LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032733.D

Aca On 14 Jun 2019 19:42

Operator : JC/SP

Sample : K3365-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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 1.396 89 95 102 rVB 47070 45845 10.65% 1.374%
2 1.572 136 150 165 rVB5 20820 55449 12.89% 1.662%
3 1.669 173 180 195 rvVvB 38838 47032 10.93% 1.409%
4 2.267 356 366 376 rBV 77746 115796 26.91% 3.470%
5 2.444 410 421 435 rBV 84334 142997 33.23% 4.285%

6 2.833 534 542 558 rVB 18705 40169 9.33% 1.204%
7 4.183 947 962 992 rBV 63073 186938 43.44% 5.602%
8 4.640 1086 1104 1124 rBV2 66689 159499 37.07% 4._.780%
9 5.328 1296 1318 1339 rBV2 124155 349410 81.20% 10.471%
10 5.878 1473 1489 1512 rBV 123447 240147 55.81% 7.196%
11 6.325 1615 1628 1645 rBV2 85145 167934 39.03% 5.032%
12 7.222 1890 1907 1926 rBV2 39262 71583 16.63% 2.145%
13 7.559 1997 2012 2028 rBV 152368 269337 62.59% 8.071%
14 7.845 2090 2101 2116 rBV 25439 43359 10.08% 1.299%

15 8.308 2233 2245 2277 rBV 246393 430321 100.00% 12.895%

16 9.083 2474 2486 2505 rBvV 176450 291781 67.81% 8.744%
17 10.427 2893 2904 2921 rVB 73692 118679 27.58% 3.556%
18 10.604 2950 2959 2969 rBV3 4743 7689 1.79% 0.230%
19 11.479 3219 3231 3258 rVB 174662 286611 66.60% 8.589%
20 11.855 3336 3348 3368 rBvV 161599 266485 61.93% 7.986%

Sum of corrected areas: 3337061
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
VU032733.D

14 Jun 2019 19:42

JC/SP

K3365-01

25_0mL/MSVOA U/WATER

13 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 : VU032733.D

Aca On 14 Jun 2019 19:42

Operator : JC/SP

Sample - K3365-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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.

1.57 1.15 ug/L 55449 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-METHOXY-3.4-DINITROBENZENE 198 C7H6N205 1000362-88-2 28
2 Dimethvl Sulfoxide 78 C2H60S 000067-68-5 9
3 Ethene. (methvisulfonvl)- 106 C3H602S 003680-02-2 9
4 3-Chloro-6-diazocvclohexa-2.4-di... 154 C6H3CIN20 080090-95-5 9
5 Divinyldithiophosphinic acid 150 C4H7PS2 085417-00-1 9

Abundance Scan 149 (1.569 min): VU032733.D (-136) (-) m/z 36.00 100.00%
6 63
49
5000
78 91 T[rrrr|yrrrryrrrryrrrrror[r
105 207 1.20 1.40 1.60 1.80 2.00
o} B T i o Bt ST S m/z 63.10 86.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60065: 1-METHOXY-3,4-DINITROBENZENE
63
198
79
5000 N R AR RN
51 106 1.20 1.40 1.60 1.80 2.00
m/z 45.05 72 .96%
‘ ‘ 93 ‘ 124 168
0....|....|.‘.‘.“.‘|‘H“l.‘“l‘ ‘..‘.hlluu‘..|l...luuuulul..1|8‘.2...|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
63
78 e
1.20 1.40 1.60 1.80 2.00
5000 m/z 49.05 66.75%
45
31
G R L U L B W B W LI WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4962: Ethene, (methylsulfonyl)- e e
63 1.20 1.40 1.60 1.80 2.00
27 m/z 47.00 45_32%
5000
48
- 91
15
0...‘.|.‘.‘..‘l‘.m.“..“l‘ ...“;..‘..,1.0.7..,....,....,....,....,.... .|....|..".. L —
m/z--> 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032733.D

Aca On 14 Jun 2019 19:42

Operator : JC/SP

Sample - K3365-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 13 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 2.98 ug/L 142997 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
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 78
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 420 (2.441 min): VU032733.D (-410) (-) m/z 45.00 100.00%
45
5000 4
41 2.20 2.40 2.60 2.80
59
Olerrrrrreprrreprrrerr e 2y e || M7z 43.00 22.68%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #297: Isopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80
. m/z 41.00 8.84%
19 31 41 59
0'“V“WH}EHH““VLH““P%WHW'“WP§V“H““P“W““V“W““P“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45
220 240 260 280
5000 m/z 39.00 7 .84%
27
15 19
o 12 31 343942 59 g9
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #295: Isopropyl Alcohol T T T T T T
45 2.20 2.40 2.60 2.80
m/z 42.00 5.89%
5000
0 1519 %31 gt 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 220 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 : VU032733.D

Acq On 14 Jun 2019 19:42

Operator : JC/SP

Sample - K3365-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 13 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 1.57 1.1 ug/L 55449 1 5.88 240147 5.0
Isopropyl Alcohol 2.44 3.0 ug/L 142997 1 5.88 240147 5.0
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