LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032866.D

Aca On 19 Jun 2019 18:29

Operator : JC/SP

Sample : K3413-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 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\SOMUTRO60419WMA .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 1.180 22 28 43 rBV 126365 123400 19.56% 2.111%
2 1.299 61 65 71 rvVB 12869 12463 1.98% 0.213%
3 1.395 86 95 108 rBVY3 110904 147482 23.38% 2.523%
4 1.473 115 119 128 rVB 5984 6405 1.02% 0.110%
5 1.678 175 183 193 rVB 51984 64261 10.19% 1.099%
6 1.756 199 207 220 rvVB 30013 41152 6.52% 0.704%
7 1.897 244 251 258 rVV 13707 17501 2.77% 0.299%
8 1.942 258 265 280 rVB 21393 30123 4.78% 0.515%
9 2.048 291 298 305 rVB 7697 10345 1.64% 0.177%
10 2.180 333 339 349 rVB2 10861 15208 2.41% 0.260%
11 2.270 356 367 379 rBV 102735 157336 24.94% 2.692%
12 2.997 579 593 611 rVB2 38303 88984 14.11% 1.522%
13 3.289 678 684 697 rVB6 4808 9344 1.48% 0.160%

14 4.186 948 963 993 rBvV 80200 215808 34.21% 3.692%
15 4.386 1012 1025 1054 rBV2 52724 126278 20.02% 2.160%

16 4.640 1087 1104 1128 rVB2 79680 189061 29.97% 3.234%
17 4.984 1200 1211 1222 rBV6 3564 7309 1.16% 0.125%
18 5.331 1298 1319 1347 rBV2 159889 456316 72.34% 7.806%
19 5.881 1474 1490 1506 rBV 159063 310856 49.28% 5.318%
20 6.324 1613 1628 1647 rBV 107064 212515 33.69% 3.635%

21 7.222 1895 1907 1926 rBV2 57003 103889 16.47% 1.777%
22 7.559 2000 2012 2024 rBV 211553 367339 58.24% 6.284%
23 7.630 2024 2034 2055 rVB 141683 245868 38.98% 4._.206%
24 7.845 2091 2101 2115 rBV2 35903 60063 9.52% 1.027%
25 8.222 2205 2218 2234 rVB 376255 630784 100.00% 10.791%

26 8.308 2234 2245 2278 rBV 300438 540315 85.66% 9.243%
27 9.083 2474 2486 2513 rBV 230023 390604 61.92% 6.682%

28 9.244 2526 2536 2553 rVB 26702 44404 7.04% 0.760%
29 9.369 2562 2575 2592 rBV 63427 109428 17.35% 1.872%
30 9.774 2681 2701 2717 rBV 27143 50213 7.96% 0.859%
31 10.427 2893 2904 2920 rBV 90666 144623 22.93% 2.474%
32 10.601 2944 2958 2969 rBv4 7762 18075 2.87% 0.309%
33 10.675 2972 2981 2988 rBV3 10118 18241 2.89% 0.312%
34 10.768 3002 3010 3018 rVB3 4748 6408 1.02% 0.110%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032866.D

Aca On 19 Jun 2019 18:29

Operator : JC/SP

Sample : K3413-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 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\SOMUTRO60419WMA .M
Title - TRACE VOA SOMO1.0

35 10.967 3063 3072 3084 rBV3 4343 6731 1.07% 0.115%
36 11.144 3116 3127 3137 rBV 24065 37920 6.01% 0.649%
37 11.479 3220 3231 3249 rBV 252984 411738 65.27% 7.043%
38 11.565 3252 3258 3269 rVB2 5875 9011 1.43% 0.154%
39 11.762 3310 3319 3327 rBV5 4547 7682 1.22% 0.131%
40 11.855 3337 3348 3373 rBvV 229826 383124 60.74% 6.554%
41 13.749 3928 3937 3949 rBV4 4285 10277 1.63% 0.176%
42 14.909 4287 4298 4306 rBV7 3005 6763 1.07% 0.116%

Sum of corrected areas: 5845647
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
VU032866.D

19 Jun 2019 18:29

JC/SP

K3413-14

25_0mL/MSVOA U/WATER

25 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .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\VU061919\
Data File : VU032866.D

Aca On 19 Jun 2019 18:29

Operator : JC/SP

Sample : K3413-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 (DEL) Alkane: Cyclicl.18 Concentration Rank 2

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

1.18 1.98 ug/L 123400 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopropane 42 C3H6 000075-19-4 7
4 Cvclopropene 40 C3H4 002781-85-3 5
5 Cyclopropane 42 C3H6 000075-19-4 4

Abundance Scan 28 (1.180 min): VU032866.D (-22) (-) m/z 41.00 100.00%
41.0 7
5000
2070 1.20 1.30 1.40 1.50 1.60
(o} s L s B m/z 39.00 85.38%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #57: Propene
41.0
5000
1.20 1.30 1.40 1.50 1.60
m/z 42.10 57.46%
15.0
0 UL SR S S WL B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #58: Propene
41.0
1.20 1.30 1.40 1.50 1.60
5000 m/z 43.10 35.97%
150‘
0 W"NW""""P"'I”"I”"I”"I'”' [rrrrprrrrprrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #60: Cyclopropane
432.0 1.20 1.30 1.40 1.50 1.60
m/z 44.05 34.40%
5000
14.0 ‘ M
0 w"ww"“ NSRS SRR S S SRS IR S U RN AR AN AR AR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032866.D

