LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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\82X020924W.M

Title : SW846 8260

Signal : TIC: VX@40236.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 44118 45505 6.23% 0.918%
2 1.368 40 46 50 rBv2 10856 14891 2.04% 0.300%
3  1.453 57 60 65 rvB 8464 9090 1.24% 0.183%
4 2.051 153 158 170 rBV 52607 87440 11.97% 1.764%
5 2.374 203 211 217 rBV 20469 33994 4.65% 0.686%
6 2.526 229 236 245 rBV 6942 14099 1.93% 0.284%
7 2.709 258 266 272 rBV2 4809 9710 1.33% 0.196%
8 2.953 299 306 319 rVB2 3869 8420 1.15% 0.170%
9 4,227 505 515 528 rBV 31655 87359 11.96% 1.762%
10 4.568 562 571 582 rBV2 4459 12418 1.70% 0.250%
11 5.385 693 705 717 rBV 46492 138651 18.98% 2.797%
12 5.550 723 732 745 rVB 80180 224686 30.75% 4.532%
13 5.952 788 798 808 rBvV2 52441 139537 19.10% 2.815%
14 6.032 808 811 820 rVB4 3663 9506 1.30% 0.192%
15 6.763 921 931 946 rBV 125117 302213 41.36% 6.096%
16 7.208 997 1004 1021 rBv2 11490 35299 4.83% 0.712%
17 8.647 1233 1240 1247 rBV 268131 416338 56.98% 8.398%
18 8.720 1247 1252 1257 rW 54398 86898 11.89% 1.753%
19 8.769 1257 1260 1270 rVB4 3849 9249 1.27% 0.187%
20 10.055 1463 1471 1483 rBV 277184 399028 54.61% 8.049%
21 10.159 1483 1488 1490 rVVv2 8658 13160 1.80% 0.265%
22 10.195 1490 1494 1506 rVV 18099 32562 4.46% 0.657%
23 10.299 1506 1511 1519 rVB 61479 84048 11.50% 1.695%
24 10.506 1541 1545 1554 rVB 11831 16404 2.25% 0.331%
25 10.640 1561 1567 1571 rBV 22519 29856 4.09% 0.602%
26 10.683 1571 1574 1581 rVB 17346 21801 2.98% 440%

27 10.750 1581 1585 1594 rBV 85569 138576 18.97%
28 11.079 1634 1639 1644 rBV 250457 319679 43.75%

OO NO®
IS
IS
G
R

29 11.128 1644 1647 1654 rVB 20794 28375 3.88% 572%
30 11.232 1660 1664 1668 rBvV2 6279 7717 1.06% 156%
31 11.281 1668 1672 1674 rBV2 8814 11400 1.56% ©.230%
32 11.305 1674 1676 1682 rVB3 8050 10935 1.50% 0.221%
33 11.384 1682 1689 1693 rBvV2 20944 40115 5.49% 0.809%
34 11.451 1698 1700 1708 rVB 9977 12694 1.74% 0.256%
35 11.573 1715 1720 1722 rBV 38302 47268 6.47% ©.953%
36 11.604 1722 1725 1733 rVW3 39221 70057  9.59% 1.413%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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\82X020924W.M
Title : SW846 8260

