LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040819\
Data File : VU030873.D

Acq On = 07 Apr 2019 22:11

Operator : JC/SP

Sample - K2284-06

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\SOMUTR032919WMA .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 1.180 23 28 36 rvB 18979 19003 1.19% 0.190%

2 1.395 88 95 106 rBvY 164312 171114 10.69% 1.712%

3 1.678 174 183 194 rVB 134112 169310 10.57% 1.694%

4 2.270 355 367 378 rBVY 261756 407272 25.43%  4.076%

5 4.190 947 964 993 rBvV 170909 488361 30.50% 4.887%
4.399 1017 1029 1054 rVB3 19379 51100 3.19% 0.511%
4.643 1088 1105 1128 rBV3 163940 431389 26.94%  4.317%
4.907 1170 1187 1200 rVB7 12811 32519 2.03% 0.325%

5.331 1296 1319 1347 rBv4 361578 1013814 63.31% 10.145%
5.881 1475 1490 1513 rBV 288303 583558 36.44% 5.840%

=
QO ~NO®

11 6.180 1567 1583 1611 rBV 808280 1601395 100.00% 16.025%
12 6.328 1616 1629 1649 rVvVv 241855 488211 30.49% 4 _.886%
13 7.225 1897 1908 1928 rBvV 101497 191148 11.94% 1.913%
14 7.562 1999 2013 2031 rBV 409642 742706 46.38% 7.432%
15 7.852 2092 2103 2118 rBV 62264 113570 7.09% 1.137%

16 8.312 2235 2246 2293 rBV2 564316 1232580 76.97% 12.335%
17 9.086 2473 2487 2516 rBV 429157 755487 47.18% 7.560%
18 10.430 2892 2905 2924 rBV 176157 296291 18.50% 2.965%
19 11.482 3221 3232 3261 rBV 343150 595631 37.19% 5.961%
20 11.858 3331 3349 3369 rBvV 343738 608450 37.99% 6.089%

Sum of corrected areas: 9992909
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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\VUO040819\
VU030873.D

07 Apr 2019 22:11

JC/SP

K2284-06

25_0mL/MSVOA_U/WATER

32 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O32919WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Ab%ggggg TIC: VU030873.D
1500000
1000000
6.18
500000 533
2.27 ' 5.88 6.33
140 168 4.19 4,64 j\
b.18 4.40 4.91
0--]-\|-A---|----|----|----|----|-MK--|----|----|----|-
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Ab%ggggg TIC: VU030873.D
1500000
1000000
8.31
500000 9.09
7.56 11.48 11.86
79 /L }\ 10.43
: 7.85
0---|----|---/-L|----|----|------------/L----|----|----|-
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Ab%ggggg TIC: VU030873.D
1500000
1000000
500000
+r I e A B e o e e o B
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040819\
Data File : VU030873.D

Acq On = 07 Apr 2019 22:11

Operator : JC/SP

Sample - K2284-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR032919WMA .M

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

Concentration Rank 1

Peak Number 1 unknown-01

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

7.22 1.64 ug/L 191148 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane, oxybis[chloro- 114 C2H4CI120 000542-88-1 37
2 Thiophosgene 114 CCl2S 000463-71-8 35
3 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 9
4 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9

Abundance Scan 1906 (7.218 min): VU030873.D (-1897) (-) m/z 79.10 100.00%
79
5000 42 j\\MAA
‘ 114 llllllllllllllllll
3 6.80 7.00 7.0 7.40 7.60
Ol S5 %8 2 Tm/z 42.10 44.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7039: Methane, oxybis[chloro-
79
43 /\¥
5000 SR L U LR
6.80 7.00 7.20 7.40 7.60
29 m/z 81.10 30.02%
ol 2 e 109
mzs 0% & G s b 10 1o 1% 0 20
Abundance
79
6.80 7.00 7.20 7.40 7.60
5000 m/z 51.00 22.93%
a4 114 jk
12 56 67
G L I U U S S SIS SR S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane SRR mmam SRR
79 6.80 7.00 7.0 7.40 7.60
m/z 114.00 19.91%
5000
39
51
0""I""I""I'5"'""I':'I-:!-Z'I"''I""I""I""I"" [rerryrrr T i T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU040819\
Data File : VU030873.D

Acq On = 07 Apr 2019 22:11

Operator : JC/SP

Sample - K2284-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR032919WMA .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 1.6 ug/L 191148 1 5.88 583558 5.0
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