LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011121\
Data File : VU041940.D

Aca On : 11 Jan 2021 23:24

Operator : SY/MD

Sample : M1027-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 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\SOMUTRO11121WMA_.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 1.523 51 57 65 rBv2 5239 5924 1.02% 0.159%
2 1.604 74 82 90 rvB 67486 70948 12.24% 1.900%
3 1.919 172 180 190 rvB 60182 74808 12.90% 2.003%
4 2.578 373 385 399 rBV 104263 170611 29.43% 4 .569%
5 2.658 399 410 426 rVB2 5370 14185 2.45% 0.380%
6 4.652 1011 1030 1063 rBv2 72786 231098 39.87% 6.189%
7 5.079 1144 1163 1186 rBV 86117 188796 32.57% 5.056%
8 5.739 1347 1368 1390 rBv2 170314 440265 75.95% 11.791%
9 6.259 1517 1530 1547 rBV 134035 249410 43.02% 6.680%
10 6.700 1653 1667 1687 rBv2 102732 200781 34.64% 5.377%
11 7.571 1927 1938 1957 rBV 49384 87005 15.01% 2.330%
12 7.902 2028 2041 2060 rBV 196212 338851 58.45% 9.075%
13 8.182 2118 2128 2143 rBV 34086 55726 9.61% 1.492%

14 8.639 2257 2270 2306 rBvV 308278 579693 100.00% 15.525%
15 9.417 2500 2512 2535 rBV 189522 310633 53.59% 8.319%

16 10.754 2910 2928 2943 rBV 88813 145435 25.09% 3.895%
17 11.806 3243 3255 3270 rBV 165467 267112 46.08% 7.154%

18 12.053 3324 3332 3342 rBV3 5230 8789 1.52% 0.235%
19 12.188 3361 3374 3389 rBvV 184870 293862 50.69% 7.870%

Sum of corrected areas: 3733932
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011121\
Data File : VYU041940.D

Aca On : 11 Jan 2021 23:24

Operator : SY/MD

Sample : M1027-08

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11121WMA .M

TRACE VOA SOM01.0

TIC Library : 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\VUO011121\
Data File : VU041940.D

Aca On : 11 Jan 2021 23:24

Operator : SY/MD

Sample : M1027-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11121WMA_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.

7.57 1.74 ug/L 87005 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 38
2 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 28
3 Thiophosaene 114 CCI2S 000463-71-8 25
4 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 23
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1938 (7.571 min): VU041940.D (-1927) (-) m/z 79.10 100.00%
79.1
5000 421
114.1 U I RS LR
5}3.0 63.0 || 7.20 7.40 7.60 7.80 8.00
e o = o R s e a s o m/z 42.10 35.89%
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
79.0
5000 U I RS LR
390 7.20 7.40 7.60 7.80 8.00
510 m/z 81.10 29.84%
‘ . 65.0
0"'w"w"“|'“’V“"m”'w'J“|“'!ﬁ"w"“l'“}}%q'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7038: Methane, oxybis[chloro-
79.0
720 7.40 7.60 7.80 8.00
5000 49.0 m/z 114.10 19.82%
29.0
14.0 " 390 || 630 93.0 113.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7674: Thiophosgene R R A o
79.0 7.20 7.40 7.60 7.80 8.00
m/z 51.00 19.04%
5000
440 114.0
ol 120 ‘ . 56.0 67.0 N ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO011121\
Data File : VU041940.D

Acq On : 11 Jan 2021 23:24

Operator : SY/MD

Sample : M1027-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11121WMA _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 7.57 1.7 ug/L 87005 1 6.26 249410 5.0
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