LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/1emL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 9 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 X\Method\82X011024W.M

Title : SW846 8260

Signal : TIC: VX@39950.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 691 705 714 rBvV2 53028 164765 3.78% 1.500%
2 5.489 714 722 727 rVWVW 102412 312560 7.18% 2.846%
3 5.544 727 731 755 rVB3 103817 377529 8.67% 3.437%
4 5.812 762 775 789 rBV2 155344 446742 10.26% 4.067%
5 5.952 789 798 816 rVB 70587 198938 4.57% 1.811%
6 6.178 821 835 842 rBV3 17934 65722 1.51% ©.598%
7 6.598 893 904 922 rBV 251338 609896 14.00% 5.553%
8 6.757 922 930 945 rVW 159115 397601 9.13% 3.620%
9 7.366 1021 1030 1040 rVB2 30479 77815 1.79% 0.708%
10 8.647 1234 1240 1246 rBV 321736 513303 11.79% 4.673%
11 8.720 1246 1252 1264 rVB 2761198 4355459 100.00% 39.654%
12 10.055 1466 1471 1478 rVB 337911 467846 10.74% 4.259%
13 10.195 1487 1494 1499 rBV 30227 48506 1.11% 0.442%
14 10.299 1499 1511 1517 rVWV 98666 182821 4.20% 1.664%
15 10.360 1517 1521 1531 rVB 101857 137876  3.17%  1.255%
16 10.640 1561 1567 1577 rVB 37264 65114 1.49% 593%
17 10.854 1594 1602 1607 rBV3 27970 50457 1.16% 459%

18 11.085 1634 1640 1650 rVB 300919 454751 10.44%
19 11.378 1684 1688 1694 rVV 89851 165422 3.80%
20 11.475 1697 1704 1710 rVB2 157269 239203 5.49%

NER,PR~AOO
=
N
(]
R

21 11.616 1722 1727 1734 rVB 45617 74033 1.70%
22 11.750 1746 1749 1759 rVB 135020 189201 4.34%
23 12.024 1788 1794 1800 rBV 391173 525228 12.06%

OO0 PR
~
00
N
R

24 12.091 1800 1805 1810 rVB3 37937 79055 1.82% 720%
25 12.244 1825 1830 1832 rBV2 49882 66987 1.54% 610%
26 12.268 1832 1834 1837 rVB 42469 43953 1.01% 0.400%
27 12.317 1837 1842 1849 rVB3 60026 119021 2.73% 1.084%
28 12.420 1849 1859 1863 rBV 152658 189126 4.34% 1.722%
29 12.969 1945 1949 1955 rvVvB3 26859 46555 1.07% 0.424%
30 13.268 1992 1998 2000 rBV 71564 95957 2.20% 0.874%
31 13.292 2000 2002 2007 rVB2 49767 58422 1.34% 0.532%
32 13.420 2019 2023 2032 rVB 38121 68039 1.56% 0.619%
33 14.036 2120 2124 2127 rBV 49578 51646 1.19% 0.470%
34 15.188 2306 2313 2320 rBV6 21391 44238 1.02% 0.403%
Sum of corrected areas: 10983787
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: P1235-07
: 5.07g/1emL/100uL/5.0mL/MSVOA_X/MEOH
: 9 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\

