LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 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\82X031023W.M

Title : SW846 8260

Signal : TIC: VX@34757.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.404 208 216 239 rVB 312402 726651 5.58% 1.621%
2 2.892 284 296 310 rVB 206353 521064 4.00% 1.163%
3  4.038 469 484 498 rBV 47320 145433  1.12% 0.325%
4 4,202 498 511 529 rBV 168532 544898 4.18% 1.216%
5 5.117 645 661 679 rBB2 251929 899730 6.90%  2.008%
6 5.385 694 705 712 rBV 162059 470046  3.61% 1.049%
7 5.501 712 724 735 rVWW 3707667 11885388 91.20% 26.522%
8 5.611 735 742 760 rVV 1125871 3554552 27.27% 7.932%
9 5.818 762 776 790 rVV 4503345 13032459 100.00% 29.081%
106 5.952 790 798 813 rVB 204969 553793  4.25% 1.236%
11 6.178 819 835 842 rBV5 404029 1558267 11.96% 3.477%
12 6.251 842 847 855 rVvVW3 175342 472525 3.63% 1.054%
13 6.348 855 863 879 rVB2 218081 603336 4.63%  1.346%
14 6.604 893 905 921 rBV 473282 1149014 8.82% 2.564%
15 6.757 921 930 948 rVB 491201 1183082 9.08% 2.640%
16 7.372 1020 1031 1042 rBV 123387 299545 2.30% 668%
17 8.647 1234 1240 1246 rBV 1025333 1582045 12.14% 530%
18 8.720 1246 1252 1264 rVB 866354 1396866 10.72%

19 10.055 1466 1471 1485 rVB 944035 1373102 10.54%
20 11.085 1634 1640 1650 rVB 772552 1091730  8.38%

N WWwWwwo
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R

21 11.280 1668 1672 1679 rBV2 89194 144449 1.11%
22 11.481 1701 175 1715 rVB3 66907 148626 1.14%
23 12.024 1789 1794 1800 rBV 1014616 1311025 10.06%
24 12.225 1823 1827 1837 rBV3 63628 166242 1.28%

ONO O
w
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N
R

Sum of corrected areas: 44813868

82X031023W.M Tue Mar 28 15:54:25 2023 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
Quant Title : SW846 8260

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

Abundance TIC: VX034757.D\data.ms
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Abundance TIC: VX034757.D\data.ms
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Abundance TIC: VX034757.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Pentane, 2,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.611  14.95 ug/1 3554550  Pentafluorobenzene 5.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 42
3 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 37
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 37
5 Heptane 100 C7H16 000142-82-5 37
Abundance Scan 742 (5.611 min): VX034757.D\data.ms (-735) (-) m/z 56.10 100.00%
56.1
43.1
5000 71.1
‘ || 1 1004 5.20 5.40 5.60 5.80 6.00
bbb e SRS ML sz 43,100 78.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000
29.0 71.0 5.20 5.40 5.60 5.80 6.00
m/z 41.10 68.32%
O H\‘HH‘H\‘\‘\H\“JH!‘\‘\‘ {‘\H\‘1{\\\‘8\‘\5‘\'\0‘\\]}0\?\.9\‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #680: Ethane, isocyanato-
56.0
71.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 57.10 64 .06%
28.0
15.0 ‘ 43.0
] T Y A | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #226: Aziridine, 2-methyl-
28.0 56.0 5.20 5.40 5.60 5.80 6.00
' m/z 71.10  40.74%
5000
42.0
o 22 e S/ N E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 2 Hexane, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.818 54.83 ug/l 13032500  Pentafluorobenzene 5.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Diisoamyl ether 158 C10H220 000544-01-4 50
Abundance Scan 776 (5.818 min): VX034757.D\data.ms (-762) (-) m/z 43.10 100.00%
3.1
71.1
57.0
5000
M ‘ 85.0 100.1 5.40 5.60 5.80 6.00 6.20
O et e e e e e m/z 71.10 62.85%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 e T T T
29.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 59.69%
0 15'0 M\ \‘ 85\0 109.0
H\‘\\H’HH‘H\\‘\\H’HH“H\\‘\H\HH\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0
5.40 5.60 5.80 6.00 6.20
5000 570 710 m/z 70.85 58.86%
290 100.0
o 850
O rrrrrrrrprrrr e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl- R R
43.0 5.40 5.60 5.80 6.00 6.20
m/z 57.05 53.36%
71.0
5000
29.0
57.0
10150 | 830 690 1140
T e e e e e e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.40 5.60 5.80 6.00 6.20

82X031023W.M Tue Mar 28 15:54:29 2023

Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Hexane, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.178 65.86 ug/l 1558270  1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 72
2 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 72
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72

4 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 56
5 Octane, 4,5-dimethyl- 142 C10H22 015869-96-2 56

