1689-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Cyclopentane, methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.145 7.95 ug/1 530498 Pentafluorobenzene 8.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 46
Abundance Scan 877 (7.145 min): VNO71107.D\data.ms (-863) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1 J\\
S e A RREEaREE

H ‘ 84.1 6.80 7.00 7.20 7.40

Ol el il L w2 41,10 52.04%

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 69.10 41.30%
““ \H‘

84.0
H‘\H‘w}?9w‘wh‘H‘w“w“‘M‘”i‘H‘M!H\‘
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1678: Cyclopropane, propyl-
41.0 56.0 /\

6.80 7.00 7.20 7.40

o

5000 m/z 55.10  26.44%
27.0
69.0
|
ottt
miz--> 0 10 20 30 40 50 60 70 80 90 A
Abundance #1659: Cyclobutane, ethyl- MRt
56.0 6.80 7.00 7.20 7.40

m/z 39.00 21.76%

41.0
5000
27.0
‘ ‘ 69.0
0 1.0 150 H ‘\ 1l ‘ 84‘0

m/z--> 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@22822\
Data File : VNe71107.D

Acqg On : 28 Feb 2022 20:20

Operator JC\MD

Sample : N1689-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.M
: 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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.874 6.99 ug/1l 455882  1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 64
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 59
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58

5 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18

Abundance Scan 2021 (13.874 min): VN071107.D\data.ms (-2017) (-

5000

o

11

r.1

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0,

m/z-->
Abundance

5000

004439-45-6 53

m/z 117.10 100.00%

]

m/z-->

57.9 91"0 13.50 14.00
e e 18012069 s 118,65 56.36%
20 40 60 80 100 120 140 160 180 200
#10181: Indane
11y7.0
o M/\
13.50 14.00
m/z 115.10 35.09%
39.0 63.0 91.0
\:L\E)\.‘()\‘\\\“.\\H\\““\‘\\\h‘\\“\\“‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
20 40 60 80 100 120 140 160 180 200
#10202: Benzene, 1-ethenyl-4-methyl-
117.0
‘ J\ = ‘Af/\
13.50 14.00
m/z 91.05 14.81%
91.0
39.0 63.0
15.0
R e R
20 40 60 80 100 120 140 160 180 200 MAA/\
#10192: Benzene, 2-propenyl- R e e e
117.0 13.50 14.00
m/z 116.10 11.50%
91.0
39.0 65.0
20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22822\
Data File : VNe71107.D

Acqg On : 28 Feb 2022 20:20

Operator JC\MD

Sample : N1689-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21522W.M
: 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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.321 10.12 ug/l 659505 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 80

Abundance Scan 2097 (14.321 min): VN071107.D\data.ms (-2092) (-
117.1

5000
65.0 91.1 4
39.1 .
o R N TSN S 1 AN
m/z--> 20 40 0 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
91.0
51.0 1
0 \\\‘2\7‘\.(\)\“ T \“V \‘,‘1‘ \7\4“‘-19‘ T \“\ T ‘H“\ T H‘ T }“\‘3\0‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000
91.0
51.0 ‘ 133.0
0 H“%KQ‘M‘HM‘N“?WR Ni‘pm‘w“‘uWM““‘
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000
91.0
w0, w0 " | o
) S ORISR RN | M o
miz--> 20 40 6 80 100 120 140
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m/z 117.05 100.00%

L)

14.00 14.50
m/z 115.10 33.93%
14.00 14.50
m/z 132.00 25.65%
} J
14.00 14.50
m/z 91.10 15.25%
14.00 14.50
m/z 119.10 10.66%
14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©22822\
Data File : VNO©71107.D

Acqg On : 28 Feb 2022 20:20
Operator : JC\MD

Sample : N1689-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.927 9.67 ug/l 630149 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 91
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90

Abundance Scan 2200 (14.927 min): VNO71107.D\data.ms (-2192) (- m/z 117.10 100.00%

11v.1
5000
T

30.0 77_0‘ ) 15.00
Ol M 2482 207.0 2806 47 132,05 36.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- /\
117.0
5000 "/\ A\

15.00
m/z 115.00  31.05%

39.0 77‘0 |
N T il
H\‘\H\‘HH’HH‘HH‘H\\‘HH‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0

o

1500
5000 m/z 131.05 20.32%
390 770
0"WH“‘mu,“‘m“‘Hm”lh‘!“W“m‘,"H‘HH‘mwm,uu,uuw
m/z--> 20 40 60 80 100120140160180200220240260280 M/\/\
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- e
117.0 15.00

m/z 91.05 14.42%

5000
39.0 ‘
o 1L ay |

m/z--> 20 40 60 80 100120140160180200220240260280 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@22822\
Data File : VN©71107.D

Acqg On : 28 Feb 2022 20:20
Operator : JC\MD

Sample : N1689-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21522W.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- 3.128 6.5 ug/l 434566 1 8.081 3336860 50.0
Cyclopentane, m... 7.145 8.0 ug/l 530498 1 8.081 3336860 50.0
Indane 13.874 7.0 ug/l 455882 4 13.669 3258760 50.0
Benzene, 1l-ethe... 14.321 10.1 ug/l 659505 4 13.669 3258760 50.0
Benzene, 1l-ethe... 14.927 9.7 ug/l 630149 4 13.669 3258760 50.0
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