LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039595.D

Acqg On : @03 Jan 2024 12:35

Operator : JC/MD

Sample : P1001-03

Misc : 5.0mL/MSVOA_X/WATER ORA-1207

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\82X121323W.M

Title : SW846 8260

Signal : TIC: VX@39595.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.142 6 9 21 rvB 62616 67043  9.26% 1.152%
2 1.374 41 47 50 rBvV 7115 8871 1.23% 0.152%
3  1.453 56 60 68 rvB 14412 16933 2.34% 0.291%
4 1.575 68 80 81 rBVS 7944 23864 3.30% 0.410%
5 2.294 192 198 205 rBV 24328 40201 5.55% 0.690%
6 2.386 205 213 223 rVB 42932 82611 11.41% 1.419%
7 2.587 235 246 254 rBV 7568 22651 3.13% 0.389%
8 3.008 306 315 324 rVB2 4376 13404 1.85% 0.230%
9 4,227 505 515 525 rBv2 24499 69256 9.57% 1.190%
106 4.580 564 573 582 rBV3 2560 8186 1.13% 0.141%
11 5.385 694 705 719 rBV 79632 229406 31.69%  3.940%
12 5.550 721 732 746 rVB 113491 325293 44.93% 5.587%
13 5.952 786 798 810 rBV 91092 245884 33.97% 4.223%
14 6.147 822 830 843 rBV3 8896 27053 3.74% 0.465%
15 6.757 920 930 948 rBV 219539 518190 71.58%  8.900%
16 7.232 999 1008 1025 rBv2 22006 60901 8.41% 1.046%
17 8.647 1234 1240 1249 rBV 460535 723923 100.00% 12.434%
18 8.720 1249 1252 1259 rVv2 5081 10314 1.42% 0.177%
19 10.055 1465 1471 1483 rBV 489657 704032 97.25% 12.092%
20 10.165 1483 1489 1492 rBv4 5638 8994 1.24% 0.154%
21 10.299 1507 1511 1520 rVB 6773 11211 1.55% 0.193%
22 10.646 1560 1568 1571 rBV4 5502 8577 1.18% 0.147%
23 10.689 1571 1575 1581 rVB 11423 15517 2.14% 0.267%
24 10.756 1581 1586 1595 rBV 46034 75396 10.41%  1.295%
25 11.079 1634 1639 1645 rBV 438955 539834 74.57% 9.272%
26 11.134 1645 1648 1656 rVB 9521 13407 1.85% 0.230%
27 11.280 1668 1672 1676 rBV2 7791 10648 1.47% 0.183%
28 11.390 1684 1690 1693 rBV2 14790 21705 3.00% 0.373%
29 11.427 1693 1696 1709 rVB2 9410 16727 2.31% 0.287%
30 11.573 1715 1720 1723 rBV 25455 34730 4.80% 0.597%
31 11.604 1723 1725 1733 rVV2 23602 33922 4.69% 0.583%
32 11.683 1733 1738 1746 rVV 299799 346452 47.86% 5.951%
33 11.756 1746 1750 1754 rVB2 6077 8587 1.19% 0.147%
34 11.835 1759 1763 1768 rVvv4 4790 8192 1.13% 0.141%
35 11.896 1768 1773 1779 rVV5 3908 7811 1.08% 0.134%

36 11.988 1779 1788 1790 rVV 158569 194324 26.84%  3.338%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039595.D

Acqg On : 03 Jan 2024 12:35
Operator : JC/MD

Sample : P1001-03

Misc : 5.0mL/MSVOA_X/WATER

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\82X121323W.M
Title : SW846 8260
37 12.018 1790 1793 1802 rVV 517483 682714 94.31% 11.726%
38 12.219 1820 1826 1836 rBV 222499 344052 47.53% 5.909%
39 12.305 1837 1840 1852 rVB6 13206 33059 4.57% 0.568%
40 13.609 2049 2054 2060 rBV2 11783 16863 2.33% 0.290%
41 13.676 2060 2065 2071 rVB 82026 95263 13.16% 1.636%
42 14.030 2118 2123 2129 rBV 20649 25410 3.51% 0.436%
43 14.140 2135 2141 2147 rBV 27459 36124 4.99% 0.620%
44 14.268 2158 2162 2167 rBV2 16094 20641 2.85% 0.355%
45 14.377 2174 2180 2185 rBV2 10898 13999 1.93% 0.240%
Sum of corrected areas: 5822175
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\