Aca On 19 Jun 2019 18:29

Operator : JC/SP

Sample : K3413-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

1.76 0.66 ug/L 41152 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 90
3 Butane. 2-methvl- 72 C5H12 000078-78-4 86
4 2(3H)-Furanone. dihvdro-4-methvl- 100 C5H802 001679-49-8 45
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 36

Abundance Scan 208 (1.759 min): VU032866.D (-199) (-) m/z 43.05 100.00%
43.0
57.1
5000
36 51.| 65972078 1 1.40 1.60 1.80 2.00
Obrrrrrrprermprrsrrrerrrrrrrrerr e e e e O3 e ey | M/Z 41.00  85.88%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00
29.0 m/z 42.00 81.57%
0 15.0 || 37.0, |/, 5%9||, 63.0 7%0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #713: Butane, 2-methyl-
43.0
570 1.40 1.60 1.80 2.00
5000 29.0 ' m/z 57.10 65.78%
oL 10 150 || 54l 510 es0 729
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 A
Abundance #712: Butane, 2—methy|— A | LELELLE LA B LR
43.0 1.40 1.60 1.80 2.00
m/z 39.00 33.32%
57.0
5000 21.0
15.0
2.0 1] i 51'0\ 72\.0
sy ) LA Sy LA S LR BAL) MAAEA AL AR RAke) LR SR AR AR LRI SRR A AR SRR R R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032866.D

Aca On 19 Jun 2019 18:29

Operator : JC/SP

Sample : K3413-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 3 Ethyl Acetate Concentration Rank 1

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

4_.39 2.03 ug/L 126278 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 36

Abundance Scan 1025 (4.386 min): VU032866.D (-1012) (-) m/z 43.00 100.00%
43.0
5000
61.0 rprerTprrrTp T e e
88.0 4.00 4.20 440 4.60 4.80
O e 2089 s AE 00 14.61%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2017: Ethyl Acetate
43.0

5000 ||||||||III|IIII|IIII|II
4.00 4.20 4.40 4.60 4.80

m/z 61.00 12 .65%

27,0 61.0
|l T, eeo
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2018: Ethyl Acetate
43.0
IIIIIII"IIIIIIIIIIIIIIIII
4.00 420 4.40 4.60 4.80
5000 m/z 70.00 9.73%
61.0
210 | | |, 880
O e T A I e B e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2019: Ethyl Acetate MRS B R A S
43.0 4.00 420 4.40 4.60 4.80

m/z 42.00 7.40%

5000
61.0
2710 ‘ ‘ 88.0
0 | Iy Il L, |
LI L L L L B L B B

m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU061919\
Data File : VU032866.D

Aca On 19 Jun 2019 18:29

Operator : JC/SP

Sample : K3413-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 4 Thiophosgene Concentration Rank 3

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

7.22 1.67 ug/L 103889 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophosaene 114 CCl2s 000463-71-8 52
2 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 25
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
4 Methane. oxvbislchloro- 114 C2H4CIl20 000542-88-1 25
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 25

Abundance Scan 1907 (7.222 min): VU032866.D (-1895) (-) m/z 79.00 100.00%
79.0
42.0
5000
114.0
| 5}3.0 62.9 || 6.80 7.00 7.20 7.40 7.60
] EENESSENINSBUNNMIMBSS N N NMBSIN N HNE MR W NUMMHMMN ¥ SN m/z 42.00 52.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7674: Thiophosgene
79.0
5000
6.80 7.00 7.20 7.40 7.60
440 114.0 m/z 81.00 33.81%
ol 120 . |, s60 67.0 ||
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7038: Methane, oxybis[chloro-
79.0
6.80 7.00 7.20 7.40 7.60
5000 49.0 m/z 51.00 22 .41%
29.0
14.0 " 390 || 630 93.0 113.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1079: 1,3-Cyclohexadiene T BEEEE B L I
79.0 6.80 7.00 7.20 7.40 7.60
m/z 114.00 21.25%
5000
270 390 519
0"W}EQP'&I'“Jw'”Hh'W?i?P'”I”'W'”'P'”I”'W'”' ISR S UL L
m/z--> 10 20 30 40 50 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\VU061919\
Data File : VU032866.D

Acq On 19 Jun 2019 18:29

Operator : JC/SP

Sample - K3413-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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]
(DEL) Alkane: Cyc... 1.18 2.0 ug/L 123400 1 5.88 310856 5.0
(DEL) Alkane: Str... 1.76 0.7 ug/L 41152 1 5.88 310856 5.0
Ethyl Acetate 4.39 2.0 ug/L 126278 1 5.88 310856 5.0
Thiophosgene 7.22 1.7 ug/L 103889 1 5.88 310856 5.0
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