LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60123\
Data File : VNO78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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©51523W.M

Title : SW846 8260

Signal : TIC: VNO78013.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.224 1059 1066 1076 rVB3 2040514 4877151 9.00% 3.077%
2 8.330 1076 1084 1094 rVB2 594129 1419043 2.62% 0.895%
3 8.447 1094 1104 1112 rBV 2421467 5399159 9.97% 3.406%
4 8.582 1120 1127 1139 rVB2 322501 736369 1.36% 0.465%
5 8.712 1139 1149 1157 rBV4 333823 946173 1.75% ©.597%
6 8.971 1184 1193 1204 rBV 1843469 3645939 6.73% 2.300%
7 9.106 1207 1216 1226 rBV 803252 1645888 3.04% 1.038%
8 9.606 1283 1301 1318 rBV 519915 1389488 2.57% 0.877%
9 10.576 1457 1466 1470 rBV 1296822 2525140 4.66% 1.593%

10 10.641 1470 1477 1490 rVV2 28781516 54162179 100.00% 34.172%

11 11.876 1680 1687 1696 rBV 1044313 1933967 3.57% 1.220%
12 11.970 1696 1703 1713 rBV 929943 1699925 3.14% 1.073%
13 12.076 1713 1721 1732 rVV 2723878 5229000 9.65% 3.299%
14 12.406 1764 1777 1786 rBV 1270076 2737169 5.05% 1.727%
15 12.859 1848 1854 1863 rVB2 957205 1790868 3.31% 1.130%
16 13.041 1878 1885 1890 rBV 591283 1004193 1.85% ©.634%
17 13.106 1890 1896 1960 rBV 1628941 2865638 5.29% 1.808%
18 13.170 1903 1907 1914 rVB3 1250780 2731262 5.04% 1.723%
19 13.341 1928 1936 1943 rBV 696729 1393220 2.57% ©0.879%
20 13.488 1955 1961 1968 rBV 2543569 4223185 7.80%  2.665%
21 13.682 1988 1994 1999 rBV3 438172 859437 1.59% ©.542%
22 13.800 2009 2014 2017 rBV2 1136827 2064282 3.81% 1.302%
23 13.959 2033 2041 2042 rBV5 317500 576103 1.06% ©.363%
24 13.994 2042 2047 2051 rBV2 845764 1581730 2.92%  ©0.998%
25 14.111 2063 2067 2074 rBV 1691299 2933621 5.42% 1.851%
26 14.253 2087 2091 2093 rVV 459837 731815 1.35% 0.462%
27 14.282 2093 2096 2100 rVV 543559 837735 1.55% ©.529%
28 14.335 2100 2105 2110 rVB 754458 1157512 2.14%  ©.730%
29 14.453 2119 2125 2130 rVB2 761722 1314392 2.43% 0.829%
30 14.582 2142 2147 2151 rBVS5 478975 867479 1.60% 0.547%
31 14.635 2151 2156 2159 rVV 869284 1397850 2.58% ©.882%
32 14.664 2159 2161 2164 rVV2 511172 659424  1.22%  0.416%
33 14.700 2164 2167 2171 rVB 629401 792121 1.46% ©.500%
34 14.741 2171 2174 2178 rVB 552235 658013 1.21% ©0.415%
35 14.800 2178 2184 2189 rVB5 368178 884794 1.63% ©.558%

36 14.882 2189 2198 2203 rBV4 477264 1194267 2.20% 0.753%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60123\
Data File : VNO78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/1emL/100uL/5.eemL/MSVOA N/MEOH ORA-0588

