LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 21  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\82X032923W.M

Title : SW846 8260

Signal : TIC: VX@35088.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.386 206 213 229 rBV 387322 670939 18.57% 4.508%
2 5.391 694 706 716 rBV2 147980 431298 11.94% 2.898%
3 5.550 716 732 741 rBV2 268325 991574 27.44% 6.662%
4 5.824 765 777 789 rBV2 129441 373976 10.35%  2.512%
5 5.958 789 799 813 rVW 165930 446089 12.35%  2.997%

6 6.190 824 837 844 rBv4 15934 59345 1.64% ©
7 6.610 895 906 921 rBV2 100964 250585 6.94% 1
8 6.763 921 931 0948 rBV 427406 1014806 28.09% 6.818%
9 7.379 1021 1032 1041 rBv4 19372 49832 1.38% ©
8.647 1234 1240 1246 rBV 848791 1348374 37.32% 9

11 8.720 1246 1252 1271 rVB 2385725 3613012 100.00% 24.273%

12 10.055 1465 1471 1488 rVB 864366 1140530 31.57% 7.662%
13 10.195 1488 1494 1502 rVB 34249 46203 1.28% 0.310%
14 10.299 1502 1511 1518 rBV 113118 158355 4.38% 1.064%
15 10.640 1562 1567 1577 rBV 33002 48617 1.35% ©.327%
16 11.079 1634 1639 1653 rBV 656762 882217 24.42%  5.927%
17 11.378 1684 1688 1696 rBV 25498 55384 1.53% 0.372%
18 11.475 1702 1704 1710 rVB 31614 39454 1.09% 0.265%
19 11.750 1746 1749 1759 rVB2 63765 100550 2.78% 0.676%
20 11.939 1776 1780 1784 rBVS5 25889 41979 1.16% 0.282%
21 12.024 1789 1794 1800 rVV 793739 1032437 28.58% 6.936%
22 12.103 1804 1807 1812 rVV4 33496 54581 1.51% 0.367%
23 12.177 1816 1819 1825 rVB2 30085 43034 1.19% 0.289%
24 12.250 1825 1831 1837 rBv4 23195 60845 1.68% ©.409%
25 12.317 1837 1842 1848 rVB7 33321 65918 1.82% ©.443%
26 12.427 1855 1860 1864 rVV 295470 360234 9.97%  2.420%
27 12.469 1864 1867 1873 rVB4 37541 70301 1.95% ©.472%
28 12.555 1873 1881 1883 rBV5 41062 85774  2.37% 0.576%
29 12.585 1883 1886 1893 rVB4 33374 58706 1.62% 0.394%
30 12.683 1898 1902 1906 rBV3 47318 66572 1.84% 0.447%
31 12.817 1921 1924 1929 rVB3 40437 56568 1.57% ©.380%
32 12.890 1931 1936 1943 rBV5 91939 202346 5.60% 1.359%
33 12.945 1943 1945 1947 rVWV 36072 45073 1.25% ©.303%
34 12.975 1947 1956 1956 rVv4 80410 132845 3.68% ©.892%
35 13.042 1958 1961 1965 rVB2 54943 61173 1.69% 0.411%
36 13.164 1976 1981 1986 rBV7 22903 45090 1.25% ©.303%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.0e0emL/MSVOA_X/MEOH

ALS Vvial : 21  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\82X032923W.M
Title : SW846 8260

37 13.268 1994 1998 2001 rBV 326732 378139 10.47%  2.540%

38 13.384 2014 2017 2020 rVWV 74618 94468 2.61% 0.635%

39 13.420 2020 2023 2032 rVB5 54624 126958 3.51% 0.853%

40 14.042 2121 2125 2128 rVB 34787 36523 1.01% 0.245%

41 15.493 2357 2363 2367 rBvV2 25677 44012 1.22% 0.296%
Sum of corrected areas: 14884716
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.M
Quant Title : SW846 8260

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

Abundance TIC: VX035088.D\data.ms
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Abundance TIC: VX035088.D\data.ms
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Abundance TIC: VX035088.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.824 18.86 ug/1l 373976  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 53
Abundance Scan 777 (5.824 min): VX035088.D\data.ms (-765) (-) m/z 43.10 100.00%
43.1
711
57.1
5000
| ‘ 85.2 100.2 5.60 5.80 6.00 6.20
Ol vl el el b m/z 71.10 63.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\

