LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082818\
Data File : VV007245.D

Aca On 29 Aug 2018 01:51

Operator : SY/MD

Sample : J4647-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 27 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 V\METHOD\SOMVTRO82818WMA .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

1.028 29 43 65 rBVY 6818456 8397765 100.00% 56.100%
1.119 66 71 82 rvB2 85570 106466 1.27% 0.711%
rvB2 139355 168537 2.01% 1.126%
1.582 208 215 227 rVB 97567 117086 1.39% 0.782%
2.131 376 386 398 rBV 194772 275860 3.28% 1.843%

abrwNPE
=
w
=
oo
=
N
w
=
w
w
=
N
N

3.974 941 959 1004 rBV3 97586 391206 4.66% 2.613%
4.408 1075 1094 1113 rBV 148301 360818 4_30% 2.410%
5.099 1291 1309 1341 rBV2 340216 812612 9.68% 5.429%
5.671 1468 1487 1510 rBV 261621 535018 6.37% 3.574%
6.125 1613 1628 1657 rBvV2 195611 402829 4._80% 2.691%

=
QO ~NO®

11 7.035 1899 1911 1926 rBV 77541 141538 1.69% 0.946%
12 7.366 1999 2014 2028 rBV 305101 540697 6.44% 3.612%
13 8.154 2244 2259 2297 rBV6 246118 829136 9.87% 5.539%
14 8.903 2479 2492 2516 rBV 393461 676181 8.05% 4.517%
15 10.269 2905 2917 2936 rBV 147519 242553 2.89% 1.620%

16 11.301 3224 3238 3263 rBV 284316 515702 6.14% 3.445%
17 11.681 3343 3356 3377 rBvV 251880 455198 5.42% 3.041%

Sum of corrected areas: 14969202
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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 V\DATA\VV082818\
VV007245.D

29 Aug 2018 01:51

SY/MD

J4647-12

25.0 mL/MSVOA V/WATER

27 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O82818WMA .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 V\DATA\VV082818\
Data File : VV007245.D

Aca On : 29 Aug 2018 01:51

Operator : SY/MD

Sample : J4647-12

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR082818WMA .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 (DEL) Alkane: Cyclicl.12 Concentration Rank 3

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

1.12 0.99 ug/L 106466 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cvclopropanecarboxvlic acid 86 C4H602 001759-53-1 83
3 Furan. 2.5-dihvdro- 70 C4H60 001708-29-8 83
4 2-Butenal. (E)- 70 C4H60 000123-73-9 78
5 Pyrimidin-4(3H)-one, 3-amino-2,6... 139 C6HIN30 093098-74-9 78

Abundance Scan 71 (1.119 min): VV007245.D (-66) (-) m/z 41.00 100.00%

- M

100 120 140

60
o! e e e | M/Z 39.00  76.86%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #57: Propene
5000 27 T T T T | LI B B B |

100 120 1.0
m/z 42.00 57.55%

1 15
0 I ELJL A I o o o o o o N S R
m/z--> 0 200 40 60 80 100 120 140 160 180 200
Abundance #1683: Cyclopropanecarboxylic acid
39

1.00 1.20 1.40

5000 85 m/z 43.00 38.11%
27 58
0 \ ‘ \ \‘ ‘ ‘ T‘\ !
I REE S RS ,,,,,,,,
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #540. Furan, 2,5-dihydro-
3¢ 1.00 1.20 1.40

m/z 39.95 23.63%

70
B MM\_‘—\/\
2 M T ” 50 |

0 w..”,.”. o A e il A Ssais S

m/z--> 0 40 60 80 100 120 140 160 180 200 100 120 1.40

SOMVTRO82818WMA .M Wed Aug 29 10:58:19 2018 Page: 3



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV082818\
Data File : VV007245.D

Acq On 29 Aug 2018 01:51

Operator : SY/MD

Sample : J4647-12

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR082818WMA .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]

(DEL) Alkane: Cyc... 1.12 1.0 ug/L 106466 1 5.67 535018 5.0
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