LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039593.D

Acqg On : 03 Jan 2024 11:49

Operator : JC/MD

Sample : Pleel-01

Misc : 5.0mL/MSVOA_X/WATER ORA-1205

ALS vial : 7 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@39593.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.447 55 59 69 rBV 4737394 6057743 100.00% 37.470%
2 1.538 69 74 97 rVwW 365298 1457592 24.06% 9.016%
3 1.691 97 99 130 rVB 36099 138654 2.29% 0.858%
4 2.117 158 169 180 rVB 80790 206840  3.41% 1.279%
5 2.386 206 213 227 rVB 54985 100259 1.66% 0.620%
6 4.227 502 515 524 rBV 444483 1219011 20.12% 7.540%
7 4.324 524 531 559 rW2 92747 440343  7.27% 2.724%
8 4.562 562 570 586 rVB2 22671 74925 1.24% 0.463%
9 5.385 694 705 720 rVB2 63506 189971 3.14% 1.175%
10 5.544 720 731 746 rBV 96460 272641 4.50% 1.686%
11 5.952 789 798 818 rBV 75611 204738 3.38% 1.266%
12 6.757 920 930 944 rBV 182988 436423 7.20% 2.699%
13 7.232 1000 1008 1029 rBV 112830 268625 4.43% 1.662%
14 7.580 1059 1065 1069 rBV 49721 108335 1.79% 0.670%
15 8.647 1233 1240 1248 rBV 387797 602496  9.95% 3.727%
16 10.055 1464 1471 1483 rBV 412367 602210 9.94% 3.725%
17 10.756 1581 1586 1595 rBV 122830 185928 3.07% 1.150%
18 11.079 1634 1639 1645 rBV 351112 453986  7.49%  2.808%
19 11.421 1692 1695 1705 rVB 118830 153360 2.53% 0.949%
20 11.573 1715 1720 1723 rBV2 50035 67889 1.12% 0.420%
21 11.603 1723 1725 1733 rVWV 49441 66312 1.09% 0.410%
22 11.683 1733 1738 1746 rVB 104463 124710 2.06% 0.771%
23 11.988 1783 1788 1790 rBV 299940 348982 5.76% 2.159%
24 12.018 1790 1793 1802 rVB 427061 588989 9.72% 3.643%
25 12.219 1820 1826 1837 rBV 1215372 1630493 26.92% 10.085%

26 12.305 1837 1840 1851 rVB5 32072 69861 1.15% 0.432%
27 13.676 2060 2065 2070 rVB 81963 95708 1.58% 0.592%
Sum of corrected areas: 16167024
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039593.D

Acqg On : 03 Jan 2024 11:49
Operator : JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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
Abundance TIC: VX039593.D\data.ms
1.447
4000000
3000000
2000000
1000000
538 4.227
601 2117 2.386 /@2\44.562 5386.544 5952
O' \\\\‘\\\\‘\V_Y_Y—rr\\\Tl_f‘r\/‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\’\/\_T\\\\‘\\\\‘\\\\‘\\\{‘\\\\\‘\\\\‘\\\/\\‘\\\\‘\\\
Time--> 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
Abundance TIC: VX039593.D\data.ms
4000000
3000000
2000000
1000000
8.647 10.055 11.079
; 6./7\57 7232 7580 k /k 10756 ) 11.42#
— ) S — —/ —
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX039593.D\data.ms
4000000
3000000
2000000
12.219
1000000
12
0%3 305 13.676
1 T T T ‘ T T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039593.D

Acqg On : 03 Jan 2024 11:49
Operator : JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 Acetaldehyde Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.447 1110.94 ug/1 6057740  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Propane 44 C3H8 000074-98-6 5
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Hydrogen isocyanate 43 CHNO 000075-13-8 3

Abundance  Scan 59 (1.447 min): VX039593.D\data.ms (-55) (-) m/z 44.05 100.00%

44.0
5000 K/\
R AR e
1.20 1.40 1.60 1.80
36.0 |||, 55.0 66.1 78.0 o
Ot e g Ot H o e OO iy M/Z 43.05  59.35%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #81: Acetaldehyde
29.0
44.0
5000 L0 L LA B B B
15.0 1.20 1.40 1.60 1.80
m/z 42.10 20.93%
O\\‘HH‘H}!M\H‘HHHH‘\H\‘\\H‘}!\\i\H\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #88: Propane
29.0
R REaas e RARERE
1.20 140 1.60 1.80
5000 m/z 41.05 8.97%
44.0
150 H
0‘“ww;}mww!uimﬁmm‘“‘HwH‘HH"‘H‘mwwm‘mw
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #84: Ethylene oxide R R
29.0 1.20 1.40 1.60 1.80
44.0 m/z 45.10  3.05%
15.0
5000
0‘wuuwhﬂuwuwhlpHWwauumwuwuwuuwuwmwuuwuw‘ R A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039593.D