5.60 5.80 6.00 6.20

29.0 m/z 70.10 58.97%
“ ‘ 85.0 100.0
O\H’HH’HH’HH‘\H\‘\‘H\‘HH‘HH‘HH‘\H\‘HH}HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0 //\/\
e S ARERIRRERERES
5.60 5.80 6.00 6.20
5000 57.0 71.0 m/z 41.10  56.34%
29.0 100.0
R
O bt e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl- AR RamE e
43.0 5.60 5.80 6.00 6.20

m/z 57.10 53.10%

71.0
5000
270 57.0
oL.20 \“ H _85.0 99.0 114.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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 Heptane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.610 12.35 ug/l 250585 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 87
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 40
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 37
Abundance Scan 906 (6.610 min): VX035088.D\data.ms (-895) (-) m/z 43.10 100.00%
431
71.1
5000 571
100.1
H ‘ 851 ‘ 6.20 6.40 6.60 6.80 7.00
0 H‘MH‘MH‘WH‘_H‘_H‘_H‘_H‘_H‘_Hw‘uw‘uw‘uw“ m/z 41.10 59.62%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0
57.0
5000 710 R R B
6.20 6.40 6.60 6.80 7.00
29.0 100.0 m/z 71.1@ 57.91%
: Ll o
\H’HH’HH’HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4471: Hexane, 3-methyl-
43.0
“H‘_‘H“H‘W‘H“
6.20 6.40 6.60 6.80 7.00
5000 290 57.0 71.0 m/z 57.10 49.51%
ol 10 150 “ L, 85.0 100.0
R4 RAARRE N L L e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8662: Pentane, 2,3,4-trimethyl- RRRAREEE e
43.0 6.20 6.40 6.60 6.80 7.00
m/z 56.00 31.42%
71.0
5000
270 57.0
oL, 20 \“ H _85.0 99.0 114.0 /\/\/\

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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 Undecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.427 17.45 ug/1 360234 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
3 Decane 142 C1OH22 000124-18-5 80
4 Tetradecane 198 C14H30 000629-59-4 78
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64

Abundance Scan 1860 (12.427 min): VX035088.D\data.ms (-1855) (- m/z 57.10 100.00%
57.

1
5000
85.0

(I IEECEa L o
e el e b e m/z 43,05 83.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0

5000 1

85.0
29.0 m/z 71.10 51.98%

156.0
\\\‘\‘\‘\\H}\\h“\‘\“}\“!‘\\\H‘J\-\].E.R‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
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

o

o

12.50
5000 m/z 41.10 48.34%
85.0
29.0 ‘
bbbyl L O 1500 1820 227

mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22067: Decane —
43.0 12.50

m/z 85.05 33.91%

5000
71.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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 Cyclopentane, 1-methyl-3-(1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.890 9.80 ug/l 202346 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 64
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 52
3 Cyclohexane, (3-methylpentyl)- 168 C12H24 061142-38-9 49
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 47
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 43
Abundance Scan 1936 (12.890 min): VX035088.D\data.ms (-1931) (- m/z 83.05 100.00%
55.1 83.0
5000
154.2 o —
H‘ 1252 12.50 13.00
0 050 o m/z 55.10  92.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0 83.0
5000 111.0 T T
12.50 13.00
m/z 57.05 80.39%
27.0 “
O \\\‘\‘\‘\\i\\‘\““\h \\\“\\}\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
= T
55.0 12.50 13.00
5000 ITI/Z 82.05 67 .80%
29.0 154.0
Y NI T = N
m/z--> 20 40 60 80 100 120 140 160
Abundance #43576: Cyclohexane, (3-methylpentyl)- T 7
55.0 83.0 12.50 13.00
m/z 41.10 60.61%
5000
29.0
139.0
SN O Sl Y- VW)
m/z--> 200 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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 Decane, 4-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.975 6.43 ug/1 132845 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-ethyl- 170 C12H26 001636-44-8 58
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 58
3 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 50
4 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 47
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 47
Abundance Scan 1950 (12.975 min): VX035088.D\data.ms (-1947) (- m/z 43.10 100.00%
43.1
71.0
5000
‘ 950 1261 1522 13.00
ot "Jm“‘wun‘!““Huw“m“m‘w‘1‘7‘9"3‘ m/z 57.10  93.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45483: Decane, 4-ethyl-
43.0
5000 850 DU
13.00
m/z 41.10 58.59%
140.0
0 15.0 ‘ “\ “‘6‘ \‘\ ul 113.0 I H 170.0
\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #45492: Undecane, 2-methyl-
43.0
——
13.00
m/z 71.05 55.78%
5000 71.0
Lo 0 s
ol el el
m/z--> 20 40 60 80 100 120 140 160
Abundance #59053: Undecane, 5,7-dimethyl- —
43.0 13.00
m/z 85.10 49.71%
- I wkoLVNMMKAMAAVAA
127.0
o2l L 120 ML
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 18.31 ug/l 378139 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1998 (13.268 min): VX035088.D\data.ms (-1994) (- m/z 57.10 100.00%
=4