: VX039595.D

: 03 Jan 2024 12:35
JC/MD

: P1e01-03

: 5.0mL/MSVOA_X/WATER

: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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500000

400000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039595.D

Acqg On : 03 Jan 2024 12:35
Operator : JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 Propane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.142 10.31 ug/l 67043  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propene 42 C3H6 000115-07-1 9
3 Acetaldehyde 44 C2H40 000075-07-0 5
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Acetonitrile-d3 44 C2D3N 002206-26-0 3

Abundance Scan 9 (1.142 min): VX039595.D\data.ms (-6) (-) m/z 44.10 100.00%

44.1
5000
R RARARREES
37 “ 0.0 1.201.301.401.50
O e e e e e m/z 43.10 97.46%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #88: Propane
29.0

5000 A IRRiA TR ceeere
1.201.301.401.50
44.0

m/z 39.05 73.10%

20 | |
O H\HH\‘HH‘HH‘HH‘HH‘HH‘\H ‘HH‘HH‘\l\\‘HH‘HH‘HH‘HH‘HH
mi/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene

41.0

1.201.301.401.50

5000 ITI/Z 41.10 52.08%
27.0
o 10|
O brrerrremhrrrprrrepreHrrrtrrre e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #81: Acetaldehyde ‘H“%¥Tﬁ4\ﬁ{}ﬂ77ﬁ77
29.0 1.201.301.401.50
44.0 m/z 38.10  19.98%
5000
15.0
O‘HHHWHHMHWHNHHWHHHH‘HH_HWNH‘HWHH_HWHH‘HH AR e R RAaa ans
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.201.301.401.50

82X121323W.M Thu Jan 04 14:00:20 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039595.D

Acqg On : 03 Jan 2024 12:35
Operator : JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 Propanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.294 6.18 ug/1 40201  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Propylene oxide 58 C3H60 000075-56-9 9
3 Trimethylene oxide 58 C3H60 000503-30-0 9
4 2-(Aminomethyl)-4-methylpentanoi... 187 C10H21NO2 1891211-54-3 9
5 Quinolin-2(1H)-one, 3,4,5,6,7,8-... 208 C12H20N20 1000259-95-6 9

Abundance Scan 198 (2.294 min): VX039595.D\data.ms (-192) (-) m/z 58.10 100.00%

58.1
5000 M
A mm
30.0 2.00 2.20 2.40 2.60
Ol e b 22 o m/z 57.10 30.84%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #247: Propana
29.0 58.0
5000 R R S R i
2.00 2.20 2.40 2.60
m/z 39.05 7.76%
15.0 390
O H‘HH’HH"HH‘HHiH ‘HH‘HH’HH‘HH‘HH‘H \‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #253: Propylene oxide
28.0 8.0 /W\
o8 AL BTV Y
2.00 2.20 2.40 2.60
5000 m/z 42.00 7.21%
43.0
15.0
0 1870 520 |
e A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #256: Trimethylene oxide
28.0 2.00 2.20 2.40 2.60
m/z 37.10 5.38%
5000 58.0
0 15.0 390 I
T e e EammmEEIE L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039595.D