ALS vial : 8 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©51523W.M

Title : SW846 8260

37 14.964 2203 2212 2219 rBV5 1665936 3921372  7.24% 2.474%
38 15.058 2220 2228 2235 rBV4 1421484 4173810 7.71%  2.633%
39 15.217 2250 2255 2262 rVB 844565 1580021 2.92% 0.997%
40 15.323 2269 2273 2278 rBV2 538725 964837 1.78% 0.609%
41 15.470 2287 2298 2315 rVB2 6810037 13261559 24.48% 8.367%
42 15.606 2316 2321 2324 rBV4 305163 581119 1.07% 0.367%
43 15.705 2333 2338 2342 rBV 467984 879755 1.62%  0.555%
44 15.758 2342 2347 2350 rVVW2 374742 623353 1.15% 0.393%
45 15.841 2357 2361 2372 rVB3 924311 1987080 3.67% 1.254%
46 15.953 2372 2380 2387 rBV3 662883 1672565 3.09%  1.055%
47 16.135 2404 2411 2412 rBV4 321816 607287 1.12% 0.383%
48 16.176 2413 2418 2427 rVB 1210765 2469513 4.56%  1.558%
49 16.352 2439 2448 2454 rBV5 362825 1004345 1.85% 0.634%
50 16.511 2464 2475 2481 rBV3 710493 2075821 3.83% 1.310%

51 16.717 2502 2510 2517 rBV3 762783 1828838 3.38% 1.154%

Sum of corrected areas: 158496806
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

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

Abundance TIC: VN078013.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Hexane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.447  55.35 ug/l 5399160 Pentafluorobenzene 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 96
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 59
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
Abundance Scan 1104 (8.447 min): VN078013.D\data.ms (-1094) (-) m/z 43.10 100.00%
43.
71.0
5000
‘ ‘ 820840860880
100.1 : : : :
"w";‘:um‘m_‘H‘}"H‘HH_HWHW‘%Q‘?-‘? m/z 71.5 81.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0
8.20 8.40 8.60 8.80
m/z 70.10 69.86%
15.0 M\ \‘ | | 10\00
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4464: Heptane
43.0
8.20 8.40 8.60 8.80
5000 7.0 m/z 57.10  64.85%
100.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22113: Heptane, 3,3,4-trimethyl- o NRAREEEE R RS j
430 71.0 8.20 8.40 8.60 8.80
m/z 41.05 59.44%
5000
mlz--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe60123\
Data File : VNO78013.D

