LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060319\
Data File : VX010048.D

Aca On : 03 Jun 2019 19:55

Operator : JC/SP

Sample : K3165-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 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 X\METHOD\82X052819W.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

1 1.483 50 54 85 rBvY 14196191 20157130 12.44% 4.332%
2 2.367 183 199 209 rBVvV2 21592207 48222524 29.75% 10.363%
3 2.446 209 212 234 rVB 1180805 2253783 1.39% 0.484%
4 4.147 439 491 495 rBV 4768549 36518125 22.53% 7.848%
5 7.013 945 961 986 rVB 19795383 55399857 34.18% 11.906%

7.324 998 1012 1018 rBV 14555957 32708639 20.18% 7.029%
1290 1305 1310 rBV2 56091433 162069298 100.00% 34.829%
9.268 1319 1331 1336 rBV2 48146601 107994418 66.63% 23.208%

0o ~NO®
©
=
=
o

Sum of corrected areas: 465323774
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060319\
Data File : VX010048.D

Aca On : 03 Jun 2019 19:55

Operator : JC/SP

Sample : K3165-06

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX010048.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060319\
Data File : VX010048.D

Aca On : 03 Jun 2019 19:55

Operator : JC/SP

Sample : K3165-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
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 7

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

1.48 18.19 ug/I 20157100 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehvde 44 C2H40 000075-07-0 74
2 Propane 44 C3H8 000074-98-6 5
3 Ethvlene oxide 44 C2H40 000075-21-8 5
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Carbon dioxide 44 C02 000124-38-9 3

Abundance Scan 53 (1.477 min): VX010048.D (-50) (-) m/z 44.05 100.00%
44
5000 j\
| 140 160 180
| ISR L2 NN -7 B € S XS 1 S S B— m/z 43.05 61.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #71: Acetaldehyde
2 g
000 15 140 160 180
m/z 42.00 20.62%
0'“vl“vJ'v“'ﬂ“w'“w'“W“'WH'W““l““l““l““v'“v'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
29
140 160 180
5000 m/z 41.00 8.71%
44
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #75: Ethylene oxide s L e e
29 140 160 180
a4 m/z 45.05 3.51%
15 AL
5000
0'”P“LP”wP”'J”W'”W'”W”'W”'W“”I””I””I”“P'”P'”P L S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060319\
Data File : VX010048.D

Aca On : 03 Jun 2019 19:55

Operator : JC/SP

Sample : K3165-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
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 Propanal Concentration Rank 4

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

2.37 43.52 ug/1 48222500 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal 58 C3H60 000123-38-6 50
2 Oxirane., methvl-. (S)- 58 C3H60 016088-62-3 7
3 Methvlamine. N.N-dimethvl- 59 C3HSN 000075-50-3 4
4 2-Propen-l1-amine 57 C3H7N 000107-11-9 4
5 2-Propyn-1-ol, propionate 112 C6H802 001932-92-9 4

Abundance Scan 199 (2.367 min): VX010048.D (-183) (-) m/z 58.05 100.00%
58
5000 /\K
I 7ho 250 20 2k 2
Ol el i 69 80 98 110 128138 158 198 | n/; 57.05  54.32Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #218: Propanal
29 58
5000 RN SRR SRR AR
200 2.20 2.40 2.60 2.80
m/z 39.05 12.61%
15 | %
o L S S S L LI LI WL WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
28 58
43 200 2.20 240 2.60 2.80
5000 m/z 42.05 9.93%
15
L S S S L LI LI LIS WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #255: Methylamine, N,N-dimethy!I-  EEaE e e e
58 2.00 2.20 2.40 2.60 2.80
m/z 59.10 9.73%
5000
42
30
i N /\_
R S S UL B S SIS SIS S SRR SR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060319\
Data File : VX010048.D

Aca On : 03 Jun 2019 19:55

Operator : JC/SP

Sample : K3165-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
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 3 1-Propanol Concentration Rank 5

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

4._.15 32.96 ug/1 36518100 Pentafluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol 60 C3H80 000071-23-8 78
2 2-Fluoropropene 60 C3H5F 001184-60-7 47
3 Allvl fluoride 60 C3H5F 000818-92-8 38
4 Cvclopropane 42 C3H6 000075-19-4 9
5 Acetaldoxime 59 C2H5NO 000107-29-9 7

Abundance Scan 491 (4.147 min): VX010048.D (-439) (-) m/z 59.10 100.00%
42 50
5000 //////\
RS R R L
37 | 3.80 4.00 4.20 4.40
Obr e ULIA7 B3 LN 67 7782 o1 | Tz 42,05  85.93%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #291: 1-Propanol
31
5000 AR R R R
3.80 4.00 4.20 4.40
4 59 m/z 41.05 54 _.89%
LA AL SN SR LR UL UL FURLLRLN FURLL SURLL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
59
30 3.80 400 420 440
5000 m/z 60.10 53.98%
27 33 45
20
S L L S L SN UL IS UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #285: Allyl fluoride B B R
59 3.80 4.00 4.20 4.40
m/z 39.05 37 .36%
5000
39
27 44
15 20 \‘ | ‘ A 4\5 !
S L L S S UL IS UL UL AR R R L
m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060319\
Data File : VX010048.D

Aca On : 03 Jun 2019 19:55

Operator : JC/SP

Sample : K3165-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
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 unknown7.01 Concentration Rank 2