Acqg On : 03 Jan 2024 11:49
Operator : JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 Ethanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.117 37.93 ug/l 206840  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 86
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 7
4 Formic acid 46 CH202 000064-18-6 4

5 Formamide 45 CH3NO 000075-12-7 2
Abundance Scan 169 (2.117 min): VX039593.D\data.ms (-158) (-) m/z 45.05 100.00%

45.0
5000

‘ 1.80 2.00 2.20 2.40
ol B9 n/z 46.05  36.93%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #106: Ethano
31.0
45.0

5000 S B
1.80 2.00 2.20 2.40

m/z 43.05 20.62%

150 N‘ W
O\\\’\\‘\\“\\‘\}‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\’\\\\‘
mi/z--> 10 20 30 40 50 60 70 80 90
Abundance #110: Dimethyl ether
45.0
29.0

1.80 2.00 2.20 2.40

15.0
5000 m/z 42.10 8.88%
0 ‘H,;‘!;“H‘1{“H“HH‘HH‘HH‘HH,HH‘
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #103: Methane, nitroso- R AAREARRREEE
30.0 1.80 2.00 2.20 2.40
45.0 mZ 44,00 3.30%
5000
15.0
0 m,mw\l‘ el e —
m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@039593.D

Acqg On : 03 Jan 2024 11:49
Operator : JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 Butanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,227 223.56 ug/l 1219016  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 Methacrolein 70 C4H60 000078-85-3 27
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 25
Abundance Scan 515 (4.227 min): VX039593.D\data.ms (-502) (-) m/z 44.10 100.00%
44.1
72.1
5000
57.1
AR R ER
37 4.00 4.20 4.40 4.60
Ot ety m/z 43.10  93.02%
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
5000 LU B B I IR R
4.00 4.20 4.40 4.60
15.0 57.0 m/z 41.10 82.35%
‘ “‘ 3?1\“ ‘ i
O ‘HH‘HH‘HH‘HHi\ T iHH‘HH‘H\ ‘\\Hi\H\i\H\‘\H\‘\H\‘HH‘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
AR ARREREE S
720 4.00 4.20 4.40 4.60
5000 29.0 m/z 72.10 65.98%
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-

43.0 4.00 4.20 4.40 4.60
m/z 39.10 47.69%

27.0
5000
72.0
0 lE\)'O | “ \‘ iR 57.0

[T e e R RE R R

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@039593.D

Acqg On : 03 Jan 2024 11:49
Operator : JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 6 Propane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4,324 80.76 ug/l 440343  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Propane 44 C3H8 000074-98-6 50
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 47
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 37
5 Isobutylene epoxide 72 C4H80 000558-30-5 16
Abundance Scan 531 (4.324 min): VX039593.D\data.ms (-524) (-) m/z 43.10 100.00%
311
72.1
5000
57.0
e RS RRRE
‘ 4.00 4.20 4.40 4.60
0 "WHH,HH_W,HJH‘wm”_”whm_ m/z 44.10  95.42%
miz-> 0 10 20 30 40 50 60 70 80
Abundance #737: Butanal
27.0 44.0
72.0
5000 TT T T T T[T T[T T T [TTTT]
4.00 4.20 4.40 4.60
15.0 ‘ 57.0 m/z 41.10 87.94%
O”se?
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #89: Propane
29.0
REamaE e S
4.00 4.20 4.40 4.60
5000 m/z 72.10 74.77%
44.0
1.0 lE\)'O | \M\
O L s s e e O
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #782: Propanal, 2-methyl- A Bammma R S
43.0 4.00 4.20 4.40 4.60
m/z 39.10 45.16%
72.0
5000
27.0
7.
ol 220l Al 2
m/z--> 0 10 20 30 40 50 60 70 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\VX010324\
Data File : VX@039593.D

Acqg On : 03 Jan 2024 11:49
Operator : JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 7 1-Butanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.232 30.78 ug/l 268625 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4Hl1le0 000071-36-3 90
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 39
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 10
4 Formic acid, butyl ester 102 C5H1002 000592-84-7 9
5 Neopentyl glycol 104 C5H1202 000126-30-7 9

Abundance Scan 1008 (7.232 min): VX039593.D\data.ms (-1000) (-) m/z 56.10 100.00%

56.1
41.1
5000
R RENEEREN
‘ ‘ Ta1 7.00 7.20 7.40 7.60
O 88 L T m/z 41.10  74.52%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #967: 1-Butano
31.0 41.0 56.0
5000 L B B I L B B
7.00 7.20 7.40 7.60
m/z 43.10 62.88%
% . Jh |
O\\\‘\}‘\\“!\J\‘i‘\\‘l‘\“\\‘\\‘\‘\\\\‘7?’.\9\‘\\\\‘\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2-cyclopropyl-
56.0
41.0 R  SRARRNN SRS
7.00 7.20 7.40 7.60
5000 m/z 42.10 32.39%
27.0 69-0
w0 Ll LT e
0 ‘H“H“_‘JJ“Hlll“quH“‘H‘M“‘H“f“_
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #782: Propanal, 2-methyl- BB REERE SR
43.0 7.00 7.20 7.40 7.60
m/z 39.10 22.72%
72.0
5000
27.0
P - N N AN AT
m/z--> 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@39593.D

