LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11123\
Data File : VNO©76212.D

Acqg On : 11 Jan 2023 16:04

Operator : JC\MD

Sample : 01e81-01

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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\82N121422W.M

Title : SW846 8260

Signal : TIC: VN@76212.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.171 1030 1040 1044 rBV 233007 572837 10.68% 2.311%
2 8.224 1044 1049 1063 rVB 488265 1090833 20.34% 4.401%
3 8.582 1100 1110 1123 rBV2 265074 754074 14.06% 3.043%
4 9.100 1189 1198 1213 rBV 649689 1311805 24.47% 5.293%
5 10.565 1439 1447 1453 rBvV 947051 1754628 32.72% 7.080%

6 10.629 1453 1458 1470 rVV 340504 631765 11.78%
7 11.865 1660 1668 1678 rBV 793465 1452331 27.09%
8 11.965 1678 1685 1691 rBV 129507 228040  4.25%
9 12.070 1696 1703 1714 rVB 797505 1502490 28.02%
10 12.400 1746 1759 1768 rBV 806127 1396750 26.05%
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11 12.853 1829 1836 1845 rVB 642850 1092045 20.37%
12 13.035 1860 1867 1872 rBV 68959 122070  2.28%
13 13.100 1872 1878 1886 rVV 248147 585584 10.92%
14 13.176 1886 1891 1898 rVB 358468 628530 11.72%
15 13.335 1910 1918 1925 rBV 128881 249199  4.65%

P NNO A
w
<))
w
R

16 13.482 1933 1943 1950 rBV 695620 1188195 22.16%
17 13.794 1989 1996 2015 rVB2 840511 1870350 34.88%
18 13.994 2025 2030 2032 rBV2 57697 96359  1.80%
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19 14.106 2045 2049 2056 rVB 121163 186166 3.47% 751%
20 14.182 2056 2062 2067 rVB2 59656 101127 1.89% 408%
21 14.253 2067 2074 2075 rBV2 37388 59458 1.11%  ©.240%
22 14.270 2075 2077 2083 rVV2 40493 63015 1.18% 0.254%
23 14.329 2083 2087 2092 rVB 51642 78309 1.46% 0.316%
24 14.441 2101 2106 2112 rBV2 36836 66176 1.23% 0.267%
25 14.629 2134 2138 2140 rBV4 50102 71071 1.33% ©.287%
26 14.659 2140 2143 2146 rVV2 55268 81358 1.52% ©.328%
27 14.694 2146 2149 2153 rVB 64255 84608 1.58% ©.341%
28 14.958 2185 2194 2201 rBV5 129893 250663 4.67% 1.011%
29 15.041 2202 2208 2216 rBV3 95304 264112 4.93% 1.066%
30 15.323 2251 2256 2264 rBV6 29053 72109 1.34% 0.291%
31 15.435 2270 2275 2282 rVB7 30559 72244  1.35% 0.291%
32 15.641 2298 2310 2321 rBV 2717125 5361790 100.00% 21.634%
33 15.747 2322 2328 2333 rVWV 61677 112881 2.11% ©0.455%
34 15.835 2339 2343 2353 rVB3 79251 162049 3.02% ©0.654%
35 15.953 2354 2363 2370 rBV3 22743 80718 1.51% ©.326%
36 16.494 2447 2455 2460 rBV3 24469 64401 1.20% 0.260%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11123\
Data File : VN@76212.D

Acqg On : 11 Jan 2023 16:04

Operator : JC\MD

Sample : 0le81-01

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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\82N121422W.M
Title : SW846 8260
37 16.782 2496 2504 2505 rBV 693076 1023626 19.09% 4.130%

Sum of corrected areas: 24783766
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11123\
Data File : VN@76212.D

Acqg On : 11 Jan 2023 16:04

Operator : JC\MD

Sample : 01081-01

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

Abundance TIC: VN076212.D\data.ms
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Abundance TIC: VNO076212.D\data.ms
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Abundance TIC: VN076212.D\data.ms
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: VNO@76212.D

: 11 Jan 2023 16:04
JC\MD

. 01e81-01

: 5.09g/1emL/100ul/5.00mL/MSVOA_N/MEOH

: 18 Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe11123\

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M

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 Benzene, 1l-ethyl-3-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.100  15.65 ug/1 585584  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1878 (13.100 min): VN076212.D\data.ms (-1872) (- | m/z 105.05 100.00%
105.1
5000
120.1
77.0
39.0 631 ' 91‘-0 I 13.00 13.50
Ol ere b e m/z 120,10 31.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 e AL
120.0 13.00 13.50
m/z 77.05 11.75%
39.0 63.0 77.0 91.0
0\\‘\\\\.‘\\\‘\‘\\\1"‘\\\\“\\\\“\‘\‘\\‘\\\‘}“\\\\“}H\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
13.00 13.50
5000 m/z 91.05 10.49%
120.0
77.0 91.0
0l 480 . B0 B0 e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10726: Benzene, 1-ethyl-4-methyl- - ‘
105.0 13.00 13.50
m/z 106.10 9.46%
5000
120.0
510 77.0 91.0
P .. Y T N Ll
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©11123\
Data File : VN@76212.D

