LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032738.D

Aca On 14 Jun 2019 21:46

Operator : JC/SP

Sample = K3365-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 24 28 34 rBvV2 6651 6038 1.44% 0.183%
2 1.396 89 95 108 rBV 49239 48983 11.69% 1.481%
3 1.566 136 148 159 rVB5 17292 42033 10.03% 1.271%
4 1.669 174 180 206 rvVB 39451 56599 13.50% 1.712%
5 2.267 357 366 377 rBV 80520 117716 28.08% 3.560%
6 2.440 410 420 437 rBV 58376 98189 23.43% 2.970%
7 2.833 534 542 554 rVB2 13150 24546 5.86% 0.742%
8 4.183 945 962 987 rBV2 61528 175584 41.89% 5.310%
9 4.640 1088 1104 1124 rBvV 69233 161722 38.58% 4.891%
10 5.331 1297 1319 1336 rBv3 126248 352036 83.99% 10.647%
11 5.878 1475 1489 1507 rBV 128023 247249 58.99% 7.478%
12 6.177 1573 1582 1593 rBv4 5872 11105 2.65% 0.336%
13 6.325 1613 1628 1648 rBVY 85703 169020 40.32% 5.112%
14 7.222 1895 1907 1921 rBvV2 40318 71492 17.06% 2.162%

15 7.559 1995 2012 2029 rBvV 159344 276247 65.91% 8.354%

16 7.845 2091 2101 2113 rBV2 25329 43417 10.36% 1.313%
17 8.308 2230 2245 2270 rBvV 240947 419158 100.00% 12.677%
18 9.083 2474 2486 2509 rBvV 182739 301955 72.04% 9.132%
19 10.427 2892 2904 2918 rBV 72538 117250 27.97% 3.546%
20 10.604 2951 2959 2968 rBV3 4842 7920 1.89% 0.240%

21 11.479 3220 3231 3254 rBV 180728 293676 70.06% 8.882%
22 11.855 3336 3348 3368 rBV 157055 264635 63.13% 8.003%

Sum of corrected areas: 3306570
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032738.D

Aca On : 14 Jun 2019 21:46

Operator : JC/SP

Sample . K3365-07

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 18 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

Abundance TIC: VU032738.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032738.D

Aca On 14 Jun 2019 21:46

Operator : JC/SP

Sample = K3365-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 0.85 ug/L 42033 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonochloridic acid. chloromet... 128 C2H2C1202 022128-62-7 12
2 Hvdroaen chloride 36 CIH 007647-01-0 9
3 Hvdroaen chloride 36 CIH 007647-01-0 9
4 3-Ethoxv-1.2-propanediol 120 C5H1203 001874-62-0 9
5 3-Ethoxy-1,2-propanediol 120 C5H1203 001874-62-0 9

Abundance Scan 149 (1.569 min): VU032738.D (-136) (-) m/z 36.00 100.00%
6
63
49
5000
8 91 ENARBE RS SURBE SRR N
105 207 1.20 1.40 1.60 1.80 2.00
o N m/z 63.10 67.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11949: Carbonochloridic acid, chloromethyl ester
49
63
93 , I ,
5000 ENARBERRESE SRR SRR
29 1.20 1.40 1.60 1.80 2.00
1 ‘ m/z 44.00 64 .36%
0"“'Pltbllh"“L?%I"”I""I”"I"'W""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
36
120 140 160 1.80 2.00
5000 m/z 45.00 60.14%
e Y L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46: Hydrogen chloride L B L B B
36 1.20 1.40 1.60 1.80 2.00
m/z 49.00 58.68%
5000
0"'%"'MP'"I”"I'”'I"”I"'W""P"'P"'I”" ENARBERRERE SARBE SRR N
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 : VU032738.D

Aca On 14 Jun 2019 21:46

Operator : JC/SP

Sample = K3365-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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 1.99 ug/L 98189 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 56
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 40
3 4-Penten-2-ol 86 C5H100 000625-31-0 9
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 420 (2.440 min): VU032738.D (-410) (-) m/z 45.05 100.00%
45
5000 \
R A
41 2.20 2.40 2.60 2.80
59
Obeprrrrrrrrererrprrrprre b i eSSty S || M7z 43.00  24.27%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #295: Isopropy! Alcohol
45
2.20 2.40 2.60 2.80
- m/z 41.00 9.08%
15 19 81 gt 59
G e e LA AR LA SRS RS SRR RARLS RN RRRAN NAARA LRSS AL AR ARSA B
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 38.95 8.36%
15 19 27 31 gg4l 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1719: 4-Penten-2-ol T T T
45 2.20 2.40 2.60 2.80
m/z 42.00 5.61%
5000
27 4
o | 3134 3P\ﬁ 5053 57 63 67 71
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.20 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 : VU032738.D

Acq On 14 Jun 2019 21:46

Operator : JC/SP

Sample - K3365-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 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 0.8 ug/L 42033 1 5.88 247249 5.0
Isopropyl Alcohol 2.44 2.0 ug/L 98189 1 5.88 247249 5.0
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