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\VU050518\
VU023673.D
05 May 2018 18:00
MD/SY
J2636-06
25.0mL/MSVOA U/WATER
Sample Multiplier: 1

17

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\SOMUTR050418WMA.M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 1.088 147 155 179 rBvV 236527 279987 44.41%
2 1.182 179 184 197 rVvv2 8331 14038 2.23%
3 1.304 217 222 232 rVB2 13639 16571 2.63%
4 1.400 244 252 267 rBV 68032 75434 11.97%
5 1.680 332 339 355 rVB 56434 70416 11.17%
6 2.275 513 524 536 rBV 111803 168332 26.70%
7 2.477 580 587 600 rVB 4800 7189 1.14%
8 4.198 1106 1122 1164 rBV 93765 253876 40.27%
9 4.651 1247 1263 1284 rBvV 92080 218695 34.69%
10 5.342 1456 1478 1509 rBvV2 183314 512815 81.34%
11 5.889 1634 1648 1669 rBV 175471 345915 54.87%
12 6.336 1773 1787 1811 rBV 122850 251839 39.95%
13 7.233 2052 2066 2092 rBvV2 54539 97670 15.49%
14 7.567 2157 2170 2187 rBV 217935 385527 61.15%
15 7.638 2187 2192 2214 rVB3 5418 11749 1.86%
16 7.857 2249 2260 2276 rBV 33784 57430 9.11%
17 8.185 2350 2362 2375 rVB2 3373 6355 1.01%
18 8.320 2390 2404 2427 rBV 359237 630453 100.00%
19 8.474 2443 2452 2468 rVB3 10802 19722 3.13%
20 9.095 2632 2645 2673 rBvY 261803 442961 70.26%
21 10.033 2929 2937 2949 rBV4 7181 11154 1.77%
22 10.435 3050 3062 3080 rBV 99358 157341 24.96%
23 10.615 3107 3118 3128 rBV2 7288 11701 1.86%
24 11.377 3348 3355 3365 rVB3 5663 8681 1.38%
25 11.487 3378 3389 3412 rBV 248623 411985 65.35%
26 11.866 3494 3507 3531 rVB 231105 378626 60.06%
27 12.577 3718 3728 3746 rBV 33986 54144 8.59%
Sum of corrected areas: 4900606
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050518\
Data File : VU023673.D

Aca On : 05 May 2018 18:00

Operator : MD/SY

Sample = J2636-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method : W:\HPCHEM1\MSVOA U\METHOD\SOMUTRO50418WMA_M
Quant Title : TRACE VOA SOMO0O1.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU023673.D
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050518\
Data File : VU023673.D

Aca On : 05 May 2018 18:00

Operator : MD/SY

Sample = J2636-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

W:\HPCHEM1\MSVOA U\METHOD\SOMUTR050418WMA_M

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 3

R.T. EstConc Area Relative to ISTD R.T.
12.58 0.66 ug/L 54144 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptene 98 C7H14 000592-77-8 38
2 2-Hepten-1-ol. (E)- 114 C7H140 033467-76-4 38
3 2.3-Dimethvl-aziridine 71 C4HON 002549-68-0 35
4 1-Pentanol. 3.4-dimethvl- 116 C7H160 006570-87-2 35
5 2-Heptene, (E)- 98 C7H14 014686-13-6 30

Abundance Scan 3729 (12.580 min): VU023673.D (-3718) (-) m/z 41.00 100.00%
a4 7
5000 70
‘ 81 98
114 12.20 12.40 12.60 12.80
..,....,....,....l!.'..,.'I.:,..-.H,'!..-.',H':..??.”!,....,..-..,1.?‘.‘.,.. m/z 57.00 95.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
4 55
5000 27 69 ARSADARSR AR AREE S
08 12.20 12.40 12.60 12.80
m/z 55.00 77.96%
34 62 83 g1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
" 12.20 12.40 12,60 12.80
5000 m/z 56.10 76.16%
27 o a1
17 50 % 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #618: 2,3-Dimethyl-aziridine L R B e
28 56 20 12.20 12.40 12.60 12.80
m/z 43.00 71.34%
5000 43
“l“'w'”bb'“w“'w“‘“w'”|“'w'“'w'“|“'w'“'w'“|“ SRR AR A RS R
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050518\
Data File : VU023673.D

Acq On : 05 May 2018 18:00

Operator : MD/SY

Sample - J2636-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 17 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

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]|

unknown-01 12.58 0.7 ug/L 54144 3 11.49 411985 5.0

SOMUTRO50418WMA_.M Mon May 07 16:58:47 2018 Page: 4



