LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO011121\
Data File : VU041950.D

Aca On : 12 Jan 2021 03:23

Operator : SY/MD

Sample : M1027-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 42 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 1.392 9 16 25 rvB2 20798 23454 1.23% 0.339%
2 1.478 36 43 53 rBv3 19378 23202 1.22% 0.335%
3 1.604 75 82 93 rvB 70482 74285 3.91% 1.073%
4 1.922 171 181 190 rBvV 64123 79191 4.16% 1.144%
5 2.578 373 385 399 rBV 105523 175380 9.22% 2.534%
6 3.375 621 633 650 rBV3 11018 26307 1.38% 0.380%
7 4.655 1013 1031 1069 rBv2 75590 293930 15.46% 4_.247%
8 5.079 1144 1163 1184 rBvV2 88678 196191 10.32% 2.835%
9 5.739 1347 1368 1385 rBv2 168163 438873 23.08% 6.341%

10 6.259 1516 1530 1545 rBvV 131771 247433 13.01% 3.575%

11 6.552 1607 1621 1643 rBV 494828 927485 48.77% 13.401%
12 6.700 1653 1667 1683 rVB3 104920 204148 10.73% 2.950%

13 7.571 1926 1938 1953 rBV2 57367 99942 5.26% 1.444%
14 7.903 2028 2041 2057 rBvV 203184 353621 18.59% 5.110%
15 8.185 2118 2129 2143 rBV 38541 65922 3.47% 0.953%

16 8.555 2230 2244 2259 rBV 1123769 1901727 100.00% 27.479%
17 8.639 2259 2270 2309 rVB 381296 746048 39.23% 10.780%
18 9.417 2500 2512 2541 rBV 199577 338409 17.79% 4 _.890%
19 10.754 2916 2928 2944 rVB 90586 148628 7.82% 2.148%
20 11.806 3243 3255 3271 rVB 165470 267023 14.04% 3.858%

21 12.189 3358 3374 3389 rBvV 177030 289574 15.23% 4.184%

Sum of corrected areas: 6920773
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU011121\
Data File : VU041950.D

Aca On : 12 Jan 2021 03:23

Operator : SY/MD

Sample : M1027-13

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 42 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 : VU041950.D

Aca On : 12 Jan 2021 03:23

Operator : SY/MD

Sample : M1027-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 42 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 2.02 ug/L 99942 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 37
2 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 25
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
4 Thiophosaene 114 CCl2s 000463-71-8 9
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1938 (7.571 min): VU041950.D (-1926) (-) m/z 79.10 100.00%
79.1
5000 2.1
114.1 U I LS LR
513,0 63.0 || 7.20 7.40 7.60 7.80 8.00
Obrr e e e et e e e .| M7z 42,100 39.13%
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 AL I I I
390 720 7.40 7.60 7.80 8.00
m/z 81.10 32.77%
‘ 5.0 .
0'”I”'W'”'P'”I”'Wm”'PJLI”'h'”'P'”I”'H?R'P'”
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 20.73%
29.0
14.0 390 || 630 93.0 113.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #1080: 1,3-Cyclohexadiene R e
79.0 7.20 7.40 7.60 7.80 8.00
m/z 51.00 19.24%
5000
39.0
27.0 ‘ 51.0 65.0
0"w'“'w'ml“'u““'mh“l”“w'“'w'“l“'w'“'w'“l“" U L U LR
m/z--> 10 20 30 40 60 70 80 90 100 110 120 7.20 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 : VU041950.D

Acq On : 12 Jan 2021 03:23

Operator : SY/MD

Sample : M1027-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 42 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 2.0 ug/L 99942 1 6.26 247433 5.0
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