Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

W:\HPCHEM1\MSVOA U\DATA\VU050418\
VU023639.D
04 May 2018 19:18
MD/SY
J2630-02
25mL/MSVOA U/WATER

Sample Multiplier: 1

36

Parameters: rteint.p

RTE
ON
1
0.1
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method - W:\HPCHEM1\MSVOA U\METHOD\SOMUTRO050418WMA_.M
Title : TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 1.092 137 156 178 rBY 1620852 1989271 100.00%
2 1.182 179 184 197 rVB 32986 36740 1.85%
3 1.400 244 252 266 rBV2 98637 118345 5.95%
4 1.680 332 339 355 rVvB 61117 77389 3.89%
5 2.272 513 523 534 rBVY 121936 182709 9.18%
6 2.455 570 580 601 rvB 15695 29248 1.47%
7 4.217 1100 1128 1166 rBv4 130135 507949 25.53%
8 4.651 1243 1263 1283 rBvV 96866 226468 11.38%
9 5.342 1455 1478 1508 rBV2 193694 537398 27.01%
10 5.892 1633 1649 1670 rBVY 174849 342843 17.23%
11 6.336 1771 1787 1817 rBV 130949 266215 13.38%
12 7.233 2055 2066 2085 rBV2 60610 106232 5.34%
13 7.571 2157 2171 2190 rBVY 231901 406168 20.42%
14 7.857 2250 2260 2277 rBV2 35717 62267 3.13%
15 8.320 2392 2404 2434 rBVY 376654 655872 32.97%
16 9.095 2632 2645 2674 rBVY 262728 441370 22.19%
17 10.439 3048 3063 3080 rBVY 103898 164968 8.29%
18 10.616 3104 3118 3129 rBV2 12548 22250 1.12%
19 11.490 3378 3390 3412 rBV 245842 395922 19.90%
20 11.866 3495 3507 3527 rBvV 241925 390600 19.64%
Sum of corrected areas: 6960224
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% of
total
28.581%
0.528%
1.700%
1.112%
2.625%

0.420%
7.298%
3.254%
7.721%
4.926%

3.825%
1.526%
5.836%
0.895%
9.423%

6.341%
2.370%
0.320%
5.688%
5.612%
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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

W:\HPCHEM1\MSVOA U\DATA\VU050418\
VU023639.D

04 May 2018 19:18

MD/SY

J2630-02

25mL/MSVOA U/WATER

36 Sample Multiplier: 1

W:\HPCHEM1\MSVOA U\METHOD\SOMUTR050418WMA_M
TRACE VOA SOMO1.0

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050418\
Data File : VU023639.D

Aca On : 04 May 2018 19:18

Operator : MD/SY

Sample : J2630-02

Misc : 25mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

W:\HPCHEM1\MSVOA U\METHOD\SOMUTR050418WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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: Cyclicl.18 Concentration Rank 3

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

1.18 0.54 ug/L 36740 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 86
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopropane 42 C3H6 000075-19-4 10
4 Cvclopropane 42 C3H6 000075-19-4 7
5 Cyclopropene 40 C3H4 002781-85-3 5

Abundance Scan 183 (1.179 min): VU023639.D (-179) (-) m/z 41.00 100.00%
4
5000 3
3 s
| | 0.80 1.00 1.20 1.40 1.60
A L B L B AmAmaE m/z 38.95 84 _.47%
m/z--> 0O 5 10 15 20 25 35 40 45 50
Abundance
41
5000 27 NRERE SR RARE R
0.80 1.00 1.20 1.40 1.60
38 m/z 42.00 58.43%
1 1315 19 o4 43
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
41
0.80 1.00 120 140 1.60
5000 27 m/z 43.00 39.62%
2 1315 20 43
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #59: Cyclopropane
42 0.80 1.00 1.20 1.40 1.60
39 m/z 44.00 38.61%
5000
27
'“""w'%"l'“'|"}i"ﬁa"?ﬁ"a%""ﬁq"l' ﬁﬁ"'w"" ANRABENSRBNAESE R
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 0.80 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050418\
Data File : VU023639.D

Aca On : 04 May 2018 19:18

Operator : MD/SY

Sample : J2630-02

Misc : 25mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

W:\HPCHEM1\MSVOA U\METHOD\SOMUTR050418WMA_M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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 unknown-01 Concentration Rank 2

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

7.23 1.55 ug/L 106232 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 32
2 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 25
3 Methane. oxvbislIchloro- 114 C2H4CI120 000542-88-1 23
4 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 17
5 Thiophosgene 114 CCI2S 000463-71-8 16

Abundance Scan 2065 (7.230 min): VU023639.D (-2055) (-) m/z 79.00 100.00%
70
5000 42
51 114 R L L I
| 63 86 || 6.80 7.00 7.20 7.40 7.60
R e m/z 42.00 41 .40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
79
5000
43 6.80 7.00 7.20 7.40 7.60
m/z 81.00 31.76%
15 2935 | 51 61 77 91 111 127
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
79
6.80 7.00 7.0 7.40 7.60
5000 m/z 51.00 21.87%
39
51
65 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7039: Methane, oxybis[chloro- e B
70 6.80 7.00 7.20 7.40 7.60
40 m/z 114.00 19.24%
5000
29
8 % e 109
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.0 7.40 7.60

SOMUTRO50418WMA .M Mon May 07 18:22:23 2018

Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050418\
Data File : VU023639.D

Acq On : 04 May 2018 19:18

Operator : MD/SY

Sample - J2630-02

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMUTR050418WMA _M
TRACE VOA SOMO1.0

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 0.5 ug/L 36740 1 5.89 342843 5.0
unknown-01 7.23 1.6 ug/L 106232 1 5.89 342843 5.0
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