LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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\82N062724W.M

Title : SW846 8260

Signal : TIC: VN@82765.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.165 1046 1056 1059 rBV 82702 188090 1.39% 0.363%
2 8.218 1059 1065 1075 rVV2 236644 562778 4.16% 1.085%
3  8.441 1091 1103 1118 rBV 193603 446240 3.30% 0.860%
4 8.577 1118 1126 1136 rVB 88454 196233 1.45% 0.378%
5 8.959 1183 1191 1205 rVB 329780 651740 4.82% 1.257%
6 9.100 1205 1215 1228 rBV 211273 439044 3.25% 0.846%
7 9.594 1283 1299 1304 rBV3 104408 263420 1.95% 0.508%
8 10.206 1397 1403 1416 rVB2 154470 372463 2.75% 0.718%
9 10.341 1416 1426 1437 rBV 155400 329502 2.44% 0.635%
10 10.565 1457 1464 1469 rBV 477312 919818 6.80% 1.773%
11 10.629 1469 1475 1488 rVV 3323506 6087823 45.01% 11.737%
12 10.741 1488 1494 1504 rVB 466335 791430 5.85% 1.526%
13 11.006 1530 1539 1548 rBV3 103681 255915 1.89% 0.493%
14 11.171 1559 1567 1574 rVB 92691 163267 1.21% 0.315%
15 11.271 1574 1584 1592 rBV 107219 236007 1.74%  0.455%
16 11.347 1592 1597 1602 rVV2 125155 244204 1.81% 0.471%
17 11.418 1602 1609 1614 rVV3 131849 312858 2.31% 0.603%
18 11.576 1631 1636 1639 rBV 86261 140075 1.04% 0.270%
19 11.641 1639 1647 1660 rVV3 491116 1273471 9.41% 2.455%
20 11.747 1660 1665 1676 rVB 365434 604062 4.47%  1.165%

21 11.865 1676 1685 1694 rBV 312157 579625 4.28% 1.117%
22 11.965 1694 1702 1712 rVV 1360154 2426839 17.94% 4.679%
23 12.071 1712 1720 1731 rVV 7169961 13526922 100.00% 26.079%
24 12.153 1731 1734 1740 rVB2 108475 180079 1.33% ©0.347%
25 12.400 1764 1776 1784 rBV 2754964 5105706 37.74% 9.843%

26 12.482 1785 1790 1795 rVB3 118843 203739 1.51% ©.393%
27 12.853 1847 1853 1862 rVB2 295334 577840  4.27% 1.114%
28 13.100 1889 1895 1898 rBV 158625 277255 2.05% ©.535%
29 13.159 1898 1905 1913 rVB3 357961 748123 5.53% 1.442%
30 13.335 1926 1935 1941 rBV3 74287 211872 1.57% ©0.408%
31 13.482 1954 1960 1965 rBV 209612 342019 2.53% ©.659%
32 13.676 1986 1993 1997 rBV6 123682 281455 2.08% 0.543%
33 13.788 2008 2012 2020 rBV3 453710 728078 5.38% 1.404%
34 13.859 2020 2024 2030 rVB 217603 342197 2.53% 0.660%
35 13.994 2041 2047 2058 rBV6 176544 623487 4.61% 1.202%

36 14.106 2060 2066 2072 rBV 1814976 2943734 21.76% 5.675%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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\82N062724W.M
Title : SW846 8260
37 14.217 2081 2085 2088 rBV2 118242 160120 1.18% 0.309%
38 14.265 2089 2093 2097 rBV3 96879 178868 1.32% 0.345%
39 14.435 2117 2122 2127 rBvV4 131507 316610 2.34% 0.610%
40 14.500 2129 2133 2138 rVV6 162558 347727 2.57% 0.670%
41 14.582 2142 2147 2150 rVV3 268138 580401 4.29% 1.119%
42 14.629 2150 2155 2158 rVWV 698761 1172137 8.67% 2.260%
43 14.659 2158 2160 2165 rVvV 233595 344148 2.54% 0.663%
44 14.729 2169 2172 2176 rBV2 199011 264325 1.95% 0.510%
45 14.794 2180 2183 2187 rVB2 169377 235044 1.74% 0.453%
46 14.847 2187 2192 2203 rVB7 143337 310718 2.30% 0.599%
47 14.959 2205 2211 2220 rVB 818592 1260939 9.32% 2.431%
48 15.053 2220 2227 2229 rBV6 165079 376493 2.78% 0.726%
49 15.317 2268 2272 2278 rVB6 100359 198223 1.47% 0.382%
50 15.594 2314 2319 2323 rBV3 114449 227651 1.68% 0.439%
51 15.829 2354 2359 2370 rVB 427058 857464 6.34% 1.653%
52 15.947 2371 2379 2385 rBV5 104074 306459 2.27% 0.591%
53 16.164 2412 2416 2423 rVB3 114512 209257 1.55% 0.403%
54 16.488 2462 2471 2477 rBV5 162081 527369 3.90% 1.017%
55 16.711 2502 2509 2515 rBV2 180129 417474 3.09% 0.805%
Sum of corrected areas: 51868837
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.M
Quant Title : SW846 8260

