LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50819\
Data File : VU031852.D

Aca On : 09 May 2019 04:28

Operator : JC/SP

Sample : K2743-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 45 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\SOMUTRO50819WMA .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 88 95 106 rBvV 201318 215266 10.53% 1.549%
2 1.672 173 181 198 rVB 160848 216834 10.60% 1.560%
3 2.270 356 367 379 rBV 331155 510793 24.98% 3.676%
4 2.444 413 421 435 rVB 45541 75972 3.72% 0.547%
5 2.836 531 543 557 rVB3 30431 62752 3.07% 0.452%

4.190 949 964 1006 rBV2 325644 1171129 57.28% 8.428%
4.640 1083 1104 1130 rBV2 282380 693668 33.93% 4.992%
5.334 1294 1320 1337 rBV2 547129 1556074 76.10% 11.198%
5.881 1477 1490 1516 rBV 513885 1063396 52.01% 7.653%
6.328 1612 1629 1650 rBV 384094 782371 38.26% 5.630%

=
QO ~NO®

11 7.225 1895 1908 1925 rBV2 149946 285018 13.94% 2.051%
12 7.562 2000 2013 2039 rBvV 579600 1074567 52.55% 7.733%
13 7.852 2092 2103 2125 rBV2 95208 180575 8.83% 1.299%
14 8.225 2207 2219 2235 rBv2 110917 199288 9.75% 1.434%
15 8.312 2235 2246 2287 rBV 1052823 2044676 100.00% 14.714%

16 9.086 2474 2487 2516 rBV 764563 1367659 66.89% 9.842%
17 10.427 2893 2904 2926 rBV 287362 484362 23.69% 3.486%

18 11.479 3220 3231 3265 rBV 564481 991842 48.51% 7.138%
19 11.858 3335 3349 3369 rBvV 529603 919597 44 .98% 6.618%

Sum of corrected areas: 13895839
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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\VUO50819\
VU031852.D

09 May 2019 04:28

JC/SP

K2743-13

25_0mL/MSVOA U/WATER

45 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50819WMA .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\VUO50819\
Data File : VU031852.D

Aca On : 09 May 2019 04:28

Operator : JC/SP

Sample : K2743-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50819WMA .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.

7.22 1.34 ug/L 285018 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclohexadiene 80 C6H8 000592-57-4 23
2 Thiophosaene 114 CCl2s 000463-71-8 16
3 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 9
4 1.3-Cvclohexadiene 80 C6H8 000592-57-4 9
5 Methane, oxybis[chloro- 114 C2H4CI20 000542-88-1 9

Abundance Scan 1907 (7.222 min): VU031852.D (-1895) (-) m/z 79.10 100.00%
70
5000 42
71 114 jﬂﬂﬂﬂjﬂTTleFFFrrrrrrrr
6.80 7.00 7.20 7.40 7.60
0 ...,....,....,.?.‘i!...'.',.'...,‘??..,7.?-.'.;.?.6.,....,....,.I!.,.... m/z 42.10 47.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1075: 1,3-Cyclohexadiene
79
5000
6.80 7.00 7.20 7.40 7.60
39 5 m/z 81.00 33.32%
0 "'I'%?'I"H'I'”wt""lhh"I'éé'l??'ll""l""l""P"'I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
79
6.80 7.00 7.20 7.40 7.60
5000 m/z 51.00 24 .73%
114
- - j\\
12 56 67
G s R RN R RS IR RS AR AR MRS AN RRARS RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane EEaa e AR REEE s
79 6.80 7.00 7.20 7.40 7.60
m/z 114.00 20.00%
5000
39
0 ‘ \ | 112
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”' ISR R L IR
m/z--> 10 20 30 40 60 70 80 90 100 110 120 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\VUO50819\
Data File : VU031852.D

Acq On : 09 May 2019 04:28

Operator : JC/SP

Sample : K2743-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 45 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50819WMA .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 7.22 1.3 ug/L 285018 1 5.88 1063400 5.0
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