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

7.01 50.00 ug/1 55399900 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxane. 2-methvl- 102 C5H1002 000626-68-6 40
2 Methvl 4-0O-methvl-d-arabinopvran... 178 C7H1405 1000129-79-9 36
3 Oxazolidin-2-one 87 C3H5N02 000497-25-6 32
4 1.3-Dioxolane. 2-butvl-4-methvl- 144 C8H1602 074094-60-3 28
5 2-(2-Methoxyethoxy)ethyl acetate 162 C7H1404 1000351-95-4 28

Abundance Scan 961 (7.013 min): VX010048.D (-945) (-) m/z 87.00 100.00%
43 g7
58
5000
- - 101 6.60 6.80 7.00 7.20 7.40
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4265: 1,3-Dioxane, 2-methyl-
87
5000 R AL UL I
6.60 6.80 7.00 7.20 7.40
m/z 58.05 58.75%
‘ | ‘ 23 101
0"'I""I"l'l""‘l‘Illl III‘ll""l""l"'ll""""'I""I""I""I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
87
o0 ISR S U L
6.60 6.80 7.00 7.20 7.40
5000 24 m/z 59.10 54 _.90%
43
o 101 114 129 147 10
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1845: Oxazolidin-2-one L T e
87 6.60 6.80 7.00 7.20 7.40
m/z 41.10 34.63%
28
59
5000
42
15
0 "'I""I""I""I""I""I"'('Slg"" T | SREADBARA DA AR SRR BREA B [rerrrrer T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060319\
Data File : VX010048.D

Aca On : 03 Jun 2019 19:55

Operator : JC/SP

Sample : K3165-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
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 5 1,3-Dioxane, 2-methyl- Concentration Rank 6

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

7.32 29.52 ug/1 32708600 1,4-Difluorobenzene 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxane. 2-methvl- 102 C5H1002 000626-68-6 53
2 2-(2-Methoxvethoxv)ethvl acetate 162 C7H1404 1000351-95-4 39
3 Methvl 4-0O-methvl-d-arabinopvran... 178 C7H1405 1000129-79-9 38
4 Oxazolidin-2-one 87 C3H5N02 000497-25-6 37
5 1,3-Dioxolane, 2-butyl-4-methyl- 144 C8H1602 074094-60-3 33

Abundance Scan 1011 (7.317 min): VX010048.D (-998) (-) m/z 87.00 100.00%
43 87
58
5000
. 72 101 '7'06' 7. zc')' 740 7.60
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4265: 1,3-Dioxane, 2-methyl-
87
5000 A A L IR LR
7.00 7.20 7.40 7.60
m/z 58.10 57.33%
|

o

Abundance

| ‘ 23 101

S ] S e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
43

87 LA L L L L L L LB L |
7.00 7.20 7.40 7.60
5000 59 m/z 59.05 55.83%
29
o 15 73 102 117 132
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #44321: Methyl 4-O-methyl-d-arabinopyranoside RN RRE ST S
60 87 700 720 7.40 7.60
m/z 41.05 36.94%
5000
74
43
0 \\“52\ G 101 114 129 147 160
ARaaammanaEE ”..P..q..u,.u.,n..v..q..” AR A RaRasEtaeY A ma e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 720 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX060319\
Data File : VX010048.D

Aca On : 03 Jun 2019 19:55

Operator : JC/SP

Sample : K3165-06

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
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 6 1,3-Dioxolane, 2-ethyl-4-me... Concentration Rank 1

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

9.11 75.04 ug/1 162069000 Chlorobenzene-d5 10.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-ethvl-4-methvl- 116 C6H1202 004359-46-0 72
2 Ethane. isothiocvanato- 87 C3H5NS 000542-85-8 59
3 Acetaldehvde. O-ethvloxime- 87 C4H9NO 1000288-34-6 59
4 Urea. (2-hvdroxvethvl)- 104 C3H8N202 002078-71-9 50
5 (Methylthio)-acetonitrile 87 C3H5NS 035120-10-6 32

Abundance Scan 1305 (9.110 min): VX010048.D (-1290) (-) m/z 59.10 100.00%
50 g7
41
5000 2
115 IR SRR RSN R
150, | | 101 127 141 152 165 8.80 920 9.20 9.40
O A o e e e T et m/z 87.10 100.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8182: 1,3-Dioxolane, 2-ethyl-4-methyl-
87
31 59
5000 4 IR SRR RS R
8.80 9.00 9.20 9.40
7?2 m/z 41.05 69.58%
0||1|5||||||||||||||||||||1|0]|-|:!-1|5|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
29 59 87

8.80 9.00 9.20 9.40
5000 . m/z 57.05 67.47%

44
ol
m/z--> 20 40 60 80 100 120 140 160
Abundance #1897: Acetaldehyde, O-ethyloxime- R R
29 87 8.80 900 920 9.40
41 m/z 72.10 51.16%
5000 59 /\ /\
0 ‘ | \‘H H “
,, e A e e e
m/z--> 20 40 100 120 140 160 8.80 9.00 9.20 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX060319\
Data File : VX010048.D

Acq On : 03 Jun 2019 19:55

Operator : JC/SP

Sample - K3165-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X052819W .M
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 1.48 18.2 ug/1 20157100 1 5.67 55399900 50.0
Propanal 2.37 43.5 ug/1 48222500 1 5.67 55399900 50.0
1-Propanol 4.15 33.0 ug/1 36518100 1 5.67 55399900 50.0
unknown?7 .01 7.01 50.0 ug/1 55399900 2 6.87 55399900 50.0
1,3-Dioxane, 2-me... 7.32 29.5 ug/1 32708600 2 6.87 55399900 50.0
1,3-Dioxolane, 2-_.. 9.11 75.0 ug/1 162069000 3 10.12 107994000 50.0
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