LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34
Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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_N\methods\82N111623W.M

Title : SW846 8260

Signal : TIC: VN@80367.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.083 15 22 30 rVB 95043 134575 12.58%  1.499%
2 2.295 52 58 60 rBV3 8593 16288 1.52% 0.181%
3 2.483 85 90 93 rBV6 5693 11320 1.06% 0.126%
4 2.659 115 120 131 rVvB2 27761 55262 5.16% 0.615%
5 4.430 413 421 427 rBV3 16235 40904 3.82% 0.456%
6 7.224 887 896 908 rBV 113111 314238 29.37% 3.500%
7 8.165 1046 1056 1061 rBV 169615 401840 37.55% 4.476%
8 8.224 1061 1066 1080 rVB2 230107 530526 49.58% 5.909%
9 8.582 1119 1127 1140 rVB2 161027 405585 37.90% 4.517%
10 8.812 1162 1166 1172 rVB5 4984 10883 1.02% 0.121%
11  9.100 1207 1215 1225 rVB 352281 717331 67.04%  7.989%
12 9.265 1238 1243 1249 rBV3 14000 27756 2.59% 0.309%
13 9.659 1304 1310 1320 rBV2 24840 54538 5.10% 0.607%
14 10.571 1456 1465 1471 rBV 562692 1047589 97.90% 11.668%
15 10.629 1471 1475 1481 rVB2 47201 88434 8.26% ©.985%
16 11.865 1678 1685 1695 rVB 552659 989137 92.44% 11.017%
17 11.965 1698 1702 1706 rBV2 11254 15573 1.46% 0.173%
18 12.070 1714 1720 1728 rBV2 39012 71381 6.67% ©.795%
19 12.212 1736 1744 1748 rVB6 5760 11145 1.04% 0.124%
20 12.341 1762 1766 1770 rBV4 11407 16783 1.57% 0.187%
21 12.394 1770 1775 1781 rBV3 21989 45954  4.29% 512%

22 12.853 1844 1853 1862 rBV 479331 835669 78.10%
23 13.123 1888 1899 1911 rVB 135112 288170 26.93%

Orwuwoe
N
=
]
S

24 13.341 1930 1936 1942 rBV 89490 140349 13.12% 563%
25 13.482 1955 1960 1964 rBV4 9983 18362 1.72% 205%
26 13.523 1965 1967 1974 rVB5 8243 14303 1.34% ©.159%

27 13.688 1988 1995 2002 rBV 488173 802613 75.01%  8.939%
28 13.794 2006 2013 2020 rVW 621787 1070022 100.00% 11.917%
29 13.876 2020 2027 2033 rVV2 188806 319571 29.87%  3.559%

30 13.953 2036 2040 2045 rVvw4 17692 32634 3.05% 0.363%
31 14.006 2045 2049 2056 rVB6 10650 22328 2.09% ©0.249%
32 14.253 2085 2091 2098 rBVS8 10080 21685 2.03% 0.242%
33 14.482 2125 2130 2136 rBV5 11680 23992 2.24% 0.267%
34 14.576 2138 2146 2147 rBV6 7474 13821 1.29% ©.154%
35 14.623 2148 2154 2159 rVB7 18683 41498 3.88% 0.462%
36 14.794 2177 2183 2188 rBV10 17940 33051 3.09% 0.368%

82N111623W.M Wed Dec 06 14:26:18 2023 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34
Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 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_N\methods\82N111623W.M
Title : SW846 8260
37 15.082 2222 2232 2234 rBV9 15166 27972 2.61% 0.312%
38 15.235 2253 2258 2261 rBV5S 7699 13940 1.30% 0.155%
39 15.347 2271 2277 2281 rBV4 38933 64590 6.04% 0.719%
49 15.400 2281 2286 2295 rVB3 46294 83488 7.80% 0.930%
41 15.506 2301 2304 2313 rVB5 7461 14380 1.34% 0.160%
42 15.611 2313 2322 2335 rBv8 21365 89131 8.33% 0.993%
Sum of corrected areas: 8978611
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
: VNe80367.D
: 05 Dec 2023 15:34
JC\MD
: 05616-03
: 5.0mL/MSVOA_N/WATER
: 15  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.M
Quant Title : SW846 8260

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

Time-->

500000

400000

300000

200000

100000

Abundance TIC: VN080367.D\data.ms
600000

2.083

2295, 454859 4.430
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Time-->

500000
400000 9.100
300000
200000 8.1

100000

Abundance TIC: VN080367.D\data.ms
600000 10.571

8.224

7.224

] _— — - B B—_— — S E—— ——
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Time-->