Acqg On : 01 Jun 2023 16:26

Operator JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
: SW846 8260

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 Heptane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.971 110.76 ug/l 3645940 1,4-Difluorobenzene 9.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 86
2 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 53
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
5 Oxirane, butyl- 100 C6H120 001436-34-6 47
Abundance Scan 1193 (8.971 min): VN078013.D\data.ms (-1184) (-) m/z 43.05 100.00%
43.0
711
57.1
5000
100.1 ‘_/\w“u“u“u“‘
‘ ‘ ‘ 85.1 8.60 8.80 9.00 9.20
0t e e e e m/z 71.1@ 75.97%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5000 57.0 71.0
20.0 8.60 8.80 9.00 9.20
m/z 41.00 62.56%
e
\\\’\\\\‘\\\.\‘\H}‘H\\“’\}\\‘\\‘Wi‘\H\“1\\\’8\\5\.(\)‘\\\\l\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4091: Acetaldehyde, propylhydrazone
71.0 L
A RamEEEET
300 8.60 8.80 9.00 9.20
5000 m/z 57.10 62.45%
100.0
R
e AR R R R A ARAARS
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0 8.60 8.80 9.00 9.20
m/z 56.05 35.60%
5000 290 57.0 71.0
1.0 150 L “ 8@0 100.0
T T T T T T T
mlz--> 0 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.106  69.41 ug/1 2865640 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1896 (13.106 min): VN078013.D\data.ms (-1890) (- m/z 105.05 100.00%
105.1
5000 Aﬁw\ j\
1300 1350
39.0 . .
SR L ge02 2830 s 100.65  32.31%
m/z--> 50 100 150 200 250
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 T /\J\/\/\ \/\\ T T
13.00 13.50
m/z 77.00 11.29%
39.0
\\‘\‘\‘[‘\‘7\4“)\““‘\”‘!‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
S N— L
13.00 13.50
5000 m/z 91.00 10.95%
39.0
N A U O R ——
m/z--> 50 100 150 200 250
Abundance #10695: Mesitylene — —
105.0 13.00 13.50
m/z 103.05 8.98%
5000 J\/\/\
39.0
S .. T I ISR i SN I L
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Undecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.111 71.06 ug/l 2933620 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Nonane 128 C9H20 000111-84-2 59
5 Tetradecane 198 C14H30 000629-59-4 59
Abundance Scan 2067 (14.111 min): VN078013.D\data.ms (-2063) (- m/z 57.10 100.00%
57.1
5000
85.1
== —
| H || ea e 14.00 14.50
Ot el e m/z 43.05 80.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33079: Undecane
57.0
5000 = =
85.0 14.00 14.50
29.0 m/z 71.18 53.93%
L] e o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
— —
14.00 14.50
5000 m/z 41.00 48.19%
85.0
29.0
‘\‘ | | 11301410 1840
H“H‘w“H,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane — —
57.0 14.00 14.50
m/z 85.10 34.63%
5000 85.0
29.0
| ‘ 1130 141.0 169.0 197.0 2260
‘H“H‘_"W‘H"H‘w"H‘H“_‘H“H‘_“W‘H“H“ Py —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.964 94.98 ug/l 39213760  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 55
2 Tetradecane 198 C14H30 000629-59-4 46
3 Hexadecane 226 C16H34 000544-76-3 46
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 43
5 Tridecane 184 C13H28 000629-50-5 43
Abundance Scan 2212 (14.964 min): VN078013.D\data.ms (-2203) (- m/z 57.10 100.00%
57.1
5000
L 119.1
=
15.00
Al p‘”w‘!‘ ‘%uhq“‘ il LNT02 2001 2810 4305 77.62%
m/z--> 50 100 150 200 250
Abundance #45481: Dodecane
57.0
5000 A}AM”/\/\M \
15.00
m/z 71.05 59.31%
210‘ 99.0 170.0
T \“‘\ ‘\“‘H‘\ ‘!‘ \“‘\ H‘ \“\‘1\49-(‘)\ 1 L B B B B B
m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
‘Y—Y—Y—Y—'—Y—Y—Y—Yﬁ
15.00
5000 m/z 41.00  45.94%
27‘.0 99.0
O 0 w0
miz--> 50 100 150 200 250
Abundance #107217: Hexadecane T
57.0 15.00
m/z 85.10 35.15%
5000
27.0
‘ L %0 410 1g30 2260
A e e R e A e e e S e e
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.059 101.10 ug/l 4173810 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 2228 (15.058 min): VN078013.D\data.ms (-2220) (- | m/z 117.00 100.00%
117.0
5000
Hsbd |
390 77.0 .
) ST T ‘ ‘\“““ I “‘;“‘1“‘?'9 2072 2810 sz 132.05  36.52%
m/z--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 —
15.00
510 ‘ ‘ m/z 115.00  28.56%
1\5-\0‘\ “\‘ }‘H‘\‘H‘ ‘mﬁ‘7“\0‘\m T “\ ‘H\‘ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
T \
15.00
5000 m/z 131.00  18.14%
390 770 ‘ ‘
\“w\w\w\hw‘ﬂuH\W\ — — ——
m/z-—-> 50 100 150 200 250
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 15.00
m/z 91.00 18.11%
5000
" o,
SN 2. T " B U
mlz--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1-Heptanol, 2-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.470 321.21 ug/1 13261600 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 80
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 46
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 35
4 1-Decene 140 C10H20 000872-05-9 30
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 27

Abundance Scan 2298 (15.470 min): VN078013.D\data.ms (-2287) (- m/z 43.10 100.00%

431 711
5000 97.1 \/Af¥‘

H ‘ 131.1 1550

) b L 1822 2079 01 10 01.37%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #34631: 1-Heptanol, 2-propyl-

43.0

3
s

5000

m/z 57.10  89.41%

97.0
\\1\5\‘0\\‘\\“}‘\\“\“\w}\"!\\\“‘\\‘}\1‘2\6\\()\i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14574: Hexane, 2,3,4-trimethyl- \J\k
43.0

