LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028299.D

Acq On : 20 Nov 2018 23:43

Operator : MD/SY

Sample - J5986-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_U\METHOD\SOMUTR111718WMA_M
Title = TRACE VOA SOM01.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.395 63 69 79 rvB2 71531 81690 4_30% 0.906%
2 1.678 152 157 172 rVB 67978 96450 5.08% 1.070%
3 2.273 334 342 354 rVB 99650 157748 8.31% 1.750%
4 2.546 409 427 486 rvB2 129361 908570 47.87% 10.080%
5 3.006 554 570 591 rVvB 827330 1898088 100.00% 21.057%

4.221 929 948 973 rBV3 249389 707999 37.30% 7.854%
4.659 1064 1084 1110 rBVS5 171724 538751 28.38% 5.977%
1273 1295 1321 rBV2 188999 540063 28.45% 5.991%
5.884 1452 1465 1484 rBV 206260 400232 21.09%% 4._.440%
6.183 1545 1558 1572 rBV 129790 253312 13.35% 2.810%
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11 6.331 1588 1604 1625 rBV 144350 289994 15.28% 3.217%
12 7.228 1870 1883 1898 rBvV 70982 121840 6.42% 1.352%

13 7.469 1947 1958 1972 rBV3 16776 32235 1.70% 0.358%
14 7.562 1972 1987 2003 rBV 219450 387662 20.42% 4_.301%
15 7.848 2062 2076 2090 rBVvV2 42916 76069 4.01% 0.844%

16 8.315 2209 2221 2254 rBV 477780 901670 47.50% 10.003%
17 9.089 2446 2462 2484 rBV 299138 506126 26.67% 5.615%
18 10.430 2867 2879 2891 rBV 112877 179957 9.48% 1.996%
19 11.482 3195 3206 3226 rBV 295928 469935 24.76% 5.213%

20 11.742 3275 3287 3306 rBv4 20627 46949 2.47% 0.521%

21 11.858 3310 3323 3337 rBV 239625 382963 20.18% 4.249%

22 12.568 3534 3544 3554 rBV3 21334 35709 1.88% 0.396%
Sum of corrected areas: 9014012
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
VU028299.D

20 Nov 2018 23:43

MD/SY

J5986-22

25_0mL/MSVOA_U/WATER

32 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA .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_U\DATA\VU112018\
Data File : VU028299.D

Acq On : 20 Nov 2018 23:43

Operator : MD/SY

Sample - J5986-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_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 1

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

2.55 11.35 ug/L 908570 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 40
2 Isopropyl Alcohol 60 C3H80 000067-63-0 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 7
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 428 (2.549 min): VU028299.D (-409) (-) m/z 45.10 100.00%
45
5000
R B
41 220 2.40 2.60 2.80
38 1|48 5356°9 66 77
...,....,....,....,....,....,....,...E?,!.I. A8 53565 86 e m/z  43.10  19.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #294: |sopropy! Alcohol
45
5000
220 2.40 2.60 2.80
w27 m/z 41.10 8.49%
15 41
"W'”'I“"P"h"”I'Ll?ﬁ'ﬁ'ﬁqlh'l"”I'”'P'?ﬁ"”l'“'P'”I'”'P"W'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45
220 240 260 280
5000 m/z 39.05 5.91%
27
15 19
1 31 3942 59 60
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m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #297: Isopropy! Alcohol
45 220 2.40 2.60 2.80
m/z 42.10 4_52%
5000
1519 2731 gg41) | 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028299.D

Acq On : 20 Nov 2018 23:43

Operator : MD/SY

Sample - J5986-22

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_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 2.55 11.4 ug/L 908570 1 5.88 400232 5.0
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