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

Abundance TIC: VN082765.D\data.ms
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Abundance TIC: VN082765.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62724W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Heptane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.959  74.22 ug/l 651740 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50
4 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 49
5 3-Hexanone 100 C6H120 000589-38-8 46
Abundance Scan 1191 (8.959 min): VN082765.D\data.ms (-1183) (-) m/z 43.05 100.00%
71.1
57.1
5000
100.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 85.1 ‘ 8.60 8.80 9.00 9.20 .
ottt e e m/z 71.10 70.04%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5000 57.0 71.0 R R A R
20.0 8.60 8.80 9.00 9.20
m/z 41.10 68.54%
100.0
i ‘\ ‘\ ‘ 850 ‘
O\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\’H\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
e Nmmas n
8.60 8.80 9.00 9.20
5000 290 57.0 71.0 m/z 57.10 58.14%
ol 10 150 | L, 85.0 100.0
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 K /\
Abundance #2059: Butane, 2,2-dimethyl- AR RA RS R
570 71.0 8.60 8.80 9.00 9.20
43.0 m/z 56.10  35.68%
5000
29.0
m/z--> 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@70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62724W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Heptane, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.206 42.42 ug/l 372463 1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 95
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Heptane, 3-ethyl- 128 C9H20 015869-80-4 38
4 1-Pyrrolidinecarboxaldehyde 99 C5HINO 003760-54-1 38
5 Butane, 1-chloro-3-methyl- 106 C5H11C1 000107-84-6 38

Abundance Scan 1403 (10.206 min): VN082765.D\data.ms (-1397) (- | m/z 43.10 100.00%
70.0
‘ “ “ 10.00 1050
oHHWm‘mm,HH‘HHMHH,HHW??’?Q‘ m/z 57.85 99.77%
mfz--> 20 40 60 100 120 140 160
Abundance #8636: Heptane, 2-methyl-
57.0
5000 1000 1050
29.0
99.0 m/z 41.00 58.98%
12.0 ‘ | ‘% ‘ 1
O\\\\‘\}\\‘i\\\‘UFU’W\\\‘\\\\“\\111’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
J\/\/\\ ‘ T T ‘ T
10.00 10.50
m/z 42.00 45.62%
5000 99.0 /
39
obaso | [77.0 116.0
e L B B e e B
m/z--> 20 40 60 80 100 120 140 160
Abundance #14536: Heptane, 3-ethyl- ‘ /\ -
57.0 10.00 10.50
m/z 70.05 25.73%
5000
29.0
98.0 ﬂf\
‘ ‘ 128.0
Ol H‘H‘uﬂ,H‘wHH‘WH,HH_HWH AL IS AL
m/z--> 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.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 Octane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.741  68.27 ug/l 791430  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 80
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
5 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 47

Abundance Scan 1494 (10.741 min): VN082765.D\data.ms (-1488) (- | m/z 43.05 100.00%

43.0
85.1
5000

‘ ‘ 69‘ 114.1 10.50 11.00

oH‘_m‘;mwmwHH_H“_W%”:E"Q m/z 85.10 55.87%
m/z--> 20 40 60 80 100 120 140
Abundance #8621: Octane
43.0
5000 /k 1WA SV}
85.0 10.50 11.00
27[0 m/z 41.00 51.27%

o

L
T T ‘ T ‘ } T \‘ \“ L ‘ L ‘ L ‘ L ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #14544: Heptane, 2,4-dimethyl-
43.0