5000 71.0 m/z 41.80 74.97%
140 || | | 990 1280
M e ] A
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7566: Cycloheptane, methyl- —
55.0 15.50
970 m/z 55.85  73.54%
5000
27.0
I J
miz—> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 8 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.841  48.13 ug/1 1987080  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Tetradecane 198 C14H30 000629-59-4 52
3 Hexadecane 226 C1l6H34 000544-76-3 49
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 47
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 38
Abundance Scan 2361 (15.841 min): VN078013.D\data.ms (-2357) (- m/z 57.10 100.00%
57.1
w i JLL
= ——
H ‘ 15.50 16.00
m‘mWHu_“‘m“!mJ\Mlmﬁ?‘H_H‘J??"wa m/z 43.05 77.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 T A‘ :
850 15.50 16.00
29.0 m/z 71.10 56.90%
\‘ ‘\‘ Lo M301410 1840
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
e A
15.50 16. 00
5000 85.0 m/z 41.05 39.60%
29.0
“““““,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane = EEe
57.0 15.50 16.00
m/z 105.10 38.75%
5000
85.0
29.0
1130 141.0 169.0 197.0 226.0 A /e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.176  59.82 ug/1 2469510 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 70
3 2(1H)-Quinoxalinone 146 C8H6N20 001196-57-2 46
4 1(2H)-Naphthalenone, 3,4-dihydro- 146 C10H1e0 000529-34-0 46
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 45

Abundance Scan 2418 (16.176 min): VN078013.D\data.ms (-2413) (- m/z 118.10 100.00%

118.1
146.1
5000
e o
. 77-0‘ | 16.00 16.50
,‘HJ‘uu‘;u“‘lh‘w‘mu“‘w”!‘_M‘MHH?‘?:?‘?‘Qﬁ-ﬂww_?%T{ m/z 146.05 61.63%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
16.00 16.50
91.0 m/z 131.05 60.16%

39.0

m/z--> 20 40 60 80 100120140160 180200220240260280

Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5

= : ‘
16.00 16.50
5000 m/z 117.10  48.00%
39.0 ‘
L

m/z--> 20 40 60 80 100120140160 180200220240260280

91.0

-

Abundance #25652: 2(1H)-Quinoxalinone T ‘ :
146.0 16.00 16.50
118.0 m/z 105.00 36.06%
5000
64.0 ‘
miz--> 20 40 60 80 100120140 160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©60123\
Data File : VNO©78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.511 50.28 ug/l 2075820 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 70
4 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 64
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 58
Abundance Scan 2475 (16.511 min): VN078013.D\data.ms (-2464) (- | m/z 131.05 100.00%
131.1
910 e
‘ 1601 ) 16.20 16.40 16.60
\\ \\\ HM ‘hh\ \\ ‘\‘ u\‘ : 1943 — ‘2‘8‘1-; m/z 118.10 59.31%
m/z--> 1 00 150 200 250
Abundance #25049. Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 T rr T rrprrorroy
16.20 16.40 16.60
91.0 m/z 146.05  51.55%
39.0 ‘ ‘
T T T ‘\‘ “‘ \M \‘ L\ ‘\ ‘ T ‘\ Jm \H‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 1 00 150 200 250
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
16.20 16.40 16.60
5000 m/z 145.00 35.77%
39.0 91.0
N A
m/z--> 50 100 150 200 250
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- T
131.0 16.20 16.40 16.60
m/z 117.05 34.69%
5000 91.0
39.0
= —— —— e B M e
miz--> 50 100 150 200 250 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@60123\
Data File : VNO78013.D

Acqg On : 01 Jun 2023 16:26

Operator : JC\MD

Sample : 02958-01

Misc : 1.09g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51523W.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|
Hexane, 3-methyl- 8.447 55.4 ug/l 5399160 1 8.229 4877150 50.0
Heptane 8.971 110.8 ug/l 3645940 2 9.106 1645890 50.0
Benzene, 1l-ethy... 13.106 69.4 ug/l 2865640 4 13.800 2064280 50.0
Undecane 14.111 71.1 ug/l 2933620 4 13.800 2064280 50.0
Dodecane 14.964 95.0 wug/l 3921370 4 13.800 2064280 50.0
Benzene, 2-ethe... 15.059 101.1 wug/l 4173810 4 13.800 2064280 50.0
1-Heptanol, 2-p... 15.470 321.2 ug/l 13261600 4 13.800 2064280 50.0
Tridecane 15.841 48.1 ug/l 1987080 4 13.800 2064280 50.0
Naphthalene, 1,... 16.176 59.8 ug/l 2469510 4 13.800 2064280 50.0
Naphthalene, 1,... 16.511 50.3 ug/l 2075820 4 13.800 2064280 50.0

82N@51523W.M Mon Jun 05 05:41:42 2023

Page:

14