500000 12.853
400000
300000
200000

100000

Abundance TIC: VN080367.D\data.ms
60000065

13.794
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3.876

13.123
13.341

12.070

11.965 12 4234P4

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34
Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 5
R.T. EstConc Area Relative to ISTD R.T.
2.083 12.68 ug/l 134575  Pentafluorobenzene 8.229

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 Butanenitrile 69 C4H7N 000109-74-0 2

Abundance  Scan 22 (2.083 min): VN080367.D\data.ms (-15) (-) m/z 43.10 100.00%

4311
5000
38.0 \\\\‘\\\\‘\\\\
M ‘ 220 240
ot e 44.05 99.70%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000 LI L B B A
0 220 240
44. m/z 39.00 83.67%
s, |
0 1 |
\HH\H’\\H’HH’\H\’HH’\H\ H\ ‘HH‘HH HH‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
e AN
220 240
m/z 41.10 62.85%
5000 270
10 0210 | I
O e
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #54: Cyclopropene A
39.0 220 240

m/z 38.00 24.43%

5000
26.0
0 A ‘\

Y L1 [T N— N S

m/z--> 0 5 10 15 20 25 30 35 40 45 50 220 2.40

82N111623W.M Wed Dec 06 14:26:21 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34

Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 Acetaldehyde Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.659 5.21 ug/1 55262  Pentafluorobenzene 8.229
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Ethylene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3H8 000074-98-6 4
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Silane, methyl- 46 CH6Si1 000992-94-9 4
Abundance Scan 120 (2.659 min): VN080367.D\data.ms (-115) (-) m/z 44.10 100.00%
441
5000
AR mREE AL S
2.40 2.60 2.80 3.00
I 64.0 43.10  57.22%
O T P T T T T A e e e e m/z . .22%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #81: Acetaldehyde
29.0
44.0
5000 \\/\\\‘\\\\’\\\\‘\\\\‘\\\
150 2.40 2.60 2.80 3.00
m/z 42.00 23.36%
O H‘HH‘H‘\!MHZ\’]\“\Q\HH ‘HH‘HHM!Hi\\\\‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #84: Ethylene oxide
29.0
440 LI YRS
15.0 2.40 2.60 2.80 3.00 .
5000 m/z 41.00 8.63%
) ST TS BT T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #88: Propane “‘w““w‘ﬂMM‘ﬂﬂ‘HN
29.0 2.40 2.60 2.80 3.00
m/z 40.00 6.00%
5000
44.0
0,5 | 0]
O‘W‘HWHH‘HHMHW‘H‘Hu‘whpuw‘uwuu‘uuwuw‘uwu‘ R Eammaas
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34
Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 2
R.T. EstConc Area Relative to ISTD R.T.
7.224  29.62 ug/l 314238  Pentafluorobenzene 8.229