37 11.683 1733 1738 1745 rVW 645664 730664 100.00% 14.739%

38 11.750 1745 1749 1755 rVB 35510 42973 5.88% 0.867%
39 11.969 1779 1785 1786 rBV 16325 21778 2.98% 0.439%
40 12.018 1789 1793 1800 rVV 340211 440285 60.26% 8.881%
41 12.085 1800 1804 1808 rVB 7732 10426 1.43% 0.210%
42 12.219 1821 1826 1837 rBV 370761 567798 77.71% 11.454%
43 12.597 1885 1888 1894 rVB4 6431 12052 1.65% 0.243%
44 13.292 1998 2002 2008 rVB4 6716 9921 1.36% ©.200%
45 13.597 2045 2052 2060 rBVvV9 7381 19508 2.67% ©.394%
46 13.676 2060 2065 2070 rVV 38489 46294 6.34% 0.934%
47 13.774 2076 2081 2088 rBV 10392 17347 2.37% ©.350%
48 14.030 2119 2123 2127 rVB2 7447 9033 1.24% 0.182%
49 14.140 2136 2141 2145 rBvV3 6580 8842 1.21% 0.178%
50 14.225 2149 2155 2159 rw4 3917 7437 1.02% 0.150%
51 14.274 2159 2163 2168 rvVB2 8473 11155 1.53% ©0.225%
52 14.634 2216 2222 2227 rBV 15684 23683 3.24% 0.478%
53 14.780 2241 2246 2251 rBV 6935 9175 1.26% 0.185%
Sum of corrected areas: 4957349
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: P1424-02
: 5.0mL/MSVOA_X/WATER
. 25

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\

: VX040236.D
: 14 Feb 2024 21:16

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

600000

500000

400000

300000

200000

100000

o

Time-->

TIC: VX040236.D\data.ms

5.550
142

5.385 5.952
4.227
1.36853 2.374 506 709 2.953 4.568 /\/\ J6.032
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\

5 o~
L L L L L I B B A B (il T

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

2.051

Abundance

600000

500000

400000

300000

200000

100000

0
Time-->

TIC: VX040236.D\data.ms

8.647 10.055

11.079

6.763

10.750

720 10.299

769

sy L abdon:
U T

T
10.50 11.00

—T — T —
8.50 9.00 9.50 10.00

Abundance

600000

500000

400000

300000

200000

100000

Time-->

L1.

TIC: VX040236.D\data.ms

12.219
12.018

13.676

'75(.)[1. 14.684 78

12.597
‘j\_'_,% T

s

13.292 13.59B.77414.080M4D234
T ‘ T ‘ T ‘ T T T T ‘ T T T T ‘ T \/\/\\ T ‘ ‘ T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82X020924W.M Thu Feb 15 11:07:54 2024

Page: 3




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 6
R.T. EstConc Area Relative to ISTD R.T.
1.142 10.13 ug/l 45505  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 Cyclopropene 40 C3H4 002781-85-3 4
4 Alanine 89 C3H7NO2 000056-41-7 2
5 Ethanamine, 2-propoxy- 103 C5H13NO 042185-03-5 2

Abundance Scan 9 (1.142 min): VX040236.D\data.ms (-6) (-) m/z 44.10 100.00%

44.1
- M
38.0
e ARRAREEEEE
“‘ 1.201.301.401.50
ot e m/z 43.10 94.22%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
1 AJ\]\P
5000 T T T Tr T[T r T T ot
0 1.201.301.401.50
a4 m/z 39.10 93.11%
15.0 380 H
O\\HHH’H\\’HH’\H‘\"HHZ’]T.\(\)\‘EH “HH‘\H!‘MH‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
e e
1.201.301.401.50
m/z 41.10 68.23%
5000 27.0
10 0210 | I
O e
miz--> 0 5 10 15 20 25 30 35 40 45 50 M
Abundance #54: Cyclopropene T e
39.0 1.201.301.401.50
m/z 38.00 26.62%
5000
26.0
Y 11117 SN N PR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 Ethanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.051 19.46 ug/l 87440  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 74
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Oxalic acid 90 C2H204 000144-62-7 4