Acqg On : 11 Jan 2023 16:04

Operator : JC\MD

Sample : 01081-01

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.335 6.66 ug/l 249199 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 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1918 (13.335 min): VN076212.D\data.ms (-1910) (- | m/z 105.10 100.00%
105.1
5000 M j\
120.1
770 91.1 ““/\“‘ ‘
39.0 63.0 -‘ ‘ 1l 13.00 13.50
O e e e e m/z 120.10 31.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 P e - J\
120.0 13.00 13.50
m/z 76.95 12.74%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 91.10 12.11%
120.0
79.0
39.0 650 | 920 ||
N AR e 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl- — ]
105.0 13.00 13.50
m/z 103.10 9.25%
5000
120.0
77.0 91.0
. | 39\0 | 63\'\0 ‘\\ ‘\ Iy ‘ 1 /\ [‘
O ettt ety N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11123\
Data File : VN@76212.D

Acqg On : 11 Jan 2023 16:04

Operator : JC\MD

Sample : 01081-01

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.959 6.70 ug/1 250663 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tetradecane 198 C14H30 000629-59-4 72
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
4 Hexadecane 226 Cl6H34 000544-76-3 59
5 Decane, 5-propyl- 184 C13H28 017312-62-8 53
Abundance Scan 2194 (14.958 min): VN076212.D\data.ms (-2185) (- | m/z 57.05 100.00%
57.0
5000
=
L 102 o
0 bl sl b L L2070 s 43,05 73.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
5000 R
85.0 15.00
m/z 71.05 58.13%
29 0
L, 312014101700
O H\‘\H\‘HH‘\H\“\H\‘HH‘\‘H\‘HH’\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0
s
15.00
5000 m/z 41.05 48.07%
85.0
29.0
0 ‘\‘ “\ u‘\ \H\ Il “‘113 0 141.0 169.0 198 0
e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester ——
57.0 15.00
m/z 85.10 36.92%
5000 85.0
‘H‘H‘wH‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘HM‘H‘H‘W“ PO e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11123\
Data File : VN@76212.D

Acqg On : 11 Jan 2023 16:04

Operator : JC\MD

Sample : 01081-01

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.041 7.06 ug/1l 264112 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 76
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 76
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl0H14 076089-59-3 76
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 70

Abundance Scan 2208 (15.041 min): VN0O76212.D\data.ms (-2202) (- | m/z 119.10 100.00%
119.1

N

5000
91.0 “Od T
39.0 65.0 148.2 15.
0 ol b 2008 myz 134015 45.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 A VRS :
15.00
91.0 m/z 117.15 24.41%
39.0 650
0 %\5\.‘0\‘\ T \“‘\ \“i‘\“{“u\““H‘i\‘wuw"\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
7 \
15.00
5000 m/z 91.00 18.83%

\\\‘\\\\‘\\\\‘\\\H‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- P
119.0 15.00

m/z 133.05 14.48%

o
w
E—©
o
o2}
al
=}
©
=
o

5000

91.0
e L
| l ! Ll

——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

|~

o

82N121422W.M Thu Jan 12 13:18:17 2023 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11123\
Data File : VN@76212.D

Acqg On : 11 Jan 2023 16:04

Operator : JC\MD

Sample : 01081-01

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Naphthalene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.782  27.36 ug/l 1023630 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2504 (16.782 min): VN076212.D\data.ms (-2496) (- | m/z 142.00 100.00%
142.0
5000
115.1
T
300 630 891 ‘ ‘ 1773 16.40 16.60 .
O e R LR m/z 141.00  83.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 s T SR A
115.0 16.40 16.60
m/z 115.05  33.49%
390 630 890
O ’\\\\“\\H\\“\‘\‘\H\‘\‘\\\’\\\‘}‘\\\\i\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0
—
16.40 16.60
m/z 143.05 11.89%
5000 115.0
390 630 890
1 1l [Nt L ull L
A L o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — ‘
141.0 16.40 16.60
m/z 139.05 10.70%
5000 115.0
39.0 67'0 89.0 ‘
0 ,H‘“"wh‘ww‘uh‘,Hm_mwww_m_m M
m/z--> 20 40 60 80 100 120 140 160 180 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11123\
Data File : VNO©76212.D

Acqg On : 11 Jan 2023 16:04

Operator : JC\MD

Sample : 0le81-01

Misc : 5.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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|
Benzene, 1l-ethy... 13.100 15.7 ug/l 585584 4 13.794 1870350 50.0
Benzene, 1l-ethy... 13.335 6.7 ug/l 249199 4 13.794 1870350 50.0
Dodecane 14.959 6.7 ug/l 250663 4 13.794 1870350 50.0
Benzene, 1,2,4,... 15.041 7.1 ug/l 264112 4 13.794 1870350 50.0
Naphthalene, 2-... 16.782 27.4 ug/l 1023630 4 13.794 1870350 50.0
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