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 72
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 46
3 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 35
4 Propane 44 C3H8 000074-98-6 35
5 2-Propen-1-o0l, 2-methyl-, acetate 114 C6H1002 000820-71-3 25
Abundance Scan 896 (7.224 min): VN080367.D\data.ms (-887) (-) m/z 43.10 100.00%
4311 72.1
5000 571
e REEREET S
7.00 7.20 7.40 7.60
36,0))|[|| 498 it p
Ot e e A e e m/z 72.10 96.47%
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 7.00 7.20 7.40 7.60
m/z 44.05  95.85%
O\‘H\\‘H]\_ﬁ.\(\)\\‘\\\\‘1\!\‘\\\\\?"31\\‘\! i\H\iHHiHH‘HH‘\H\‘l\}\‘\\\\‘\\\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #782: Propanal, 2-methyl-
43.0
P T TR
720 7.00 7.20 7.40 7.60
5000 ' m/z 41.10 94 .10%
27.0
0 15.0 H‘ 36,0,/ | 50'05\’7\'0 |
e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #721: 2-Propanone, hydrazone T T T
30.0 57.0 72.0 7.00 7.20 7.40 7.60
m/z 39.10 62.68%
5000 39.0 /\
owWW:IH m‘:!‘llllwwl‘! S PR SN L VS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34
Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 Hexanal, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.123  13.47 ug/1 288170 1,4-Dichlorobenzene-d4 13.794
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 64
3 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 64
4 trans-1-Butene,1-butoxy- 128 C8H160 1000139-52-8 64
5 Methylephedrine 179 C11H17NO 000552-79-4 50
Abundance Scan 1899 (13.123 min): VN080367.D\data.ms (-1888) (- | m/z 57.10 100.00%
57.1 721
5000 41.0
VANSNHI e
13.00 13.50
105.1  128.3
o‘WH‘WHH‘HHMLHVWA‘NMWMHMA?Q?H_H‘_H‘_HW‘H‘ m/z 72.10  87.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14298: Hexanal, 2-ethyl-
570 720
5000 — ——
41.0 13.00 13.50
m/z 41.05 40.32%
0 ‘ H‘\ sl .0 100.0 128.0
H’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24270: 1,3-Cyclobutanediol, 2,2,4,4-tetramethyl-
57.0
72.0 IR ISR
13.00 13.50
5000 m/z 43.05 29.07%
29.0
o“,1:7’:9_H“‘_H‘;1muw“:‘mmwHw?m‘H_ww_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4348: Cyclobutanol, 2-ethyl-
57.0 13.00 13.50
m/z 39.00 17.84%
72.0
5000
0H,W‘WW\HHwu‘l‘wm‘whwl‘H‘me‘w‘mww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34
Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 Butanoic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.341 6.56 ug/1l 140349 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 74
2 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 64
3 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 56
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 56
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 47
Abundance Scan 1936 (13.341 min): VN080367.D\data.ms (-1930) (- | m/z 71.10 100.00%
71.1
89.1
5000 43.1
A W L W
‘ ‘ 1141 13.00 13.50
oHWHw“m““w‘w‘!uw“uH'_m_m_ m/z 89.10 57.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24129: Butanoic acid, butyl ester
71.0
43.0 /\
5000 89.0 — -k
13.00 13.50
m/z 43.10 43.56%
0 \\\F?‘}b\“‘\\\‘\‘l\\H\‘\}‘\\“\\1\]-\6-‘0\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #24220: Butanoic acid, 2-methylpropyl ester
71.0
13.00 13.50
5000 43.0 m/z 56.10 38.56%
‘ 89.0
I N N R
m/z--> 20 40 60 80 100 120 140 160 ,K
Abundance #75741: Butanoic acid, octyl ester ‘ /\ ‘ e
71.0
43.0 13.00 13.50 .
89.0 m/z 41.05 32.95%
5000
112.0
0 26 L \H‘ Iy “ 143.0 //\\4./\
i A e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34
Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 2-Hexenal, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.688 37.50 ug/l 802613 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexenal, 2-ethyl- 126 C8H140 000645-62-5 95
2 1-Ethyl-3-methylcyclohexane (c,t) 126 CSH18 003728-55-0 47
3 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 43
4 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 43
5 5-Hydroxymethylfurfural 126 C6H603 000067-47-0 38
Abundance Scan 1995 (13.688 min): VN080367.D\data.ms (-1988) (- | m/z 55.10 100.00%
55.1
97.1
5000 126.1
— i
H‘ ‘ ‘ 13.50 14.00
0 L 2988 hyz 97.16 61.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12988: 2-Hexenal, 2-ethyl-
55.0
5000 e —r—r
21.0 97.0 1260 13.50 14.00
m/z 41.05 60.14%
O \\‘\‘\‘}\\‘ \\‘M“““\h“\‘u\ \H“‘”\‘\“\“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0 [
o r
13.50 14.00
5000 m/z 126.10 42.31%
126.0
2ol Al ]
o ST V| 5 A S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #13153: Furan, 2,3-dihydro-4-(1-methylpropyl)-, (S)- b ——
97.0 13.50 14.00
m/z 39.05 35.69%
5000 41.0
126.0
69.0
18.0
it A O O A [ POV, WO L ¥ | GV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34

Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 3

R.T. EstConc Area Relative to ISTD R.T.
13.876  14.93 ug/1 319571 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
3 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 53
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50

5 Heptyl isobutyl carbonate

216 C12H2403

959068-08-7 47
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120523\
Data File : VN@80367.D

Acqg On : 05 Dec 2023 15:34
Operator : JC\MD

Sample : 05616-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 2.083 12.7 ug/l 134575 1 8.229 530526 50.0
Acetaldehyde 2.659 5.2 ug/l 55262 1 8.229 530526 50.0
Butanal 7.224 29.6 ug/l 314238 1 8.229 530526 50.0
Hexanal, 2-ethyl- 13.123 13.5 ug/l 288170 4 13.794 10670020 50.0
Butanoic acid, ... 13.341 6.6 ug/l 140349 4 13.794 1070020 50.0
2-Hexenal, 2-et... 13.688 37.5 ug/l 802613 4 13.794 1070020 50.0
1-Hexanol, 2-et... 13.876 14.9 wug/l 319571 4 13.794 1070020 50.0
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