Abundance Scan 835 (6.178 min): VX034757.D\data.ms (-819) (-) m/z 43.05 100.00%

43.0
70.0
5000

5.80 6.00 6.20 6.40 6.60
100.2
0 : m/z 70.85  74.25%

m/z--> 0 20 40 60 80 100 120
Abundance #8647: Hexane, 2,3-dimethyl-
43.0
70.0
5000

5.80 6.00 6.20 6.40 6.60

270 m/z 71.05 56.11%
0 2.0 ‘ ‘ 85.0 114.0
T ‘ T T \ ’ T \ T ‘ T f T ‘ T \ T ‘ T T ‘ L ‘ L
m/z--> 20 80 100 120
Abundance #14542. Heptane, 3,4-dimethyl-
43.0
e
70.0 5.80 6.00 6.20 6.40 6.60
5000 m/z 41.05 34.04%
85.0
27[0
0 ‘ ‘ ‘ | miin i \‘ lqo 0 128.0
Tt
m/z--> 0 20 40 60 80 100 120
Abundance #4472: Pentane, 3-ethyl- e
43.0 5.80 6.00 6.20 6.40 6.60

m/z 55.10  28.58%

5000 70.0
27.0
o012 ‘ \‘\‘ || 8501000

m/z--> 0 20 60 80 100 120 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\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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, 1,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.251 19.97 ug/l 472525 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 86
2 Isopropylcyclobutane 98 C7H14 000872-56-0 83
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 78
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 70
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 70
Abundance Scan 847 (6.251 min): VX034757.D\data.ms (-842) (-) m/z 56.10 100.00%
56.1
70.1
41.1
5000
83.0
R RARARER
‘ 98.1 6.00 6.20 6.40 6.60
0 ‘H‘H‘W‘H‘_‘H‘H‘W‘H‘wuL‘HUM‘HWN;H‘H‘M‘H‘ m/z 55.10 65.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
41.0 70.0
5000 L B B I IR L
6.00 6.20 6.40 6.60
270 830 98.0 m/z 70.10 63.63%
O \\\‘\\\\‘\\\\‘\\\‘1“\\\\‘i\‘\\\“\‘1 ‘\‘\\\‘}“\\\\‘\‘\\\‘\\\1‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
A ARRSREEEET
70.0 6.00 6.20 6.40 6.60
m/z 41.10 56.35%
5000 27.0
98.0
‘ ‘ ‘ 83.0
0 H“H‘W‘H“th‘ul}»‘qﬂl“kuuu“m‘w‘u“u‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- AR R RRRA RS
56.0 6.00 6.20 6.40 6.60
21.0 m/z 69.10  38.95%
70.0
5000
27.0 98.0
‘ ‘ ‘ 83.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Isopropylcyclobutane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.348 25.50 ug/l 603336 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 97
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 93
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
Abundance Scan 863 (6.348 min): VX034757.D\data.ms (-855) (-) m/z 56.10 100.00%
56.1
70.0
41.1
5000
83.0 98.0 L B e e
‘ ‘ ‘ ‘ 6.00 6.20 6.40 6.60
0 H‘_‘H‘mWHWN:M! AL [RRUST N RS et Ave m/z 55.10 74.58%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
5000 L AL NN B B L R I
21.0 6.00 6.20 6.40 6.60
98.0 m/z 70.05 73.69%
‘ ‘ 83.0
O\\\‘\\\\‘\\\\‘\\11‘\\\}}\‘\\\“\”‘\‘\\\w‘\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0
41.0 70.0
N EAmmERREESC SRR
6.00 6.20 6.40 6.60
5000 m/z 41.10 66.31%
270 83.0
‘ ‘ ‘ 98.0
ol-to ta0 MMl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis- T
56.0 70.0 6.00 6.20 6.40 6.60
41.0 m/z 69.60  32.58%
5000
27.0
98.0
‘ 83.0 ‘
ol o ga0 MLl bl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 Heptane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.604 48.56 ug/l 1149010 1,4-Difluorobenzene 6.757