Abundance Scan 158 (2.051 min): VX040236.D\data.ms (-153) (-) m/z 45.05 100.00%

458.0
5000
%0‘ 1.80 2.00 2.20 2.40
] — T N I A - L R 1
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #107: Ethano
31.0
45.0
5000 UL B B I IR AN L
1.80 2.00 2.20 2.40
m/z 43.10 22.53%
0 2.0 15\0\ 251&\‘\ \‘
H\HH‘HH‘HH‘HH‘HH‘HH‘HH‘ \H‘HH‘HH HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #110: Dimethyl ether
45.0
29.0
15.0 1.80 2.00 2.20 2.40
5000 m/z 42.00 9.14%
0Lt 220 b 380 L
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #103: Methane, nitroso-
30.0 1.80 2.00 2.20 2.40
45.0 ITI/Z 44.00 5.07%
5000
15.0
owww‘mw:M:WWHM: S T11 | N —— U
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 4
R.T. EstConc Area Relative to ISTD R.T.
4,227 19.44 ug/l 87359  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
3 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 37
4 Ethene, ethoxy- 72 C4H80 000109-92-2 33
5 2-Propen-1-o0l, 2-methyl-, acetate 114 C6H1002 000820-71-3 25
Abundance Scan 515 (4.227 min): VX040236.D\data.ms (-505) (-) m/z 43.10 100.00%
43]1
72.1
5000
57.0 j\N
R ARRE L R
4.00 4.20 4.40 4.60
i, 502 1], P
O+ e R e He e e e m/z 44.10 98.13%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0
5000
57.0 4.00 4.20 4.40 4.60
m/z 41.00 92.02%
150 | 370]] ‘
O H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H ‘\H\’HH‘HH‘HH‘HH’HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #785: Propanal, 2-methyl-
43.0
A REEEE RS
4.00 4.20 4.40 4.60
5000 27.0 72.0 m/z 72.10 80.80%
‘ 50.057.0
Obrrprrrr e HH e e e e ey
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #796: 1-Propene, 3-methoxy- ‘H““‘W““‘H“,“
29.0 410 4.00 4.20 4.40 4.60
' 720 m/z 39.10 52.38%
5000 57.0
15.0
0 H‘!HH ‘p‘} “,H‘,H TPVCUNN . S
m/z--> 5 10 15 20 25 30 45 50 55 60 65 70 75 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 8
R.T. EstConc Area Relative to ISTD R.T.
7.208 5.84 ug/l 35299 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H1e0 000071-36-3 72
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 38
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 36
4 Pentane 72 C5H12 000109-66-0 9
5 1-Amino-3-methylbutan-2-o0l 103 C5H13NO 1000486-88-4 9

Abundance Scan 1004 (7.208 min): VX040236. D\datams(997)() m/z 56.10 100.00%

41.1
5000
A R
‘ 72.2 6.80 7.00 7.20 7.40 7.60
Ol TS wz 41.10 83.54%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #959: 1-Butano
31.0
56.0
41.0
5000 | L ISR B I
6.80 7.00 7.20 7.40 7.60
m/z 43.10 55.67%
O \\\‘\\\\‘\\\\‘\\11“\\\\}\}‘\\‘\\‘\‘\\\\‘7\3\.(\)\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1660: Cyclobutane, ethyl-
56.0
41.0 ‘\\\\‘\{«\\‘\\\\’\\\\‘\\
6.80 7.00 7.20 7.40 7.60
5000 m/z 42.10 29.88%
28.0
69.0
150 \”\ 1M ‘ 84.0
A PRt L
m/z--> 0O 10 20 30 40 50 60 70 80 90 M/\A
Abundance #1687: Propane, 2-cyclopropyl- S AR LI
56.0 6.80 7.00 7.20 7.40 7.60
41.0 m/z 39.10 28.56%
5000
27.0
69.0
s
N X T 1 S N <. |k il
m/z--> 0 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.750  17.36 ug/l 138576  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol 116 C7H160 000589-55-9 59
2 Oxalic acid, cyclobutyl undecyl ... 298 C17H3004 1000309-70-2 43
3 4,5-Octanediol 146 C8H1802 022607-10-9 40
4 1-Hepten-4-ol 114 C7H140 003521-91-3 40
5 Oxalic acid, cyclobutyl octyl ester 256 C14H2404 1000309-69-9 37

Abundance Scan 1585 (10.750 min): VX040236.D\data.ms (-1581) (- m/z 55.05 100.00%

