LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82261.D

Acqg On : 22 May 2024 00:20

Operator : JC\MD

Sample : P2494-01 40X

Misc : 5.01g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 36 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\82N051524W.M

Title : SW846 8260

Signal : TIC: VN@82261.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.818 140 147 158 rVB3 11226 26416 1.48% 0.258%
2 5.283 555 566 578 rBvV 13595 44135 2.47% 0.431%
3 8.165 1044 1056 1061 rBV2 136957 330760 18.47%  3.233%
4 8.224 1061 1066 1081 rVB 247432 558832 31.21% 5.462%
5 8.582 1118 1127 1137 rBV 168946 398151 22.24%  3.892%
6 9.100 1207 1215 1226 rBV 374649 767301 42.86% 7.500%
7 9.606 1291 1301 1307 rBV6 10321 20354 1.14% 0.199%
8 10.571 1456 1465 1471 rBV 590326 1085644 60.64% 10.612%
9 10.635 1471 1476 1483 rVB 37379 70169 3.92% 0.686%

10 11.865 1678 1685 1697 rBV 528493 952368 53.20% 9.309%

11 11.965 1697 1702 1708 rVB 16292 24594  1.37% 0.240%
12 12.070 1713 1720 1732 rVB 77451 145656  8.14%  1.424%
13 12.400 1765 1776 1786 rBV2 73996 139755 7.81% 1.366%
14 12.853 1846 1853 1862 rVB 405588 702545 39.24% 6.867%
15 13.100 1889 1895 1899 rBV 28728 50156 2.80%  ©.490%
16 13.176 1902 1908 1913 rVB2 66103 119726 6.69% 1.170%
17 13.341 1927 1936 1942 rBV3 21182 43273 2.42% ©0.423%
18 13.482 1951 1960 1965 rBV 108067 174030 9.72% 1.701%
19 13.529 1965 1968 1973 rVB4 13874 21542 1.20% 0.211%
20 13.794 2006 2013 2031 rVB2 498007 972956 54.35% 9.510%
21 14.017 2049 2051 2056 rVB3 19311 28388 1.59% ©.277%
22 14.106 2061 2066 2072 rBV3 44010 75785  4.23% 0.741%
23 14.176 2072 2078 2083 rVB2 74124 121694 6.80%  1.190%
24 14.247 2083 2090 2092 rBV3 15107 25317 1.41% ©.247%
25 14.270 2092 2094 2099 rVB3 18167 25385 1.42% ©.248%
26 14.329 2099 2104 2108 rBV 17464 26956 1.51% ©0.263%
27 14.441 2117 2123 2128 rBv4 20761 39585 2.21% ©.387%
28 14.582 2140 2147 2151 rBV6 14916 29106 1.63% ©.285%
29 14.629 2151 2155 2157 rVv4 22698 36430 2.03% 0.356%
30 14.659 2157 2160 2163 rVV3 30550 49315 2.75% 0.482%
31 14.694 2163 2166 2170 rVWV 34099 52242 2.92% ©.511%
32 14.735 2170 2173 2176 rVV4 18939 25909 1.45% 0.253%
33 14.794 2176 2183 2188 rVB10 14743 36570  2.04% ©0.357%
34 14.959 2202 2211 2217 rVB3 49840 91056 5.09% ©.890%

35 15.041 2219 2225 2235 rVV4 45354 134138 7.49% 1.311%
36 15.117 2235 2238 2248 rVv8 18926 34872 1.95% 0.341%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82261.D

Acqg On : 22 May 2024 00:20

Operator : JC\MD

Sample : P2494-01 40X

Misc : 5.01g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 36 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\82N051524W.M
Title : SW846 8260
37 15.206 2248 2253 2260 rVB6 23318 46331 2.59% 0.453%
38 15.317 2267 2272 2278 rBV9 14632 34278 1.91% 0.335%
39 15.441 2286 2293 2300 rVB7 19746 52298 2.92% 0.511%
40 15.641 2320 2327 2338 rVV 935791 1790318 100.00% 17.500%
41 15.747 2340 2345 2351 rVB 23502 43721  2.44%  0.427%
42 15.835 2356 2360 2369 rVB5 31810 63175 3.53% 0.618%
43 15.953 2371 2380 2387 rBV7 12272 37221 2.08% 0.364%
44 16.717 2502 2510 2513 rBv4 11822 27103 1.51% 0.265%
45 16.782 2513 2521 2522 rBV = 433341 654853 36.58% 6.401%

Sum of corrected areas: 10230409
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 22 May 2024 ©00:20

: P2494-01 40X
: 5.01g/1emL/100uL/5.00mL/MSVOA_N/MEOH
: 36

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e52124\
VNe82261.D

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51524W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: VN082261.D\data.ms

