LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO082520\
Data File : VNO063115.D

Aca On : 25 Aug 2020 15:21

Operator : JC/MD

Sample : L3787-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N081820W.M
Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.285 133 159 179 rBV2 40107 102342 1.35% 0.680%
3.783 601 625 668 rBY 1038150 2997857 39.62% 19.918%
744 rBV2 39941 148446 1.96% 0.986%
6.796 1546 1562 1589 rBV 35565 108891 1.44% 0.723%
7.548 1777 1796 1807 rBV 97246 241242 3.19% 1.603%
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7.622 1807 1819 1842 rVB 159413 380712 5.03% 2.529%
7.985 1916 1932 1955 rBv2 107713 250250 3.31% 1.663%
8.548 2090 2107 2127 rBV 253619 528011 6.98% 3.508%
10.059 2562 2577 2594 rBV 418381 763766 10.09% 5.074%
11.381 2975 2988 3006 rBV 398719 696857 9.21% 4 _.630%

=
QO ~NO®

11 12.378 3286 3298 3316 rBV 311463 532445 7.04% 3.538%
12 13.320 3580 3591 3610 rBV 364733 617066 8.16% 4._.100%
13 13.426 3611 3624 3672 rBV 4774074 7566328 100.00% 50.270%
14 14.053 3811 3819 3842 rVB6 36457 117049 1.55% 0.778%

Sum of corrected areas: 15051262
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title :

TIC Library :
TIC Integration Parameters:

- JC/MD

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082520\
VN063115.D
25 Aug 2020 15:21

L3787-02
5.00mL/MSVOA N/WATER
14 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: VN063115.D
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Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 6.40 6.60
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TIC: VN063115.D
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TIC: VN063115.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO082520\
Data File : VN063115.D

Aca On : 25 Aug 2020 15:21

Operator : JC/MD

Sample : L3787-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Acetaldehyde Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

2.28 13.44 ug/Il 102342 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 72
2 Ethvlene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3HS8 000074-98-6 4
4 1-Propanol. 2-amino-. (S)- 75 C3H9NO 002749-11-3 4
5 1-Propanol, 2-amino-, (.+/-.)- 75 C3HO9NO 006168-72-5 4

Abundance Scan 158 (2.282 min): VN063115.D (-133) (-) m/z 44.00 100.00%
44
5000 AW\\‘\M_N__,-}\~«w,~ﬂw~k__w_
4| a8 o 6|4 200 220 240 260
Obrrrrrrrr e e ey m/z 43.00 53.50%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #72: Acetaldehyde
29
44
5000
15 2.00 2.20 2.40 2.60
m/z 42.00 19.29%
0 12, 21 X 3 4
AR RN RAREE ARALN KRN SRR RAARS AN LA RRRLN RN RRRAN LAARN RERRA R SRR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance }\
29
4 U U AR R IR
15 2.00 2.20 2.40 2.60
5000 m/z 63.90 16.37%
0 12 1821 2° 41
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #79: Propane A
29 2.00 2.20 2.40 2.60
m/z 40.90 6.81%
5000
44
) 39 K
o 1 115 20 T 36|, .
miz--> 57T 15 2 25 % 3 40 45 5 %5 6 63 7o 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO082520\
Data File : VN063115.D

Aca On : 25 Aug 2020 15:21

Operator : JC/MD

Sample : L3787-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Propane, 2-ethoxy- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

4._.07 19.50 ug/I 148446 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-ethoxv- 88 C5H120 000625-54-7 64
2 Isopropvl Alcohol 60 C3H80 000067-63-0 64
3 Formic acid. 1l-methvlethvl ester 88 C4H802 000625-55-8 40
4 2-Hexanol. 3-methvl- 116 C7H160 002313-65-7 9
5 3-Ethyl-2-pentanol 116 C7H160 000609-27-8 9

