LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100818\
Data File : VV008171.D

Aca On : 08 Oct 2018 23:51

Operator : SY/MD

Sample = J5280-05

Misc : 25.0 mL/MSVOA V/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: 0.1 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 V\METHOD\SOMVTR100518WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.319 63 71 82 rvB 39983 43947 15.63% 1.683%
2 1.431 101 106 113 rVB 4067 4432 1.58% 0.170%
3 1.585 147 154 164 rVB 35289 38746 13.78% 1.484%
4 2.135 315 325 338 rVB 72836 103193 36.71% 3.952%
5 2.203 340 346 354 rVV5 2054 3331 1.18% 0.128%
6 2.370 379 398 434 rBV 28825 121613 43.26% 4_.657%
7 2.605 464 471 480 rvVB 3891 5909 2.10% 0.226%
8 3.965 878 894 905 rBV 36683 98727 35.12% 3.781%
9 4.148 937 951 980 rVB 59425 152272 54.17% 5.831%
10 4.408 1015 1032 1049 rBv2 51236 121750 43.31% 4.662%

11 5.100 1229 1247 1270 rBV2 120076 281108 100.00% 10.765%
12 5.669 1410 1424 1449 rBvV 99837 197489 70.25% 7.563%

13 5.955 1503 1513 1521 rVB4 1676 2997 1.07% 0.115%
14 6.122 1552 1565 1585 rBV 66150 132883 47.27% 5.089%
15 7.035 1835 1849 1865 rBvV2 29638 52221 18.58% 2.000%

16 7.363 1937 1951 1969 rBvV 132893 227958 81.09% 8.730%
17 7.669 2035 2046 2061 rBvV 17215 28883 10.27% 1.106%
18 8.145 2180 2194 2231 rBV2 114619 257341 91.55% 9.855%
19 8.900 2417 2429 2448 rBvV 147479 239878 85.33% 9.186%

20 10.267 2843 2854 2865 rBV 44800 70804 25.19% 2.711%
21 10.431 2895 2905 2914 rBV3 4113 7689 2.74% 0.294%
22 11.299 3164 3175 3200 rVB 121433 213206 75.84% 8.165%
23 11.598 3257 3268 3273 rBV6 2866 5326 1.89% 0.204%

24 11.678 3281 3293 3314 rVB 119627 199569 70.99% 7.643%

Sum of corrected areas: 2611272
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100818\
vv008171.D

08 Oct 2018 23:51

SY/MD

J5280-05

25.0 mL/MSVOA V/WATER

30 Sample Multiplier: 1

d : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTR100518WMA_M
- TRACE VOA SOM01.0
- C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100818\
Data File : VV008171.D

Aca On : 08 Oct 2018 23:51

Operator : SY/MD

Sample = J5280-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA_M
Quant Title : TRACE VOA SOM01.0

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 unknown-01 Concentration Rank 2

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

2.37 3.08 ug/L 121613 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 40
2 Isopropvl Alcohol 60 C3H80 000067-63-0 40
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 2-Propanone, l-methoxy- 88 C4H802 005878-19-3 4

Abundance Scan 398 (2.370 min): VV008171.D (-379) (-) m/z 44.95 100.00%
45
5000
3g1 s 59 200 220 240 2.60 2.80
Obrrrprrrr e e e m/z 43.00 24.32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #297: Isopropyl Alcohol
45
5000

2.00 220 2.40 2.60 2.80
m/z 41.00 9.18%

1519 A ggdl| gy %
O+ e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #294: |sopropy! Alcohol
45
2.00 2.20 2.40 2.60 2.80
5000 m/z 38.95 7 .35%
s 1? 27\31 3g 4t 59
e A A= e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #296: Isopropy! Alcohol
45 2.00 2.20 2.40 2.60 2.80
m/z 41.90 6.21%
5000
27
15
19
31
o | [ % 334 59 g9
I e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100818\
Data File : VV008171.D

Aca On : 08 Oct 2018 23:51

Operator : SY/MD

Sample = J5280-05

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA_M
Quant Title : TRACE VOA SOM01.0

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 Ethyl Acetate Concentration Rank 1

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

4._.15 3.86 ug/L 152272 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 90
4 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 59
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 28

Abundance Scan 952 (4.151 min): VV008171.D (-937) (-) m/z 43.00 100.00%
43
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0'I""I""I""I""I""I"''I""I'I'II""I""I"''I""I""I"!'I""I"''I"I'I""I"' m/z 44.95 14.00%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate
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Abundance #2017: Ethyl Acetate
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Abundance #2018: Ethyl Acetate R B A
43 380 4.00 4.0 4.40

m/z 41.90 7.74%
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1519 26|33 || 58 | - 74 88
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m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.80 4.00 420 4.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV100818\
Data File : VV008171.D

Acq On : 08 Oct 2018 23:51

Operator : SY/MD

Sample - J5280-05

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA_M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 2.37 3.1 ug/L 121613 1 5.67 197489 5.0
Ethyl Acetate 4.15 3.9 ug/L 152272 1 5.67 197489 5.0
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