58.0
5000

I 082 10.50 11.00
bl L TR0 RS 1583  n/z 73.10 72.80%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #9447 4-Heptanol
55.0
5000 DN L\
10.50 11.00

m/z 43.10 45.11%

27.0
\‘\HW\ \\\U \\7\\0\\\9\80\\\\ TTTT TTTT TTTT TTTT T
m/z--> 2‘ ‘ 6‘0 8‘0 160 12‘0 1)10 1(%0 15‘30 260
Abundance #196809: Oxalic acid, cyclobutyl undecyl ester
55.0

o

1050 1100
5000 ITI z 41.05 24.74%
29.0
85.0
ol LT 1110 154.0 199.0
_m‘mwm‘mwHH‘mwuwm_mw
m/z--> 60 80 100 120 140 160 180 200
Abundance #25523: 4,5-Octanediol
55.0 1050 1100
m/z 39.00 13.55%
5000
ol a0 e
‘mwmwm‘mwHH‘mwuwm_mw
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 4-Heptanol, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.573 5.37 ug/1 47268 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol, 3-methyl- 130 C8H180 001838-73-9 90
2 3-Hexanol, 2,2-dimethyl- 130 C8H180 004209-90-9 47
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 38
4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 32
5 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 16
Abundance Scan 1720 (11.573 min): VX040236.D\data.ms (-1715) (- 55.10 100.00%
55.1
73.1
5000
41.1
11 50
112.1
o1282 m/z 73.10  62.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15704: 4-Heptanol, 3-methyl-
55.0
73.0
L A
5000 e —
41.0 11.50
270 87.0 m/z 43.05 38.61%
T
0\H‘\M\‘HH‘HHH}H“\‘\H‘HH“HH‘\\H‘\H\‘HHM\H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15746: 3-Hexanol, 2,2-dimethyl-
55.0
41.0 T
11 50
5000 27.0 73.0 m/z 41.10 36.27%
‘ 87.0
m/z--> lO 20 30 40 50 60 70 80 90 100110120130
Abundance #9526: 3-Pentanol, 2,4-dimethyl- ‘
73.0 11 50
m/z 45.10 31.24%
5000 55.0
0230 L L Ll o 10 o L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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.604 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.604 7.96 ug/1 70057 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol, 3-methyl- 130 C8H180 001838-73-9 47
2 3-Hexanol, 2,2-dimethyl- 130 C8H180 004209-90-9 32
3 Pentanoic acid, 2-(aminooxy)- 133 C5H11NO3 005699-55-8 32
4 5-Methyl-4-octanol 144 C9H200 059734-23-5 17
5 3,3-Dimethyl-4-heptanol 144 CS9H200 019549-78-1 17
Abundance Scan 1725 (11.604 min): VX040236.D\data.ms (-1722) (- 55.10 100.00%
55.1
5000 73.1
105.1
39| ‘ 120. 11 50 12 00
om_HWHwm“‘WMJmewwﬁfumm,w‘www m/z 73.10  44.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15704: 4-Heptanol, 3-methyl-
558.0
73.0
5000
29.0 11 50 12 00
m/z 105.10 32.52%
I
O\H‘\M\‘\H\‘HHHl\\“\‘\\\‘\\Hl‘\\\\‘HH’HH‘HHH\H‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15746: 3-Hexanol, 2,2-dimethyl-
55.0
‘ —
11.50 12.00
5000 29.0 73.0 m/z 41.10 29.64%
970
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16765: Pentanoic acid, 2-(aminooxy)- — ——
55.0 11.50 12.00
m/z 43.10 25.22%
73.0
5000
33.0 101.0
S -1 SN | E—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 Butanoic acid, butyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.683 82.98 ug/l 730664 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, octyl ester 200 C12H2402 000110-39-4 72
3 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 72
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 64
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 59
Abundance Scan 1738 (11.683 min): VX040236.D\data.ms (-1733) (- m/z 71.10 100.00%
71.1
89.1
5000 43.1 J
—
‘ ‘ 116.2 11 50 12.00