Acqg On : 03 Jan 2024 12:35
Operator : JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 Butanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,227 10.65 ug/l 69256  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Ethene, ethoxy- 72 C4H80 000109-92-2 47
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
4 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 27
5 2-Propen-1-o0l, 2-methyl-, acetate 114 C6H1002 000820-71-3 25
Abundance Scan 515 (4.227 min): VX039595.D\data.ms (-505) (-) m/z 44.05 100.00%
44.0
72.1
5000
57.1
R ARRRES e
36 4.00 4.20 4.40 4.60
O vt S ettt e M/Z0 43.1@ 89 64%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #737: Butanal
27.0 44.0
72.0 /\K
5000 LU B B I IR L R
4.00 4.20 4.40 4.60
15.0 57.0 m/z 41.10 78.31%
el
O‘HH‘HH‘HH‘HHi\\“\H‘\HH}H\iH\\i\H\i\\H‘H\\‘HHM\}\‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #774: Ethene, ethoxy-
44.0
PP T P
720 4.00 4.20 4.40 4.60
5000 29.0 m/z 72.10 68.99%
15.0
0 | . 37.0, 57.0 79
[T e T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #787: Propanal, 2-methyl- ‘H““‘W““‘H‘ffr‘
43.0 4.00 4.20 4.40 4.60
m/z 39.10 45.24%
27.0
5000
72.0
15.0 ‘ ‘ 57.0
A R A PO PPEPRD BRSSP
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039595.D

Acqg On : 03 Jan 2024 12:35
Operator : JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 1-Butanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.232 5.88 ug/l 60901 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 78
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 36
3 Pentane 72 C5H12 000109-66-0 9
4 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 9
5 Formic acid, butyl ester 102 C5H1002 000592-84-7 9

Abundance Scan 1008 (7.232 min): VX039595.D\data.ms (-999) (-) m/z 56.10 100.00%

56.1
41.1
5000 /\
R REESEEE N
“ “ ‘ | 720 7.00 7.20 7.40 7.60 ]
-+ttt m/z 41.10 77.69%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #966: 1-Butano
56.0
31.0 41.0
5000 L B L I AR B
7.00 7.20 7.40 7.60
m/z 43.10 55.85%
018.0’173‘0
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2-cyclopropyl-
56.0
41.0 R EAEmaEEEEE
7.00 7.20 7.40 7.60
5000 m/z 42.10 33.84%
210 69.0
15.0 ‘ | | 840
0 H‘“‘H“HH“‘MH“‘HE“qMH‘W“H‘_“‘_iﬂ‘_
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #806: Pentane “‘W““‘H““‘Hﬁﬂﬁ
43.0 7.00 7.20 7.40 7.60
m/z 39.05 21.60%
5000 27.0
15.0 ‘ ‘ 570 720
ob20 ol
m/z--> 0O 10 20 30 40 50 60 70 80 90 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039595.D

Acqg On : 03 Jan 2024 12:35
Operator : JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 4-Heptanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.756 5.35 ug/1 75396  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol 116 C7H160 000589-55-9 64
2 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 42
3 DL-4,5-Octanediol 146 C8H1802 1000099-07-1 28
4 4,5-Octanediol 146 C8H1802 022607-10-9 28
5 5-Hydroxy-4-octanone 144 C8H1602 000496-77-5 28

Abundance Scan 1586 (10.756 min): VX039595.D\data.ms (-1581) (- m/z 55.05 100.00%

55.0
73.1
5000
41.0

1050 11.00
‘ 098.3 114.2
"_m_‘H,H‘“‘1!M‘_H“:_‘H‘,‘Js‘wwww,ww m/z 73.10  79.49%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9446: 4-Heptanol
55.0
73.0 J\

o

5000 o -
10.50 11.00
70 m/z 43.05 49.99%
I \‘ Ll 98.0
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9488: 3-Hexanol, 2-methyl-
550 730 J\H
T
10.50 11,00
5000 ITI/Z 41.05 27.02%
270 4
O 970, 1180
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #25531: DL-4,5-Octanediol A
55.0 10.50 11,00

m/z 71.10 17.78%

73.0
5000
27.0 41.
0 “‘ ‘\ | “ a N n J\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@39595.D

Acqg On : 03 Jan 2024 12:35

Operator JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 6 Butanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.683  25.37 ug/1 346452 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, butyl ester