2.818 5.283

0
Time-->

2.00 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

800000

600000

400000

200000

TIC: VN082261.D\data.ms

10.571

9.100

8.224

0.606 635

0
Time-->

T — T — — —
9.00 9.50 10.00 10.50 11.00 11.50

Abundance

800000

600000

400000

200000

TIC: VN082261.D\data.ms

15.641

365 13.794

12.853

13.482

13.176 14.176

12.070 12.400

111.96

Time-->

14t W@@aﬂMl 151835053
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T

16.717
T T T ‘ T T
14.00 14.50 15.00 15.50 16.00 16.50

13.10013.3413,529
T T T ‘ T T ‘ /\\R T T ‘ T T T
12.00 12.50 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82261.D

Acqg On : 22 May 2024 00:20

Operator : JC\MD

Sample : P2494-01 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 1Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.176 6.25 ug/1 121694 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 91
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 90
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 86
5 Benzene, 1l-ethynyl-4-methyl- 116 CSH8 000766-97-2 86
Abundance Scan 2078 (14.176 min): VN082261.D\data.ms (-2072) (- | m/z 115.00 100.00%
115.0
5000 /\A
ey
39.0 63‘0 88.9 14.00 14.50
Ob oot e il ol 1370 208916 95 9g.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9542: Indene
116.0
5000 A T U
14.00 14.50
m/z 63.00 15.77%
39.0 630 g9
O \\\‘\‘\\1“‘\\”\\““‘\\\\‘\\\\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene
115.0
14.00 14.50
5000 m/z 88.90 13.11%
) 63.0 89.0
R N RO AN N I ———
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9546: Benzene, 1-propynyl- i M LR\,
115.0 14.00 14.50
m/z 105.00  10.98%
5000
39 63.0 890
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e52124\

: VN@e82261.D
: 22 May 2024 ©00:20

JC\MD

¢ P2494-01 40X
: 5.01g/1emL/100uL/5.00mL/MSVOA_N/MEOH
: 36 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51524W.M

. SW846 8260

: 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 o-Cymene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.041 6.89 ug/l 134138 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 62
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 62
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 58
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 58
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 58

Abundance Scan 2225 (15.041 min): VN082261.D\data.ms (-2219) (- | m/z 118.95 100.00%
119.0
5000
5.0 ALV
147.9 168.0 15.00
(o} m/z 134.00 41.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene
119.0
/\ L 2 M
5000 EETE B LAY
91.0 15.00
m/z 117.10 37.44%
39.0 650 ‘
0 \1\5‘\‘0‘\‘\H“H“V\“‘M‘\H‘H‘\M‘\“‘“H‘MH\‘\‘HH‘\\H
miz--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
15.00
5000 m/z 114.90 22.26%
91.0
Ol
miz--> 20 40 60 80 100 120 140 160 /ﬂ%
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- [ Ty —
119.0 15.00
m/z 90.95 21.44%
5000
390 91.0
: 65.0
0 Eq?‘huw‘wbwﬂu‘Mw‘t‘ﬁ%‘Ml‘uh“‘u““‘ —
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52124\
Data File : VN@82261.D

Acqg On : 22 May 2024 00:20

Operator : JC\MD

Sample : P2494-01 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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 Naphthalene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.782  33.65 ug/l 654853 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 2521 (16.782 min): VN082261.D\data.ms (-2513) (- | m/z 141.95 100.00%
141.9
5000
115.0 J/\
T
390 630 ggo 16.40  16.60
O b i 1599 o 41 00 87.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 e
115.0 16.40  16.60
m/z 114.95 36.88%
s10, 710 890 |
0 ‘\\\\‘\\‘\\"‘\\‘\”\’\‘\\\’\\\‘}‘\‘\\\i\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
—
16.40 16.60
m/z 139.00 12.01%
5000 115.0
390 590, 890 I
1 1l Wy 1l i L il I
o R aa B
m/z--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- T ‘
141.0 16.40 16.60
m/z 143.00 11.86%
5000 115.0
300 630  ggp
U O VP O RSOSSN e
m/z--> 20 40 60 80 100 120 140 160 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52124\
Data File : VN@82261.D

Acqg On : 22 May 2024 00:20

Operator : JC\MD

Sample : P2494-01 40X

Misc : 5.01g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.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|
Indene 14.176 6.3 ug/l 121694 4 13.794 972956 50.0
o-Cymene 15.041 6.9 ug/l 134138 4 13.794 972956 50.0
Naphthalene, 2-... 16.782 33.6 ug/l 654853 4 13.794 972956 50.0
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