Abundance Scan 714 (4.069 min): VN063115.D (-697) (-) 45.00 100.00%
45 i
5000
59 207 3.80 4.00 4.20 4.40
ol it = | m/z_43.00 20.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2113: Propane, 2-ethoxy-
45
5000 RSN U R R IR
73 3.80 4.00 4.20 4.40

m/z 41.00 9.87%

‘ 59 88
0 m‘ i
...,....,....,... L o o o o B N B
m/z--> 60 80 100 120 140 160 180 200
Abundance
45

3.80 4.00 4.20 4.40
5000 m/z 39.00 7.79%%

27
15 59
O T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance : i i

#2069: Formic acid, 1-methylethyl ester e T e
P 380 4.00 420 4.40

m/z 42.00 6.26%

5000
27 73
M‘\ 5 | gg

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 420 4.40

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO082520\
Data File : VN063115.D

Aca On : 25 Aug 2020 15:21

Operator : JC/MD

Sample : L3787-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.43 613.09 ug/Il 7566330 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 47
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 47
Abundance Scan 3625 (13.429 min): VN063115.D (-3611) (-) m/z 57.05 100.00%
57
5000 /\_
41
70 83 T
13.20 13.40 13.60 13.80
ol ,..||..,....,..1?2:,.1.2?.,....,....,....,210.7.. m/z 41.05 35.14%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #13670. 1-Hexanol, 2-ethyl-
57
5000
43 13.20 13.40 13.60 13.80
29 ‘ 70 g3 m/z 43.05 31.69%
98
0 ..:.L8|.‘.“..‘l‘...‘.‘lu.“..|‘l...‘lu:.l-:!-zul....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
' 13:20 13.40 13.60 13.80
5000 43 m/z 54.95 27 .00%
29 69 83
18 98 112
G S S L UL U UL L I WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13662: 2-Propyl-1-pentanol
57 13.20 13.40 13.60 13.80
m/z 70.10 22 .70%
5000
41 70
29 08
m/z--> 20 40 60 80 100 120 140 160 180 200 13,20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO082520\
Data File : VN063115.D

Aca On : 25 Aug 2020 15:21

Operator : JC/MD

Sample : L3787-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N081820W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknownl14.05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.05 9.48 ug/Il 117049 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 4-methvl- 116 C7H160 000818-49-5 47
2 2-Methvlene cvclopentanol 98 C6H100 020461-31-8 47
3 n-Heptadecanol-1 256 C17H360 001454-85-9 47
4 Heptane. 3-methvlene- 112 C8H16 001632-16-2 43
5 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1000338-28-2 38
Abundance Scan 3818 (14.050 min): VN063115.D (-3811) (-) m/z 55.00 100.00%
5000
" 13.80 14.00 14.20 14.40
0! m/z 70.00 71.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8347: 1-Hexanol, 4-methyl-
41 0
5000 LI BRI B BRI
29 | 55 1380 14.00 14.20 14.40
m/z 69.00 70.66%
“ H 83 08
0"W"”“l”'l”h'P"W"”I'”'I”"P"'"""”I'”'I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
70
M 8 " 13.80 14.00 14.20 14.40
5000 97 m/z 41.05 65.45%
27
e s L L UL B B LS NS SRS RN RRRRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1 AR RREEE RS
55 83 13.80 14.00 14.20 14.40
43 | 69 97 m/z 57.00 64.23%
5000 111
29 125
0 15 \“ | ‘\ \‘ 1 ‘ | ‘ 1 ‘\ IJ, \‘\ 1?\9 154 168 182 196 210 238
m/z--> 2'0 4'0 6|0 8|0 1c')o 12'0 14'10 160 15';0 2(')0 22'0 24'10 13I80 14. oo 14. 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN082520\
Data File : VNO063115.D

Acq On : 25 Aug 2020 15:21

Operator : JC/MD

Sample - L3787-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N081820W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Acetaldehyde 2.28 13.4 ug/I1 102342 1 7.62 380712 50.0
Propane, 2-ethoxy- 4.07 19.5 ug/I1 148446 1 7.62 380712 50.0
1-Hexanol, 2-ethyl- 13.43 613.1 ug/l 7566330 4 13.32 617066 50.0
unknownl14 .05 14.05 9.5 ug/Il 117049 4 13.32 617066 50.0
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