144 C8H1602

000109-21-7 90

2 Butanoic acid, heptyl ester 186 C11H2202 005870-93-9 72
3 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 59
5 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 56
Abundance Scan 1738 (11.683 min): VX039595.D\data.ms (-1733) (- m/z 71.05 100.00%
71.0
89.1
5000 J
—
‘ 116.0 1150 12.00
oHH‘HH‘H"J‘m‘wmw‘mﬁ_”wm m/z 43.10  54.92%
m/z--> 80 100 120 140
Abundance #24131. Butanoic acid, butyl ester
71.0
430 89.0 A“f
5000 ]
270 1150 12.00
m/z 89.10  53.397
Ot T \“M}‘\ \‘H T H\ T 1‘\ T “\ \1\1\6.‘0\ LI
miz-> 20 40 60 80 100 120 140
Abundance #60745: Butanoic acid, heptyl ester
43.0 71.0
89.0 L
1150 12.00
5000 m/z 56.10 48.49%
27.0
0 1130 1480
miz--> 40 60 8 100 120 140
Abundance #24239: Propanoic acid, 2-methyl-, butyl ester —
43.0 71.0 1150 12.00
89.0
m/z 41.05 42.54%
5000
27,0
0h— e —
m/z--> 20 40 60 80 100 120 140 1150 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@39595.D

Acqg On : 03 Jan 2024 12:35

Operator : JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 7 1-Hexanol, 2-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.219  25.20 ug/l 344052 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50

5 Heptyl isobutyl carbonate

216 C12H2403

959068-08-7 50

Abundance Scan 1826 (12.219 min): VX039595.D\data.ms (-1820) (- m/z 57.10 100.00%
57.1
5000 411 )\¥
83.1
‘ ‘ ‘ 98.2 12, oo 12:50
o SN S Y R N B ey 40.02%
miz--> 20 40 60 80 100 120 140
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0
1200 12.50
83.0 m/z 32.41%
98.0
O \]-\5\()‘\““\ T “\ T T “J L \“‘ L } T ‘ T T T ‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
—
42.0 12.00 12.50
5000 m/z 55.10  27.68%
27‘0 83.0 112.0
SIS O e . Y71
miz-> 20 40 60 80 100 120 140
Abundance #15686: 2-Propyl-1-pentanol . —
57.0 12.00 12.50
m/z 70.10 21.69%
5000
41.0
83.0
o‘H_m‘www_‘\m\‘\w uso N A
miz--> 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039595.D

Acqg On : 03 Jan 2024 12:35
Operator : JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.676 6.98 ug/1l 95263 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 53
2 2-Methyl-1-nonene 140 C10H20 002980-71-4 43
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 40
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 37
5 1-Octene, 2-methyl- 126 CSH18 004588-18-5 37
Abundance Scan 2065 (13.676 min): VX039595.D\data.ms (-2060) (- m/z 56.05 100.00%
56.0
5000
2 1350 14/30]\
145.2 - -
85.1
b 0 b 2992 s 71010 36.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 T ‘ \/\ ‘A
13.50 14.00
29.0 111.0 m/z 57.10 32.99%
145.0
O T \M‘\ T T \8‘?.3\“ T o T r‘\ T \“1\7\(\)\0‘ T \]\_9\?\0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20666: 2-Methyl-1-nonene
56.0
ey o
13.50 14.00
5000 m/z 55.10 31.25%
29.0
0 1, 840 1120 1400
R R B e e RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans- el P
56.0 13.50 14.00
m/z 69.10 31.23%
5000
b || o o 1
e e e e e e e e P —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039595.D

Acqg On : 03 Jan 2024 12:35
Operator : JC/MD

Sample : Plee1l-e3

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121323W.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|
Propane 1.142 10.3 ug/l 67043 1 5.550 325293 50.0
Propanal 2.294 6.2 ug/l 40201 1 5.550 325293 50.0
Butanal 4.227 10.7 ug/1l 69256 1 5.550 325293 50.0
1-Butanol 7.232 5.9 ug/l 60901 2 6.757 518190 50.0
4-Heptanol 10.756 5.3 ug/l 75396 3 10.055 704032 50.0
Butanoic acid, ... 11.683 25.4 ug/l 346452 4 12.024 682714 50.0
1-Hexanol, 2-et... 12.219 25.2 wug/l 344052 4 12.024 682714 50.0
2,4-Dipropyl-5-... 13.676 7.0 ug/l 95263 4 12.024 682714 50.0
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