LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032755.D

Aca On 15 Jun 2019 05:36

Operator : JC/SP

Sample = K3385-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 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 1.395 89 95 106 rVvB 41614 42903 10.66% 1.372%
2 1.563 135 147 158 rVB3 16971 36001 8.95% 1.151%
3 1.669 174 180 200 rvVvB 35990 48710 12.11% 1.557%
4 2.267 357 366 378 rBV 69342 103358 25.69% 3.305%
5 2.321 378 383 397 rVB5 4169 7598 1.89% 0.243%

2.440 410 420 436 rBvV 96457 163150 40.55% 5.216%
2.833 532 542 557 rVB3 15803 33554 8.34% 1.073%
4.183 944 962 994 rBV 62746 182266 45.30% 5.827%
4.640 1086 1104 1125 rBV 61730 146936 36.52% 4.698%
5.331 1294 1319 1346 rBV2 114721 326369 81.11% 10.435%

=
QO ~NO®

11 5.878 1476 1489 1509 rBvV 113502 222413 55.28% 7.111%
12 6.324 1612 1628 1644 rBvV 78660 158821 39.47% 5.078%

13 7.222 1893 1907 1924 rBV 39653 70307 17.47% 2.248%
14 7.559 1997 2012 2029 rBV 138919 243616 60.54% 7.789%
15 7.845 2090 2101 2117 rBV2 24536 42407 10.54% 1.356%

16 8.308 2232 2245 2271 rBV 230114 402374 100.00% 12.865%
17 9.083 2474 2486 2508 rBV 162049 270306 67.18% 8.642%
18 10.427 2890 2904 2927 rBV2 68630 112969 28.08% 3.612%
19 10.604 2948 2959 2971 rVB4 4978 9400 2.34% 0.301%
20 11.479 3217 3231 3253 rBV 162764 261271 64.93% 8.353%

21 11.855 3336 3348 3366 rBV 147097 243018 60.40% 7.770%

Sum of corrected areas: 3127747
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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\VU061419\
VU032755.D

15 Jun 2019 05:36

JC/SP

K3385-06

25_0mL/MSVOA U/WATER

37 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\VU061419\
Data File : VU032755.D

Aca On 15 Jun 2019 05:36

Operator : JC/SP

Sample - K3385-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 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 unknown-01 Concentration Rank 3

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

1.56 0.81 ug/L 36001 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (4-Carbamovl-2-nitrophenvlaceti... 224 C9H8N205 1000304-35-6 12
2 Carbonochloridic acid. chloromet... 128 C2H2CI1202 022128-62-7 12
3 Chloromethvlphosphonic dichloride 166 CH2CI30P 001983-26-2 9
4 5-Methoxvbenzofurazan. 1l-oxide 166 C7H6N203 007791-49-3 9
5 2-Formylhistamine 139 C6HON30 1000132-95-8 9

Abundance Scan 146 (1.559 min): VU032755.D (-135) (-) m/z 44.00 100.00%
5000 63
8o 120 140 160 180
0! m/z 49.00 55.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81505: (4-Carbamoyl-2-nitrophenyl)acetic acid
44
63
5000 L AL S I R I
1.20 1.40 1.60 1.80
29 78 1ﬂﬂ35 181 m/z 35.95 50.78%
98
o J i 199162 " 196211 237 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
49
63
93 1.20 1.40 1.60 1.80
5000 m/z 63.00 46 .30%
29
14
Oy T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35863: Chloromethylphosphonic dichloride e e
49 1.20 1.40 1.60 1.80
m/z 45.00 42 .50%
5000
117 136 166
e sl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032755.D

Aca On 15 Jun 2019 05:36

Operator : JC/SP

Sample - K3385-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 37 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 Isopropyl Alcohol Concentration Rank 1

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

2.44 3.67 ug/L 163150 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 80
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 420 (2.440 min): VU032755.D (-410) (-) m/z 45.00 100.00%
45
5000
59 220 2.40 2.60 2.80
0....,....',"|:...-,...7.7,....,....,....,....,....,....,2.0.7.. m/z 42.95 23.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropy! Alcohol
45
5000

220 2.40 2.60 2.80
m/z 41.00 9.13%

15 2‘\\ \\‘ 59

Ol 8 e e e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

45

220 2.40 2.60 2.80
5000 m/z 38.95 8.34%

27
15 59
O r T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance :

#294: 1sopropy! Alcohol e RN R e e e
45 220 240 260 280

m/z 42.00 5.80%

5000
0 H “\ H‘ 59
,,,,,,,,,,

m/z--> 60 80 100 120 140 160 180 200 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061419\
Data File : VU032755.D

Acq On 15 Jun 2019 05:36

Operator : JC/SP

Sample - K3385-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 37 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]
unknown-01 1.56 0.8 ug/L 36001 1 5.88 222413 5.0
Isopropyl Alcohol 2.44 3.7 ug/L 163150 1 5.88 222413 5.0

SOMUTRO60419WMA_M Mon Jun 17 17:58:32 2019 Page: 5