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 47
3 3-Hexanone 100 C6H120 000589-38-8 46
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
Abundance Scan 905 (6.604 min): VX034757.D\data.ms (-893) (-) m/z 43.10 100.00%
71.1
57.1
5000
100.1 R e
‘ ‘ ‘ 85.1 ‘ 6.20 6.40 6.60 6.80 7.00
O v o et e S m/z 41.10 63.51%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4464: Heptane
43.0
57.0
5000 710 [T T T[T T[T T T[T TTT T
6.20 6.40 6.60 6.80 7.00
29.0 100.0 m/z 71.10 61.45%
A N
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
6.20 6.40 6.60 6.80 7.00
5000 290 57.0 71.0 m/z 57.10 54.24%
ol 10 150 | Ll 85.0 100.0
L B o e R B R R R R R R SRR RE R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4255: 3-Hexanone
43.0 57.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10 33.14%
29.0 71.0
5000
100.0
0 15\.0 \“ “\\ i 85\.0
\\\‘\\H‘\\\\’\\\\‘\H\‘\\\\‘\\\\’\\\\‘\H\‘\\\\‘\\\\"H\\‘
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\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 unknownll.280 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.280 5.51 ug/1 144449 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, (E)- 112 C8H16 014850-23-8 43
2 3-Heptanol, 3-methyl- 130 C8H180 005582-82-1 43
3 2-Octene, (E)- 112 C8H16 013389-42-9 43
4 3-Octene, (E)- 112 C8H16 014919-01-8 38
5 3-Octene, (Z)- 112 C8H16 014850-22-7 35
Abundance Scan 1672 (11.280 min): VX034757.D\data.ms (-1668) (- m/z 55.10 100.00%
55.1
5000
83.1
= —
| 1121 11.00 11.50
Obrrrllalll bl 154817410 g3 1p  ggl77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7504: 4-Octene, (E)-
55.0
5000 L ey
g3o 1120 11.00 11.50
27.0 ‘ m/z 41.10 53.59%
0 \\\‘\H\\‘i‘\\‘\mﬂ‘\‘“\\‘Hl\\\‘\\\‘\‘\\\\‘\\\\’\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance #15731: 3-Heptanol, 3-methyl-
73.0
—— —
11.00 11.50
5000 m/z 70.10 49.11%
101.0
45.0
o 180, “H‘ Al “‘ S Y A
m/z--> 20 40 60 80 100 120 140 160
Abundance #7514: 2-Octene, (E)- T —
55.0 11.00 11.50
m/z 43.05 31.16%
5000
112.0
290 83.0
om_‘m , e e
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 unknownl11482 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.482 5.67 ug/l 148626  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 47
2 4-Nonanone 142 CSH180 004485-09-0 47
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 43
4 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 43
5 Decane 142 C10H22 000124-18-5 43
Abundance Scan 1705 (11.481 min): VX034757.D\data.ms (-1701) (- | m/z 43.10 100.00%
3.1
5000 71.1 M
1150
9rl 1422 ;
0 HWm‘;‘;H“MH‘WMMmwu‘m“‘1“7«3""2“wa?f“?’:ﬁ m/z 71.10  44.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
71.0
5000 ‘
11.50
m/z 57.05 41.41%
99.0
OJ\-TI:_)\.‘()\‘\‘H““}Hh“\\“}\‘1‘\\\“\H\‘H\\‘HH‘HH‘HH‘H\\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22966: 4-Nonanone
43.0
——
71.0 11.50
5000 m/z 41.10 34.22%
99.0
142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #117906: Sulfurous acid, hexyl pentyl ester —
43.0 85.0 11.50
m/z 58.05 29.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50

82X031023W.M Tue Mar 28 15:54:35 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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 1-Isobutoxy-2-ethylhexane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.225 6.34 ug/1 166242  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
3 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 59
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 1827 (12.225 min): VX034757.D\data.ms (-1823) (- m/z 57.05 100.00%
57

0
5000 41.1

83.1 T ‘ T T ‘ T
H 1122 130.8 1498 12.00 12.50
e e b L) 11221308 1498 41 16 39.85%

miz--> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0

5000 410

o

T T
12.00 12.50

‘ m/z 43.10  31.14%
I Il -

83.0 112.0
0 ‘ uﬂ L, 128.0
LI ‘ L ‘ T T ‘ T ‘ LI ‘ L ‘ LI ’ L
m/z--> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0

T T
12.00 12.50

m/z 55.10 26.89%
5000 41.0 /
‘ 83.0
m/iz--> 20 40 60 80 100 120 140
Abundance #22092: Octane, 3,5-dimethyl- — —
57.0 12.00 12.50

m/z 70.05 20.55%

5000
41,0
85.0 1130
150 | “_‘uﬂ_“\‘ L 142.0

0= N B B e — —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@32723\
Data File : VX@34757.D

Acqg On : 27 Mar 2023 18:08

Operator : JC/MD

Sample : 02052-02

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.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|
Pentane, 2,3-di... 5.611 14.9 ug/l 3554550 1 5.550 11885400 50.0
Hexane, 3-methyl- 5.818 54.8 ug/l 13032500 1 5.550 11885400 50.0
Hexane, 2,3-dim... 6.178 65.9 wug/l 1558270 2 6.757 1183080 50.0
Cyclopentane, 1... 6.251 20.0 ug/l 472525 2 6.757 1183080 50.0
Isopropylcyclob... 6.348  25.5 ug/l 603336 2 6.757 1183080 50.0
Heptane 6.604 48.6 ug/l 1149010 2 6.757 1183080 50.0
unknownl11.280 11.280 5.5 wug/l 144449 4 12.024 1311030 50.0
unknown11482 11.482 5.7 ug/l 148626 4 12.024 1311030 50.0
1-Isobutoxy-2-e... 12.225 6.3 ug/l 166242 4 12.024 1311030 50.0

82X031023W.M Tue Mar 28 15:54:37 2023 Page: 12