: VX@39950.D
¢ 25 Jan 2024 13:47

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.812 59.17 ug/1 446742  Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
Abundance Scan 775 (5.812 min): VX039950.D\data.ms (-762) (-) m/z 43.10 100.00%
71.1
57.1
5000
‘ 85 1 100.1 5.40 5.60 5.80 6.00 6.20
rrprrrrprrrrrrr it b el e e e m/z 71.10 63.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 T T
20.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 59.67%
15.0 M | 85.0 100.0
H‘HH‘H}\‘HH‘HH‘\H\‘HH‘H\\‘HH’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4464: Heptane
43.0
e R
5.40 5.60 5.80 6.00 6.20
5000 570 710 m/z 70.10 57.31%
29.0 100.0
s
R B L R B ma A aaaan s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14542: Heptane, 3,4-dimethyl- “H“H“,H“_‘/ﬁfF
43.0 5.40 5.60 5.80 6.00 6.20
57.0 m/z 57.10 56.13%
5000
29.0
99.0
150 | | 113.0128.0
‘W‘Hw‘H‘_H‘_H‘_‘H_‘H‘HH‘HH,H‘WH‘W‘HW‘HW‘H‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 1-Butanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.178 8.26 ug/1 65722 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 64
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 59
3 Octane, 4,5-dimethyl- 142 C1leH22 015869-96-2 56
4 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 56
5 Pyrrolidine 71 C4HON 000123-75-1 53
Abundance Scan 835 (6.178 min): VX039950.D\data.ms (-821) (-) m/z 43.10 100.00%
43.
70.1
5000
5.80 6.00 6.20 6.40 6.60
L N a
el m/z 70.10 73.19%
miz--> 0O 20 40 60 80 100 120 140
Abundance #4997: 1-Butanol, 2-ethyl-
43.0
70.0
5000 \‘\\\\‘\\m‘\\\\’\
5.80 6.00 6.20 6.40 6.60
m/z 71.60  55.09%
\‘\\\\‘\‘\M\\‘M}\\!“\\‘}\‘\‘\\]_\0‘1\.9\\‘\\\\‘\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #4472: Pentane, 3-ethyl-
43.0
 RAREASAR RS S
5.80 6.00 6.20 6.40 6.60
5000 70.0 m/z 41.10 38.02%
15.0 H “‘\ ‘H Il 100'0
e
m/z--> 0 20 40 60 80 100 120 140
Abundance #22096: Octane, 4,5-dimethyl- RAREMES R E s na
43.0 70.0 5.80 6.00 6.20 6.40 6.60
m/z 55.10 32.22%
5000
‘ 99.0
m/z--> 0 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Heptane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.598 76.70 ug/l 609896 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38
5 3-Hexanone 100 C6H120 000589-38-8 35
Abundance Scan 904 (6.598 min): VX039950.D\data.ms (-893) (-) m/z 43.10 100.00%
71.1
57.1
5000
100.2 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ ‘ 85.2 6.20 6.40 6.60 6.80 7.00
\\\‘\H\‘\\\\‘\\\\‘\\\\}H‘\\‘\‘\H“\\\\‘\‘\\\’H‘\\‘\H\‘\\H‘ m/z 41.16 69.7500
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4462: Heptane
43.0
5000 20.0 57.0 710 EREAREEEEE R EEE
6.20 6.40 6.60 6.80 7.00
m/z 71.10 62.28%
100.0
1'0 15\.0 \‘ ‘\ Il ‘ n ‘\ 85.0 ‘
\\\‘\H\‘\\\\‘\\\\‘\\\\‘1\\\‘\11\‘\\\\‘\\\\’H\\‘\H\‘\\H‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl-
43.0
e A RRR R
6.20 6.40 6.60 6.80 7.00
5000 71.0 m/z 57.10 53.84%
27.0 57.0
T .
4 i 1 } L
e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl- R
43.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10 33.57%
57.0 710
5000
29.0
o | . 000
T e e e e o
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Nonane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.360 14.74 ug/1 137876  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 97
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 72
3 Decane 142 C1OH22 000124-18-5 59
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
5 Octane 114 C8H18 000111-65-9 53
Abundance Scan 1521 (10.360 min): VX039950.D\data.ms (-1517) (- m/z 43.05 100.00%
43.0
5000
85.1 JL
A —ttpd\s
67 ‘ 128.2 10.00 10.50
S Syl m/z 57.1@  90.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
5000
10.00 10.50
85.0 m/z 41.10  58.25%
T \.(‘)\‘\‘\ \“‘} T 1‘!“6\7\'%\ ‘ T \“‘ L ‘1\2\8.\0\ ‘ LI ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #61055: 1-Octanol, 2-butyl-
57.0
ML ol
10.00 10.50
5000 ITI/Z 85.10 35.25%
29.0 85.0
111.0
e tll e T 184.0 1540
m/z--> 20 40 60 80 100 120 140 160 ,}\
Abundance #22068: Decane ‘A‘ —
43.0 10.00 10.50
m/z 71.10  25.75%
5000
71.0
ol L Lwe o ) U
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.378 15.75 ug/1 165422 1,4-Dichlorobenzene-d4 12.024
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-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX039950.D\data.ms (-1684) (- m/z 105.05 100.00%
105.1
5000
120.2
200 77‘~1 | 11.00 11.50
e 28 L 1403 106,20 28.76%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
oo AJ\A I
1200 11.00 11.50
m/z 77.10 14.19%
39.0 77.0
\\\‘\‘\ T \“‘\ \“1‘5\9‘.?‘\ T \““ T \‘1 T "1‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 A
/\‘ T T ‘ T T
11.00 11.50
5000 m/z 91.85 14.09%
120.0
77.0
39.0
S N RSN  TN ) ROY AR—
miz—-> 20 40 60 80 100 120 140 L
Abundance #10726: Benzene, 1-ethyl-4-methyl- — ‘ ‘~A~‘
105.0 11.00 11.50
m/z 103.10 10.14%
5000
120.0
si0 0 ‘
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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, 1l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.616 7.05 ug/1 74033  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Mesitylene 120 C9H12 000108-67-8 81
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 81
Abundance Scan 1727 (11.616 min): VX039950.D\data.ms (-1722) (- m/z 105.05 100.00%
105.1
5000
120.2
39 0 65.0 ‘ 11.50 12.00
L B ‘ T \‘N\ ‘H\‘ T H“ H‘ ‘\‘\ Eme “i T \1\4’0'\3\ m/Z 120.15 26.61%
miz--> 20 100 120 140
Abundance #10724. Benzene, 1-ethyl-2-methyl-
105.0
5000 AJ\/\ /\ : ‘j\
11.50 12.00
S 1200 m/z 81.05 15.53%
\\\‘2\7\0\\“ \5\:‘%\?“\‘\ T \H‘ 1T "‘\‘\ LI
miz-> 20 40 60 100 120 140
Abundance #10725:Benzene,14ﬁhyL34neﬂwL
105.0
—
11.50 12.00
5000 ITI/Z 77.10 14.79%
120.0
77.0
Cme O L
miz--> 20 40 60 80 100 120 140 A
Abundance #10695: Mesitylene R =
105.0 11.50 12.00
m/z 91.10 12.95%
120.0
5000
S oA N N
m/z--> 20 40 60 80 100 120 140 11.50 12.00

