LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027180.D

Aca On : 26 Sep 2018 16:13

Operator : MD/SY

Sample = J5049-07

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 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\82U092218W.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 1.473 88 93 102 rVB 7553 8280 1.24% 0.230%
2 2.322 346 357 376 rBV 106940 171477 25.58% 4_.753%
3 2.447 385 396 408 rBV 31569 55049 8.21% 1.526%
4 4.232 927 951 955 rBV3 11530 27173 4 _.05% 0.753%
5 4.267 958 962 984 rVB 15768 34175 5.10% 0.947%

4.884 1138 1154 1170 rBV2 97960 220186 32.85% 6.104%
4.984 1171 1185 1205 rVB 130384 285917 42.66% 7.926%
5.312 1271 1287 1306 rBV 126341 265980 39.68% 7.373%
1451 1466 1488 rBV 204472 398102 59.40% 11.036%
6.425 1622 1633 1652 rBvV2 30981 62463 9.32% 1.732%
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11 7.566 1975 1988 2003 rBV 382299 670252 100.00% 18.580%
12 8.187 2167 2181 2189 rBV2 10899 22824 3.41% 0.633%
13 9.090 2450 2462 2487 rVB 288604 485159 72.38% 13.449%
14 10.309 2826 2841 2861 rBV 247820 399820 59.65% 11.083%

15 10.617 2926 2937 2951 rBV2 4740 9083 1.36% 0.252%

16 11.157 3098 3105 3118 rVB5 4836 7686 1.15% 0.213%

17 11.485 3193 3207 3231 rBVY 300977 475850 71.00% 13.191%

18 11.749 3279 3289 3305 rBV4 4196 7923 1.18% 0.220%
Sum of corrected areas: 3607399
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
VU027180.D

26 Sep 2018 16:13

MD/SY

J5049-07

5.0mL/MSVOA U/WATER

19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W .M
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\VU092618\
Data File : VU027180.D

Aca On : 26 Sep 2018 16:13

Operator : MD/SY

Sample : J5049-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 Isopropyl Alcohol Concentration Rank 1

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

2.45 9.63 ug/l 55049 Pentafluorobenzene 4.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 90
2 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 43
3 4-Penten-2-ol 86 C5H100 000625-31-0 40
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 397 (2.450 min): VU027180.D (-385) (-) m/z 44.95 100.00%
45
5000
5% . 220 240 260 2.80
S s S m/z 42.95 22.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #295: Isopropyl Alcohol
45
5000 IRRBE AR LR RS S
220 2.40 2.60 2.80
- m/z 41.00 9.92%
R W - A 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #275: Hydrazine, ethyl-
45
AR LRSS AR A
220 2.40 2.60 2.80
5000 60 m/z 39.00 8.24%
31
27 ‘
W””I””P'”P”'PHH'LW”ﬁg”“"”P”Wﬁzh””l””P”'P”W'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1719: 4-Penten-2-ol
45 220 2.40 2.60 2.80
m/z 42.00 6.30%
5000

27 394
| 3134 | 5053 57 63 67 71

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092618\
Data File : VU027180.D

Aca On : 26 Sep 2018 16:13

Operator : MD/SY

Sample : J5049-07

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_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 2-Pentanone Concentration Rank 2

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

6.42 7.85 ug/l 62463 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 86
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 72
3 2.3-Butanedione 86 C4H602 000431-03-8 50
4 Ethanone. l-oxiranvl- 86 C4H602 004401-11-0 9
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 9

Abundance Scan 1632 (6.421 min): VU027180.D (-1622) (-) m/z 43.00 100.00%
43
5000 /\\~‘k
39 53 58 71 ﬁe 6.00 620 640 6.60 6.80
'W“W““W“P“W“W“M"JJ“v"WNW“LPNP“WLW““P“W“W“W“ m/z 86.00 13.90%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43
5000 SBBENSABE AR
6.00 6.20 6.40 6.60 6.80
86 m/z 41.00 11.84%
27 39 58 71
SN Y SN N 1 P - A U OSSO
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1767: 2-Butanone, 3-methyl-
43
NSRS AR AR
6.00 6.20 6.40 6.60 6.80
5000 m/z 71.00 8.15%
27 39 86
mwmwm 49535760 67 /175 g1 |
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1661: 2,3-Butanedione e
43 6.00 6.20 6.40 6.60 6.80
m/z 58.00 7.43%
5000
15 86
|18 2528323639, 50 57 69
m/z--> é 15 1% 25 2% 35 35 40 45 §0 §5 éo 85 fo fs éo 55 95 9% 600 650 6.40 6%0 650
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092618\
Data File : VU027180.D

Acq On : 26 Sep 2018 16:13

Operator : MD/SY

Sample - J5049-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U092218W_M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.45 9.6 ug/Il 55049 1 4.98 285917 50.0
2-Pentanone 6.42 7.8 ug/l 62463 2 5.89 398102 50.0
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