LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040819\
Data File : VU030886.D

Acq On : 08 Apr 2019 03:25

Operator : JC/SP

Sample - K2284-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 45 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 1.396 88 95 108 rBvY 174511 182403 13.94% 1.899%
2 1.678 174 183 199 rVB 139377 179354 13.71% 1.867%
3 2.270 356 367 378 rBVY 272411 422644 32.30%  4.399%
4 2.322 378 383 392 rvB4 16250 25156 1.92% 0.262%
5 2.444 412 421 435 rBY 18633 36259 2.77% 0.377%

4.190 950 964 999 rBv2 182676 526868 40.26% 5.484%
4.392 1016 1027 1054 rVB3 33909 88594 6.77% 0.922%
4.643 1088 1105 1127 rBV3 167493 449158 34.32% 4._.675%
5.334 1299 1320 1345 rBV3 369488 1044711 79.83% 10.874%
5.881 1476 1490 1512 rBV 299646 605562 46.27% 6.303%

=
QO ~NO®

11 6.180 1569 1583 1602 rBV 398424 777364 59.40% 8.091%
12 6.328 1615 1629 1653 rVB2 250636 505051 38.59% 5.257%
13 7.225 1894 1908 1928 rBvV 101135 196246 15.00% 2.043%
14 7.562 2000 2013 2030 rBV 429067 762073 58.23% 7.932%
15 7.852 2093 2103 2120 rBV2 61427 117678 8.99% 1.225%

16 8.312 2234 2246 2286 rBV2 593984 1308660 100.00% 13.622%
17 9.087 2474 2487 2515 rBV 451033 788623 60.26% 8.209%
18 10.431 2893 2905 2922 rBV 182726 314405 24.02% 3.273%
19 11.482 3220 3232 3263 rBV 352686 621366 47.48% 6.468%
20 11.858 3337 3349 3377 rBV 365937 635520 48.56% 6.615%

21 14.652 4210 4218 4230 rVB7 11936 19525 1.49% 0.203%

Sum of corrected areas: 9607220
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040819\
Data File : VU030886.D

Acqg On : 08 Apr 2019 03:25

Operator : JC/SP

Sample : K2284-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 45 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: VU030886.D
1500000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040819\
Data File : VU030886.D

Acq On : 08 Apr 2019 03:25

Operator : JC/SP

Sample - K2284-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR032919WMA .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 Ethyl Acetate Concentration Rank 2

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

4_.39 0.73 ug/L 88594 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 86
2 Ethyl Acetate 88 C4H802 000141-78-6 78
3 Ethyl Acetate 88 C4H802 000141-78-6 59
4 Ethyl Acetate 88 C4H802 000141-78-6 45
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 38

Abundance Scan 1026 (4.389 min): VU030886.D (-1016) (-) m/z 43.00 100.00%
43 ?
5000
61 70 4.00 420 4.40 4.60 4.80
39 77 88
O'W“P“Wmﬁ“”PmP“WWWJ:LWP”WMWL”W”LJW”W””WLP”W“ m/z 45.10 13.41%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43
5000 AN SRR RN R
4.00 4.20 4.40 4.60 4.80
0
- 61 1o m/z 61.10 12.10%
1519 26| 33 “\ 58 | U 74 88
miz> 5 10 15 20 25 30 35 40 45 80 85 60 65 70 75 80 8 90 96
Abundance
43
4.00 4.20 4.40 4.60 4.80
5000 m/z 70.10 8.16%
29 61
o 1518 26 57 07, g3 88
L L B LA LA LR L) AL ALY KAk ALY KAL) BRI KAk AR LAy AR KAL) KA A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate R A
43 4.00 4.20 4.40 4.60 4.80
m/z 42.05 6.89%
5000
15 2 61 70
0 w"“l“"L'%?'“'?ﬁ'L"“l'"' - '""|'“'l“"v"w"“l'”'l“"v"w'ﬁgl“'w'“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040819\
Data File : VU030886.D

Acq On : 08 Apr 2019 03:25

Operator : JC/SP

Sample - K2284-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR032919WMA .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 2 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
722 1.62 ug/l 196246 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Methane, oxybis[chloro- 114 C2HACI20 000542-88-1 25
2 Methane, oxybis[chloro- 114 C2H4CI120 000542-88-1 25

3 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 CEH8S 1000221-37-0 9
4 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 9
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 9

Abundance Scan 1906 (7.218 min): VU030886.D (-1894) (-) m/z 79.10 100.00%

79
5000 42
51

114 A R e o
5 | s 73 || 86 6.80 7.00 7.20 7.40 7.60

o...,....,....,..-.!,....-,.'...,....,.%..;....,....,....,.I!.,... m/z 42.10 48.97%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7039: Methane, oxybis[chloro-
79
49
5000

6.80 7.00 7.20 7.40 7.60

29 m/z 81.10 31.10%
B By | e 109
o) NSRS SN k. N SRS ] AMNMBSRMUM /NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
79
R e
6.80 7.00 7.20 7.40 7.60
5000 49 m/z 51.10 23.97%
29
o 14 22 35 43 63 87 93 113
B e AR
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 L
79 680 700 720 740 760

m/z 114.00 18.77%

5000
39
51
65
0 ) | 112

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 680 7.00 720 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040819\
Data File : VU030886.D

Acq On : 08 Apr 2019 03:25

Operator : JC/SP

Sample - K2284-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 45 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]
Ethyl Acetate 4.39 0.7 ug/L 88594 1 5.88 605562 5.0
unknown-01 7.22 1.6 ug/L 196246 1 5.88 605562 5.0
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