82X011024W.M Fri Jan 26 16:51:11 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Carbonic acid, prop-1-en-2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.420 18.00 ug/l 189126 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 90
2 Undecane 156 C11H24 001120-21-4 87
3 Decane 142 C1eH22 000124-18-5 86
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 78
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 1859 (12.420 min): VX039950.D\data.ms (-1849) (- m/z 57.10 100.00%

57.1
5000
85.1
T

gLy s 5
\\\‘\\\\‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 43.05 92.420

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000

12.50
29.0 85.0 m/z 41.10 54.45%
\\\‘\‘\‘\\‘\\\ ‘1110154‘01820‘227(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
——
12.50
5000 ITI/Z 71.05 48.12%
85.0
29.0
w | | | 1180 1560
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 #22068: Decane ~Nﬁ&A%»v I o
43.0 12.50

m/z 85.10  28.16%

5000
71.0
ol || |mo e Jar,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 Dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.268 9.13 ug/l 95957 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1998 (13.268 min): VX039950.D\data.ms (-1992) (- m/z 57.10 100.00%
57.1

5000
85.2

112.2 170.0
‘H‘H‘ﬂh‘WHJMWWHmy‘mwwﬁ49?u‘uuw‘u‘_‘u‘u“ m/z 43.10  81.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0

5000 T
85.0 13.00 13.50
m/z 71.10 52.36%

29.0
Ll | 1120 1410 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0

T
13.00 13.50

5000 ITI/Z 41.10 49,38%
85.0
29.0
| WM b g 411301410 1840
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T 7
57.0 13.00 13.50

m/z 85.15 30.68%

5000
85.0
29.0
“ L L H‘ 1113.0 141.0 169.0 197.0 226.0 ﬂNAA W

‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX@39950.D

Acqg On : 25 Jan 2024 13:47

Operator JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100ulL/5.0emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.420 6.48 ug/1l 68039 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 76
2 .delta.-6,7-Octalin, 1.beta.,4.b... 168 C1OH1602 051921-13-2 59
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 53
4 Indan, epoxide 132 C9H80 000768-22-9 40
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 40

Abundance Scan 2023 (13.420 min): VX039950.D\data.ms (-2019) (- m/z 104.20 100.00%
104.2
5000 132.2 J\/
78.0 e ‘
39.1 ‘ 13.50
e 1R8 AL, wu‘HM A ,“ ‘1 b e e 1‘662 m/z 91.10  45.42%
miz--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 T
13.50
m/z 132.20 43.74%
78.0
270 | %10 T L4l
‘\‘\\\“\\“1‘\“‘“\\”i“\\‘}\|M\\1‘\‘1‘\‘\|\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #43244: .delta.-6,7-Octalin, 1.beta.,4.beta.-dihydroxy-4a.
104.0
HaWA_ Ly
132.0 13.50
5000 79.0 ITI/Z 117.05 22.76%
41.0 ‘ ‘ 150.0
SR A O ST 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #16121: Benzene, cyclobutyl- ‘ rd{\w /
104.0 13.50
m/z 103.00 17.32%
5000
w0 180 132.0
e T WA el
m/z--> 20 40 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039950.D

Acqg On : 25 Jan 2024 13:47

Operator : JC/MD

Sample : P1235-07

Misc : 5.07g/10mL/100uL/5.emL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.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- 5.812 59.2 ug/l 446742 1 5.544 377529 50.0
1-Butanol, 2-et... 6.178 8.3 ug/l 65722 2 6.757 397601 50.0
Heptane 6.598 76.7 wug/l 609896 2 6.757 397601 50.0
Nonane 10.360 14.7 ug/l 137876 3 10.055 467846 50.0
Benzene, 1l-ethy... 11.378 15.8 ug/l 165422 4 12.024 525228 50.0
Benzene, 1l-ethy... 11.616 7.0 ug/l 74033 4 12.024 525228 50.0
Carbonic acid, ... 12.420 18.0 wug/l 189126 4 12.024 525228 50.0
Dodecane 13.268 9.1 ug/l 95957 4 12.024 525228 50.0
Naphthalene, 1,... 13.420 6.5 ug/l 68039 4 12.024 525228 50.0
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