A
5000
85.1

112.1 170.3
‘H“‘HHMHNH‘m‘,w‘J\Hw‘_m?499‘w‘m‘w“w“ m/z 43.10  84.13%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0

5000 T
850 13.00 13.50
m/z 71.05 58.98%

29.0 ‘
113.0 170.0
\\\‘\‘{‘\\“M\\H\“\\“}\"1‘\\\H‘\\H\‘\‘\\1\4“]_\.\0\\‘\\‘\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0

T
13.00 13.50

o

o

5000 ITI/Z 41.10 43.98%
85.0
29.0
b L 129 1010 1650 1999
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane T —
57.0 13.00 13.50

m/z 85.10  34.85%

5000
85.0
29.0
| ‘M b 1130 1410 1840

T e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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 unknownl3.420 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.420 6.15 ug/1 126958 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane-2,5-dione,... 166 C10H1402 004230-32-4 43
2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 38
3 2-(3-Methyl-2,5-dihydro-1H-pyraz... 127 C6H13N3 1000387-20-9 35
4 1-Cyclohexanone, 3,5,5-trimethyl... 166 C11H180 027749-07-1 27
5 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-2 27

Abundance Scan 2023 (13.420 min): VX035088.D\data.ms (-2020) (- m/z 97.05 100.00%

97.0
55.1

5000 166.2

3

1321

13.50
‘1‘!“‘\‘\““”‘1\ \““\‘““2’9?"2‘ m/z 55.10 79.94%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41260: Bicycl0[2 2.1]heptane-2,5-dione, 1,7,7-trimethyl-

o

69.0 166.0
41.0
109.0
5000 UL
13.50
m/z 69.10 54.33%
‘ ‘ ‘ ‘ 138.0
O‘H‘H \\‘H‘H‘\“H\\“i‘}\‘\”‘\\H\\’l‘\\\‘\\‘\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-
97.0
55.0
L —
13.50
5000 m/z 83.10 51.05%
29.0
“ 168.0
L N N S
m/z--> 20 40 60 80 100 120 140 160 180 200
L —

Abundance #13426: 2-(3-Methyl-2,5-dihydro-1H-pyrazol-1-yl)ethan-1
97.0 13.50
m/z 166.20 41.62%

42.0
5000

69.

:

‘ | h 127.0
0 | H\\ Il u‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041523\
Data File : VX@35088.D

Acqg On : 14 Apr 2023 17:06

Operator : JC/MD

Sample : 02345-01 10X

Misc : 1.50g/10mL/100ul/5.0e0emL/MSVOA_X/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032923W.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- 5.824 18.9 ug/l 373976 1 5.556 991574 50.0
Heptane 6.610 12.4 ug/l 250585 2 6.763 1014810 50.0
Undecane 12.427 17.4 wug/l 360234 4 12.024 1032440 50.0
Cyclopentane, 1... 12.890 9.8 ug/l 202346 4 12.024 1032440 50.0
Decane, 4-ethyl- 12.975 6.4 ug/l 132845 4 12.024 1032440 50.0
Dodecane 13.268 18.3 ug/l 378139 4 12.024 1032440 50.0
unknown13.420 13.420 6.2 ug/l 126958 4 12.024 1032440 50.0
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