10.50 11.00
5000 85.0 ITI z 57.05 43.62%
27.0
R Y
miz--> 20 40 60 80 100 120 140 N A
Abundance #8646: Hexane, 2,4-dimethyl- e
43.0 10 50 11.00

m/z 71.10 34.14%

85.0
5000 A
0 27\10 ‘ GQH l 114.0 n /\

m/z--> 20 40 60 80 100 120 140 10 50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.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 Heptane, 2,4-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.641 109.85 ug/l 1273470  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Octane, 4-methyl- 128 C9H20 002216-34-4 64
4 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
Abundance Scan 1647 (11.641 min): VN082765.D\data.ms (-1639) (- | m/z 43.05 100.00%
43.0
5000 71.1 J\/\ ‘/\
‘ 1150 1200
113.2 . :
[— “;‘: ‘ “H‘, ‘ “‘c 959 TTPT129.11450  myz 57.10  47.44%
miz--> 20 40 60 80 100 120 140 160
Abundance #14557: Heptane, 2,4-dimethyl-
43.0 //\j\
5000 ol U
85.0 11.50 12.00
m/z 41.00  45.20%
27.0
o] \‘m u‘ 6?\‘0 | 11201280
\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14531: Octane, 2-methyl-
43.0
ama 7
11.50 12.00
5000 m/z 71.10 44 ,15%
71.0
27,0
0 Ll . sro 11301599
e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14533: Octane, 4-methyl- A — s
43.0 11.50 12.00
m/z 85.05 35.19%
5000
710
27.0
A S Y ST N U Ui S |
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.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 Octane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.747  52.11 ug/1 604062  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 87
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 64
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 62
4 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
Abundance Scan 1665 (11.747 min): VN082765.D\data.ms (-1660) (- m/z 57.10 100.00%
57.1
o AJ\ JL
98.1 A — —
39 ‘ 128.2 11.50 12.00
ol b o | 1282 1500 o 4110 30.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14537: Octane, 3-methyl-
57.0
5000 e —
11.50 12.00
29.0 m/z 43.10  27.11%
‘ 98.0
O\\\‘\“\\\“‘\\\“‘\\“\V?-’OV\\\M‘\\\\‘1\2\8.\0\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22086: Heptane, 4-propyl-
57.0
—
11.50 12.00
5000 m/z 56.05 22.96%
98.0
39
o U 7o | 11s0 1420
e e e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14559: Heptane, 2,5-dimethyl- A .
57.0 11.50 12.00
m/z 98.10 19.45%
5000
39 99.0
ol40 | W Jrro, 1280 - ol
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.994  42.82 ug/l 623487 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
Abundance Scan 2047 (13.994 min): VN082765.D\data.ms (-2041) (1 m/z 141.85 100.00%
141.1
117.1
5000
77.0 A
390 14.00
0! M m/z 156.10  98.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
14.00
115.0 m/z 117.10  76.05%
76.0 ‘
51.0
27.0
O \\\‘\‘\ T \“ T \“\ \“‘M‘\‘\H!h‘ \‘\‘\ T “\ L } ‘ \“J‘\ \“‘\ \M‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
o
14.00
5000 m/z 105.10 54.39%
77.0
51.0 115.0
o 220 T b il
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33162: Naphthalene, 1,6-dimethyl- T
156.0 14.00
m/z 115.05 43.86%
) JJL\W\
77.0 115.0
51.0
o 20 i b b <
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.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 unknownl4.582 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.582  39.86 ug/l 580401 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 43
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 43
3 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 43
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 38
5 Decane 142 C1OH22 000124-18-5 38
Abundance Scan 2147 (14.582 min): VN082765.D\data.ms (-2142) (- m/z 57.10 100.00%
57.1
- M
98.1 1 T
138.2 14.50
170.3
0 Hw‘H““m”“N:HM“Hm s“\HJm“um‘w_mw?‘(??:l‘ m/z 43.10  53.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 el :
85.0 14.50
m/z 41.10 35.42%
29.0 170.0
0L T \‘\‘\ \“‘1 T \“H“ T \“1 T “1‘\ T \H‘]\-:\LMZ\.‘O\”\ :\l\4‘1\\0\ T \‘\.\ BARRERREN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
T T
14.50
5000 m/z 71.10 28.76%
29.0
85.0
o b o amo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22131: Heptane, 3-ethyl-2-methyl- a—— ‘
57.0 14.50
m/z 98.10 20.33%
5000
98.0
29.0 ‘
ol b el g L as20 o
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.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 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.629 80.50 ug/l 1172146  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 70
2 1H-Pyrrole, 2,3-dihydro-1-methyl- 83 C5HON 033838-11-8 47
3 Cyclohexane, 1,1'-(1,2-ethanediy... 194 C14H26 003321-50-4 43
4 Furan, 2-hexyl- 152 C1eH160 003777-70-6 43
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43

