LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100818\
Data File : VV008174.D

Aca On : 09 Oct 2018 01:13

Operator : SY/MD

Sample = J5280-08

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 33 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 85 rvB 41582 47511 8.25% 1.599%
2 1.585 147 154 164 rVB 34611 38560 6.70% 1.298%
3 2.135 315 325 336 rVB 73891 103202 17.92% 3.473%
4 2.376 377 400 430 rBV2 10439 49552 8.60% 1.668%
5 3.962 879 893 909 rBV 34434 98463 17.10% 3.314%
6 4.151 940 952 973 rVB3 10250 27248 4.73% 0.917%
7 4.408 1015 1032 1050 rBvV 50561 122211 21.22% 4.113%
8 4.662 1097 1111 1128 rVvB4 6468 15428 2.68% 0.519%
9 5.100 1230 1247 1271 rBv4 119328 276138 47 .95% 9.293%
10 5.669 1404 1424 1445 rBV 100935 196553 34.13% 6.615%

11 5.965 1501 1516 1538 rBV 300325 575921 100.00% 19.382%
12 6.122 1550 1565 1584 rVB 67491 132561 23.02% 4.461%

13 7.035 1837 1849 1867 rBV 29071 52796 9.17% 1.777%
14 7.363 1938 1951 1968 rBV 131060 226672 39.36% 7.628%
15 7.669 2036 2046 2062 rBV2 17617 29852 5.18% 1.005%

16 8.145 2181 2194 2229 rBvV2 113789 257918 44.78% 8.680%
17 8.900 2417 2429 2451 rBV 145547 237579 41.25% 7.995%
18 10.267 2841 2854 2869 rBV 45403 71440 12.40% 2.404%
19 10.431 2895 2905 2918 rBV2 3595 6550 1.14% 0.220%
20 11.299 3164 3175 3200 rVB 120562 209114 36.31% 7.037%

21 11.675 3281 3292 3314 rBV 117565 196178 34.06% 6.602%

Sum of corrected areas: 2971447
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100818\
vv008174.D

09 Oct 2018 01:13

SY/MD

J5280-08

25.0 mL/MSVOA V/WATER

33 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100818\
Data File : VV008174.D

Aca On : 09 Oct 2018 01:13

Operator : SY/MD

Sample = J5280-08

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .M
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.

2.38 1.26 ug/L 49552 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 40
2 Ethvlamine 45 C2H7N 000075-04-7 5
3 Isopropvl Alcohol 60 C3H80 000067-63-0 4
4 4-Penten-2-ol 86 C5H100 000625-31-0 4
5 Isopropyl Alcohol 60 C3H80 000067-63-0 4

Abundance Scan 401 (2.380 min): VV008174.D (-377) (-) m/z 45.00 100.00%
45
5000
35,41 | 59 2.00 220 2.40 2.60 2.80
MR SEMVMMMGM s A P S m/z 43.00 21.92%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: |sopropy! Alcohol
45
5000
2.00 220 2.40 2.60 2.80
27 m/z 40.90 8.51%
15 19 31 3 41| 59
0'|“'w'“‘l“'w'“'ﬁ'“l'“'w'“lh""“l“'w'“’v'“l“'w
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #86: Ethylamine
30
2.00 220 2.40 2.60 2.80
5000 m/z 38.90 6.95%
45
27 42
0 '|""l"'}F'igl""l‘l'* ""?ﬁ'ﬁ%ll*' LRI LA A RN AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45 2.00 220 2.40 2.60 2.80
m/z 59.00 5.28%
5000
o 15 10 2131 ge4l 53 59 M]
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 220 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 : VV008174.D

Aca On : 09 Oct 2018 01:13

Operator : SY/MD

Sample = J5280-08

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .M
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 3

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

4._.15 0.69 ug/L 27248 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 Ethvl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 64

Abundance Scan 952 (4.151 min): VV008174.D (-940) (-) 43.00 100.00%
a3 ?
5000
61 70
1 | 76 88 3.80 4.00 4.20 4.40 '
Orrrrrrprerrprrrr e T T ey m/z  60.90 14.28%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate /\
a3
5000 SRR R SRR LR
3.80 4.00 4.20 4.40
29 m/z 44.90 13.96%
15 61 70
19 2 | 88
Orrprrrrprerrrr T T T T Ty
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
43
e e
3.80 4.00 4.20 4.40
5000 m/z 70.00 12.96%
29 61 4o
o 118 26 | i 57| 174 8388
IR i
Abundance #2018: Ethyl Acetate R e R
43 3.80 4.00 4.20 4.40
m/z 42.00 7.42%
5000
29 61 70
1519 26| 33 “\ 58 | 74 88
miz> 5 10 15 20 25 30 35 40 45 80 85 60 65 70 75 80 8 90 96 380 400 420 440
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV100818\
Data File : VV008174.D

Acq On : 09 Oct 2018 01:13

Operator : SY/MD

Sample - J5280-08

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 33 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR100518WMA .M
TRACE VOA SOMO01.0

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]
unknown-01 2.38 1.3 ug/L 49552 1 5.67 196553 5.0
Ethyl Acetate 4.15 0.7 ug/L 27248 1 5.67 196553 5.0
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