Acqg On : 03 Jan 2024 11:49

Operator JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 8 4-Heptanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.756  15.44 ug/1 185928 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol 116 C7H160 000589-55-9 72
2 1-Hepten-4-o0l 114 C7H140 003521-91-3 50
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 38
4 4-Decanol 158 C10H220 002051-31-2 36
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 36

Abundance Scan 1586 (10.756 min): VX039593.D\data.ms (-1581) (- m/z 55.05 100.00%
55.0
73.1
5000
41,
‘ 982 114.2 1050 1100
Obrrererrerrereereitlhe ol el 082 ME2 0 7 7310 71.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9439: 4-Heptanol
55.0
73.0
5000 —— —A
10.50 11.00
m/z 43.05 42.04%
27.0 4L
OH\‘1\4\.\(\)‘\H‘\“‘HH“‘\“H‘\\1‘\‘HH‘M}\\‘\\\\‘\\9\8\‘0\\\\1‘]\-\4.\\()’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8444: 1-Hepten-4-ol
55.0 AMA
e
73.0 1050 1100
5000 210 .. m/z 41.85 23.11%
o340 Ll Al ero m20
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0 1050 1100
- m/z 71.10 12.88%
5000
41,
27.0 ‘
0m‘HH_H‘!“‘H‘e;1:‘”m‘ww‘m‘wwwwm,u AN ST
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@039593.D

Acqg On : 03 Jan 2024 11:49
Operator : JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 9 Hexanal, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.421 13.02 ug/l 153360 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 90
2 1,3-Cyclobutanediol, 2,2,4,4-tet... 144 C8H1602 003010-96-6 56
3 trans-1-Butene,1-butoxy- 128 C8H160 1000139-52-8 56
4 Pentane, 1-(1-butenyloxy)-, (Z)- 142 C9H180 056052-76-7 45
5 1-Hexanamine, N-propyl- 143 CSH21N 020193-23-1 42
Abundance Scan 1695 (11.421 min): VX039593.D\data.ms (-1692) (- m/z 57.05 100.00%
57.0
w h
DY AN
11.50
85.0
Ol 80 b 201281 1760 sz 72,10 87.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14301: Hexanal, 2-ethyl-
72.0
5000 UL
43.0 11.50
m/z 41.10 41.98%
O “ LI \‘H \“ L1 100'0 128'0
\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24270: 1,3-Cyclobutanediol, 2,2,4,4-tetramethyl-
57.0
—=
11.50
5000 m/z 43.10 35.35%
29.0
0 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14411: trans-1-Butene,1-butoxy- e
57.0 11.50
m/z 39.10 16.78%
29.0
5000
128.0
85.0
0‘“‘HN‘mw‘ﬁm"Nu‘w‘“_“““H“““H““ P
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX@39593.D

Acqg On : 03 Jan 2024 11:49

Operator JC/MD

Sample : Pleel-o01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 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 10 1-Hexanol, 2-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.219 138.41 ug/1 1630490 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 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 42

Abundance Scan 1826 (12.219 mln) VX039593.D\data.ms (-1820) (- m/z 57.10 100.00%

83.1

5000 a1
98.2 1200 1250
Oberrererprrerrerler by it ol T 112:2 128.0 m/z 40.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 1200 1250
270 83.0 m/z .10 32.43%
N P
OH‘HH‘HH‘HH“1\\\‘HH’HH“HH‘\EH‘H\\‘HHM\H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
—— —
12.00 12.50
5000 ITI/Z 55.10 27.74%
43.0
29.0 83.0
ol 150 || H ‘ | . 9801120
R L e RARmaRa
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15693: 2-Propyl-1-pentanol T —
57.0 12.00 12.50
m/z 70.10 22.48%
5000 41.0
27.0
I O |50 90044
H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘M‘H_‘HM‘H —4— —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010324\
Data File : VX039593.D

Acqg On : 03 Jan 2024 11:49
Operator : JC/MD

Sample : Pleel-e1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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|
Acetaldehyde 1.447 1110.9 ug/l 6057740 1 5.550 272641 50.0
Ethanol 2.117 37.9 ug/l 206840 1 5.550 272641 50.0
Butanal 4.227 223.6 ug/l 1219010 1 5.550 272641 50.0
Propane 4.324 80.8 ug/l 440343 1 5.550 272641 50.0
1-Butanol 7.232 30.8 ug/l 268625 2 6.757 436423 50.0
4-Heptanol 10.756 15.4 ug/l 185928 3 10.055 602210 50.0
Hexanal, 2-ethyl- 11.421 13.0 ug/l 153360 4 12.024 588989 50.0
1-Hexanol, 2-et... 12.219 138.4 ug/l 1630490 4 12.024 588989 50.0
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