ol A AI82 m/z 89.10  55.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24131: Butanoic acid, butyl ester
71.0
43.0 89.0
5000 T
11 50 12.00
m/z 43.10 49.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #75741: Butanoic acid, octyl ester
71.0
43.0
89.0 L
11 50 12.00
5000 m/z 56.05 44 .29%
112.0
0 26 | “\ ‘\ Lol ‘\ 1430
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #24220: Butanoic acid, 2-methylpropyl ester —f—
71.0 11 50 12.00
m/z 41.10 38.14%
5000 43.0
‘ 89.0
ob 28O [ mso -
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_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.219 64.48 ug/l 567798 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 90
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
5 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 47
Abundance Scan 1826 (12.219 min): VX040236.D\data.ms (-1821) (- | m/z 57.10 100.00%
57.1
5000
83.1 P —1—
39
| “ 1121 12.00 1250
Ol et m/z 41.10  38.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 A ——
12.00 12.50
29.0 ‘ 83.0 m/z 43.e5 32.07%
112.0
O \\\‘\h“\\‘\\\w \w\\"\\\“‘\\}\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 100 120 140 160
Abundance #92373. Heptane, 1,1'-oxybis-
57.0
—— —
12.00 12.50
5000 m/z 55.10 29.73%
97.0
0 L \‘ 790 || 117.0 171.0
A o R e
m/z--> 20 40 60 80 100 120 140 160
Abundance #15693: 2-Propyl-1-pentanol e P
57.0 12.00 12.50
m/z 83.10 22.71%
5000
29.0
L
0 m_Mw‘m_MHmw_l??:?w_ww SN LS
m/z--> 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 unknownl13.677 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.677 5.26 ug/l 46294  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 43
2 2-Ethyl-cyclohexylamine 127 C8H17N 024216-90-8 35
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 32
4 Cyclopentanone, 2,2,5,5-tetramet... 140 C9H160 004541-35-9 32
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27
Abundance Scan 2065 (13.676 min): VX040236.D\data.ms (-2060) (- m/z 56.05 100.00%
56.0
5000 J
111.2 s ; ‘/L/\
145.2
“‘ | 85.1 199.2 13.50 14.00
0 e e b e b e e m/z 71.10 45.98%
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 O A
13.50 14.00
29.0 111.0 m/z 41.10 40.47%
145.0
85.0
0 T \“\‘rr\“uh‘\1‘\\‘r‘\\\“1\7\q.\0‘\\]\_9\?.\9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13625: 2-Ethyl-cyclohexylamine
56.0
— T —
13.50 14.00
5000 m/z 57.05 36.41%
84.0
29.0 127.0
Y S Y Y OV SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans- — —
56.0 13.50 14.00
m/z 55.00 34.20%
- WW¢MmAM/&AWWWWWWAMA
T e e e T e e T —
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\VX021424\
Data File : VX040236.D

Acqg On : 14 Feb 2024 21:16
Operator : JC/MD

Sample : P1424-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020924W.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 10.1 ug/l 45505 1 5.550 224686 50.0
Ethanol 2.051 19.5 wug/l 87440 1 5.550 224686 50.0
Butanal 4.227 19.4 ug/l 87359 1 5.550 224686 50.0
1-Butanol 7.208 5.8 ug/l 35299 2 6.763 302213 50.0
4-Heptanol 10.750 17.4 ug/l 138576 3 10.055 399028 50.0
4-Heptanol, 3-m... 11.573 5.4 ug/l 47268 4 12.024 440285 50.0
unknownll.604 11.604 8.0 wug/l 70057 4 12.024 440285 50.0
Butanoic acid, ... 11.683 83.0 ug/l 730664 4 12.024 440285 50.0
1-Hexanol, 2-et... 12.219 64.5 ug/l 567798 4 12.024 440285 50.0
unknown13.677 13.677 5.3 ug/l 46294 4 12.024 440285 50.0
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