LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO083019\
Data File : VU034080.D

Aca On 29 Aug 2019 22:15

Operator : JC/SP

Sample : K4609-02

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 30 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 U\METHOD\82U082919W.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 1.289 53 62 94 rVB2 422043 900208 1.47% 1.130%
2 1.614 154 163 200 rBY 1046942 1788339 2.92% 2.244%
3 2.318 368 382 414 rBV 442654 1224039 2.00% 1.536%
4 2.617 447 475 506 rBV3 10171319 61153350 100.00% 76.735%
5 4.788 1136 1150 1168 rBvV 593844 2004283 3.28% 2.515%

4.945 1188 1199 1264 rVB 545350 1807724 2.96% 2.268%
5.286 1289 1305 1330 rBvV2 230553 736261 1.20% 0.924%
5.858 1467 1483 1507 rBV 641993 1662912 2.72% 2.087%
7.543 1992 2007 2055 rBV 1105927 2478671 4._05% 3.110%
10 9.074 2469 2483 2521 rBV 867644 2154185 3.52% 2.703%

©oo~NO®

11 10.299 2851 2864 2892 rBV 850978 1634252 2.67% 2.051%
12 11.472 3215 3229 3253 rBV 1301918 2150409 3.52% 2.698%

Sum of corrected areas: 79694633
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYUO083019\
Data File : VU034080.D

Aca On : 29 Aug 2019 22:15

Operator : JC/SP

Sample . K4609-02

Misc - 5.0mL/MSVOA U/WATER

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\82U082919W .M
Quant Title : SW846 8260

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

Abundance TIC: VU034080.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU083019\
Data File : VU034080.D

Aca On 29 Aug 2019 22:15

Operator : JC/SP

Sample = K4609-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U082919W .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 Methylal Concentration Rank 3

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

2.32 33.86 ug/1 1224040 Pentafluorobenzene 4.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvlal 76 C3H802 000109-87-5 78
2 Ethanol. 2-methoxv- 76 C3H802 000109-86-4 4
3 Formamide. N-methvlthio 75 C2H5NS 018952-41-5 4
4 Glvcine 75 C2H5N02 000056-40-6 4
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 383 (2.322 min): VU034080.D (-368) (-) m/z 45.00 100.00%
45
75
5000
2.00 220 2.40 2.60
O 02 89 104 127 142 207 m/z 75.05 67.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #934: Methylal
45
5000 29 75 T T T T T T[T T
2.00 220 2.40 2.60
m/z 47.00 4_.31%
18 57
e S I I I I WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
2.00 220 2.40 2.60
5000 m/z 46.10 2.41%
29
15 58 76
e R L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #883: Formamide, N-methylthio AN B e
75 2.00 220 2.40 2.60
m/z 76.00 2.21%
5000 30
0"''|'l"M"'|'"l|'"'|'"'l""l""l""l""l""
m/z--> 20 60 80 100 120 140 160 180 200 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU083019\
Data File : VU034080.D

Aca On 29 Aug 2019 22:15

Operator : JC/SP

Sample = K4609-02

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U082919W .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 Methyl propionate Concentration Rank 1

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

4.79 55.44 ug/1 2004280 Pentafluorobenzene 4.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl propionate 88 C4H802 000554-12-1 90
2 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 9
3 tert-Butvl isopropvl carbonate 160 C8H1603 030221-21-7 9
4 Hvdrazinecarboxvlic acid. 1.1-di... 132 C5H12N202 000870-46-2 9
5 t-Butyl nitrite 103 C4H9NO2 000540-80-7 9

Abundance Scan 1151 (4.791 min): VU034080.D (-1136) (-) m/z 57.05 100.00%
57
5000 /\\4ﬁ\\_
88
5 || g 440 460 480 500 5.20
ol e 22 m/Z 59.00 34.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2028: Methyl propionate
29 57
5000
440 4.60 4.80 500 5.20
88 m/z 88.10 33.87%
45 ‘
0"'|"“''|"""“l"''|""|""|""|""|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
3
59
88 440 460 4.80 500 5.20
5000 " m/z 55.00 5.17%
73
G S S I S UL UL B I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31245: tert-Butyl isopropyl carbonate
57 440 4.60 4.80 5.00 5.20
m/z 44.95 4 _.96%
5000
41
29 ‘
oLs Tl U0 sy
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU0O83019\
Data File : VU034080.D

Acq On 29 Aug 2019 22:15

Operator : JC/SP

Sample - K4609-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U082919W .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]
Methylal 2.32 33.9 ug/1 1224040 1 4_.95 1807720 50.0
Methyl propionate 4.79 55.4 ug/1 2004280 1 4_.95 1807720 50.0
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