Abundance Scan 2155 (14.629 min): VN082765.D\data.ms (-2150) (- | m/z 83.10 100.00%

83.1
55.1
5000 152.2

= —
‘ H ‘109.1 ‘ ‘ 14.50 15.00
Ol WL L1742 2070 s 16 82,31
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 e cabis
14.50 15.00
109.0 m/z 55.10  75.76%

h L
OV ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1488: 1H-Pyrrole, 2,3-dihydro-1-methyl-
42.0 82.0

——
14.50 15.00
5000 m/z 81.10 53.76%

0! e
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #69414: Cyclohexane, 1,1'-(1,2-ethanediyl)bis- ——
83.0 14.50 15.00

m/z 41.05 50.81%

55.0
5000
29.0 ‘ 194.0
Ll 00 156.0

0 el bl PR e e —

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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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

VNO82765.D
: 01 Jul 2024 15:03
JC\MD
: P3110-02
: 1.30g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 14  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e70124\

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.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 9 Dodecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.959  86.59 ug/l 1260940 1,4-Dichlorobenzene-d4  13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 claH26 000112-40-3 93

2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403

3 Carbonic acid, prop-1-en-2-yl tr...
4 Tridecane

284 C17H3203
184 C13H28

5 Undecane 156 C11H24

1000382-90-9 86
1000382-90-8 78
000629-50-5 78
001120-21-4 72

5000

o

m/z-->

Abundance Scan 2211 (14.959 min): VN082765.D\data.ms (-2205) (-

57.1

85.0
119. 1 170 2

20 40 60 80 100 120 140 160 180 200 220 240

Abundance

5000

o

m/z-->

#45478: Dodecane
57.0

85.0

112.0 141 o 170.0

29 0
H “ A T |

20 40 60 80 100 120 140 160 180 200 220 240

Abundance

5000

m/z-->

0,

#197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

85.0

29.0

H‘ | 109400 168.01960 241

20 40 60 80 100 120 140 160 180 200 220 240

Abundance

5000

m/z-->

#178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

85.0
29.0

Ll h h‘ 1110 15401820  227.0

m/z 57.10 100.00%

-

15.00

m/z 43.10

;

15.00

m/z 71.10

%

15.00

m/z 41.10

;

15.00

m/z 85.05

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©70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062724W.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.829  58.89 ug/l 857464 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Dodecane 170 C12H26 000112-40-3 91
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 76
4 Hexadecane 226 Cl6H34 000544-76-3 74
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 72

Abundance Scan 2359 (15.829 min): VN082765.D\data.ms (-2354) (- | m/z 57.10 100.00%
57.1

- o JUJ\JANN
105.1 e LAl
Ll T sy ama B0 e
0H“HH‘Jm“uh‘*m“Wlhimwm_m‘m m/z 43.05 81.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59026: Tridecane
57.0
5000 1550  16.00
29.0 85.0 : :
m/z 71.05 62.14%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
— —
15.50 16.00
5000 ITI/Z 41.05 43.57%
85.0
29.0
Lol 120 amo 1700
0 m‘uH‘m‘WH‘mWHM‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45506: Decane, 3,6-dimethyl- — —

57.0 15.50 16.00
m/z 85.10 39.70%

5000 85.0

113.0
141.0
0 \‘ ‘\‘ “ I ‘ | . 170.0

m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00

=
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70124\
Data File : VN@82765.D

Acqg On : 01 Jul 2024 15:03

Operator : JC\MD

Sample : P3110-02

Misc : 1.30g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62724W.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|
Heptane 8.959 74.2 ug/l 651740 2 9.100 439044 50.0
Heptane, 2-methyl- 10.206 42.4 ug/l 372463 2 9.100 439044 50.0
Octane 10.741 68.3 ug/l 791430 3 11.865 579625 50.0
Heptane, 2,4-di... 11.641 109.8 ug/l 1273470 3 11.865 579625 50.0
Octane, 3-methyl- 11.747 52.1 wug/l 604062 3 11.865 579625 50.0
Naphthalene, 2,... 13.994 42.8 ug/l 623487 4 13.794 728078 50.0
unknown14.582 14.582 39.9 ug/l 580401 4 13.794 728078 50.0
Naphthalene, de... 14.629 80.5 wug/l 1172140 4 13.794 728078 50.0
Dodecane 14.959 86.6 ug/l 1260940 4 13.794 728078 50.0

9 4 0

Tridecane 15.829 58. ug/l 857464 13.794 728078 50.

82N062724W.M Tue Jul 02 14:52:46 2024 Page: 14



