LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028731.D

Acq On : 17 Dec 2018 19:32

Operator : MD/SY

Sample - J6440-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 24 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 - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W_M

Title : SW846 8260

Signal > TIC

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

1.453 81 87 163 rBvV2 28208702 45533490 100.00% 81.061%
3.620 740 761 810 rBV 839890 2155446 4.73% 3.837%
rvB 1779754 3437650 7.55% 6.120%
6.215 1546 1568 1585 rBV 1086339 2054098 4_.51% 3.657%
7.562 1974 1987 2000 rBV 315866 550128 1.21% 0.979%
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9.086 2449 2461 2479 rBvV 273465 465506 1.02% 0.829%
rvB 904186 1472199 3.23% 2.621%
13.739 3897 3908 3929 rVB 318667 503607 1.11% 0.897%
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Sum of corrected areas: 56172124
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Vu028731.D

17 Dec 2018 19:32

MD/SY

J6440-05

5.0mL/MSVOA_U/WATER

24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\82U120618W.M

Quant Title

TIC Library

- SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028731.D

Acq On : 17 Dec 2018 19:32

Operator : MD/SY

Sample - J6440-05

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.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 1-Propanol Concentration Rank 3

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

3.62 31.35 ug/1 2155450 Pentafluorobenzene 4.98
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 53
3 Allyl fluoride 60 C3H5F 000818-92-8 42
4 Propanedioic acid 104 C3H404 000141-82-2 9
5 1-Propanamine, N,2-dimethyl-N-ni... 116 C5H12N20 034419-76-6 9

Abundance Scan 761 (3.620 min): VU028731.D (-740) (-) m/z 59.10 100.00%
59
42
5000
39
320 3.40 3.60 3.80 4.00
3 ‘ 47 55 |l62 75 89
'P“W“W““W“P“W“ng'“LMP“WM|““vmv“4“W““vmv“W“' m/z 42.10 69.58%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #291: 1-Propanol
31
5000
320 3.40 3.60 3.80 4.00
59 m/z 41.05 44 _75%
27 42
1518 Ll %8 55 ||
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
59
39 320 3.40 3.60 3.80 4.00
5000 m/z 60.10 43.49%
27 33 45
20 24 56
L LAY AN LA) R KARRY LAY RALLY ALY RAALY NALRS ALY RRAL) LALS) RAARE ALY AL LARL LA AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #285: Allyl fluoride e
59 320 3.40 3.60 3.80 4.00
m/z 39.10 29.85%
5000
39
27 45
1519 24‘ INHEN 45 5\
m/z--> 5 10 15 20 25 30 35 b 45 50 55 60 65 70 75 80 85 90 95 320 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028731.D

Acq On : 17 Dec 2018 19:32

Operator : MD/SY

Sample - J6440-05

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.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 3 1,3-Dioxane, 2-methyl- Concentration Rank 2

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

5.95 50.00 ug/1 3437650 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dioxane, 2-methyl- 102 C5H1002 000626-68-6 59
2 2-(2-Methoxyethoxy)ethyl acetate 162 C7H1404 1000351-95-4 45
3 Oxirane, (propoxymethyl)- 116 C6H1202 003126-95-2 37
4 Monomethyl malonate 118 C4H604 016695-14-0 33
5 Oxazolidin-2-one 87 C3H5NO2 000497-25-6 32

Abundance Scan 1486 (5.951 min): VU028731.D (-1475) (-) m/z 87.10 100.00%
43 g7
58
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|| 72 101 560 580 600 620
SR T 01 S | e m/z 43.10 99.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4265: 1,3-Dioxane, 2-methyl-
87
5000 LN LN R ----u----u-
5.60 5.80 6.00 6.20
m/z 58.10 62.42%
“ \“‘ ‘J 3 | 1?1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
87 AR RRREE LS IR
5.60 5.80 6.00 6.20
5000 59 m/z 59.10 55.11%
29
15 73 102 117 13
mewmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8123: Oxirane, (propoxymethyl)- T . RmE
43 560 580 6.00 6.20

m/z 41.10 36.75%

29 57
5000
L B o L B e R e R S SAEERRRS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121718\
Data File : VU028731.D

Acq On : 17 Dec 2018 19:32

Operator : MD/SY

Sample - J6440-05

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.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]
1-Propanol 3.62 31.4 ug/1 2155450 1 4.98 3437650 50.0
1,3-Dioxane, 2-me... 5.95 50.0 ug/1 3437650 2 5.88 3437650 50.0
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