LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU010219\
Data File : VU028983.D

Aca On : 02 Jan 2019 11:35

Operator : MD/SY

Sample > VU0102wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 3 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 U\METHOD\SOMUTR122818WMA .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 1.395 62 69 80 rvB 52559 53738 15.24% 1.776%
2 1.681 150 158 173 rVB 43178 52609 14.92% 1.738%
3 2.273 331 342 356 rBV 87753 133333 37.82% 4 .406%
4 2.701 466 475 486 rvVB4 4750 8135 2.31% 0.269%
5 4.205 928 943 979 rBV 47602 141345 40.10% 4_.670%

6 4.646 1062 1080 1101 rBVZ2 61919 139392 39.54% 4.606%
7 5.337 1274 1295 1314 rBvV2 131012 346075 98.17% 11.435%
8 5.884 1450 1465 1486 rBV 133474 261258 74.11% 8.632%
9 6.331 1591 1604 1624 rBV 81161 160496 45.53% 5.303%
10 7.228 1872 1883 1909 rVB 44941 78302 22.21% 2.587%
11 7.562 1975 1987 2007 rBV 167617 295683 83.88% 9.770%
12 7.852 2065 2077 2097 rBvV 25680 43927 12.46% 1.451%
13 8.315 2210 2221 2252 rBV 200952 352512 100.00% 11.648%
14 8.623 2310 2317 2326 rBV3 2153 3656 1.04% 0.121%

15 9.089 2448 2462 2481 rBV 190926 319456 90.62% 10.555%

16 10.430 2863 2879 2896 rBV 60121 96430 27.36% 3.186%
17 11.482 3194 3206 3228 rBV 180751 295397 83.80% 9.760%
18 11.858 3311 3323 3345 rBvV 147643 244728 69.42% 8.086%

Sum of corrected areas: 3026472
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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 U\DATA\VU010219\
vU028983.D

02 Jan 2019 11:35

MD/SY

VUO102WBLO1

25.0mL/MSVOA U/WATER

3 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .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\VU010219\
Data File : VU028983.D

Aca On : 02 Jan 2019 11:35

Operator : MD/SY

Sample : VU0102wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .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.

7.23 1.50 ug/L 78302 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 37
2 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
3 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 23
4 Methane. oxvbislchloro- 114 C2H4CIl20 000542-88-1 9
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 9

Abundance Scan 1884 (7.231 min): VU028983.D (-1872) (-) m/z 79.10 100.00%
79
5000 4
51 114 ISR S I R
| 63 86 | 6.80 7.00 7.20 7.40 7.60
O prrprrr ek e S e Y S e e m/z 42.10 37 .94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
70
5000 IR S I R
39 6.80 7.00 7.20 7.40 7.60
51 m/z 81.10 32.25%
0 Nl | | . 112
HRR NN UL UL LR IR NN LR IS BAREE RARSE SRS SRR
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Abundance #1080: 1,3-Cyclohexadiene
70
6.80 7.00 7.20 7.40 7.60
5000 m/z 114.00 22 .48%
39
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0'“|“'w'“hw'“V“'w”“'w”“l““w'“'w'“w'“l“'w'“'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11974: 2—Pr0pano|, 1,3-dichloro- NLELELELE L NI BN B
79 6.80 7.00 7.20 7.40 7.60
m/z 51.10 19.41%
5000 43
ol 18 29 36 1 61 72 || a1 111 127
s B B b e T E o e 116 15 1% 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU010219\
Data File : VU028983.D

Acq On : 02 Jan 2019 11:35

Operator : MD/SY

Sample > VU0102wBLO1

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .M
TRACE VOA SOMO01.0

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 7.23 1.5 ug/L 78302 1 5.88 261258 5.0
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