LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072518\

Data File : BF107691.D

Aca On - 26 Jul 2018 7:43 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4133-08 02&1&ﬂPgE4LM
isc :

ALS Vial : 42 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.595 550 554 574 rBV 805280 1299188 24.37% 4_.374%
2 6.595 720 724 744 rBV 501189 1067405 20.02% 3.594%
3 6.737 744 748 772 rVV 2380516 2858815 53.63% 9.625%
4 6.966 784 787 804 rBV 733319 1026811 19.26% 3.457%
5 7.125 809 814 840 rVV 3754989 4141579 77.69% 13.944%

6 7.537 879 884 908 rBV 2192883 3245385 60.88% 10.926%
7 8.248 1001 1005 1022 rBV 972635 1199821 22.51% 4.040%
8 9.325 1183 1188 1217 rBV 4842028 5330840 100.00% 17.948%
9 9.713 1251 1254 1260 rBV 83967 85608 1.61% 0.288%
10 9.978 1291 1299 1301 rBV2 62648 57323 1.08% 0.193%

11 10.007 1301 1304 1326 rVB 1112102 1113922 20.90% 3.750%
12 10.666 1413 1416 1423 rVB 261950 203692 3.82% 0.686%
13 10.801 1435 1439 1452 rBV 1587485 1845294 34.62% 6.213%
14 10.889 1452 1454 1470 rVB3 30862 62757 1.18% 0.211%
15 11.501 1554 1558 1576 rBV 894432 1013206 19.01% 3.411%

16 13.089 1823 1828 1842 rBV 3153288 3394391 63.67% 11.428%
17 13.977 1975 1979 1989 rBv4 34806 69961 1.31% 0.236%

18 14.154 2005 2009 2020 rBV 871442 956022 17.93% 3.219%
19 15.689 2263 2270 2284 rVB 447439 730093 13.70% 2.458%

Sum of corrected areas: 29702113
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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:\SVOASRV\HPCHEM1I\BNA F\DATA\BF072518\

BF107691.D

26 Jul 2018 7:43

JussJ

J4133-08

42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107691.D

Aca On 26 Jul 2018 7:43

Operator : JU/SJ

Sample : J4133-08

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 unknown6.74 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.74 55.68 ng 2858820 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 749 (6.742 min): BF107691.D (-744) (-) m/z 132.00 100.00%

132.0
5000
68.0

00 sa0 || %oﬁﬂ 6 6.40 6.60 6.80 7.00
o MO 1 .- B 1 N | N m/z 68.00 33.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0

104.0

5000 LI L L L IO L L L L L I

6.40 6.60 6.80 7.00
m/z 134.00 33.27%

31.0 51.0

S T /NS PO NN ) RS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

o

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

6.40 6.60 6.80 7.00

5000 67.0 m/z 66.00 23.04%
40 o 97.0 7o
‘ ‘ 79.0 :
0 ‘ ‘ Lol ! ‘\ \‘ Ly L, ‘ [l
B B e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B RaEE e EREERREE
132.0 6.40 6.60 6.80 7.00

m/z 69.10 13.69%

5000
104.0
66.0
149 270 390 SO0 1 708 s90 | mso |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107691.D

Aca On 26 Jul 2018 7:43

Operator : JU/SJ

Sample : J4133-08

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.67 3.66 ng 203692 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Adipic acid. ethvl 4-methvlpent-... 258 C14H2604 1000353-49-9 38
4 Quinoline. 4.8-dimethvl- 157 C11H1i1IN 013362-80-6 38
5 1-Amino-2-methylnaphthalene 157 C11H11N 002246-44-8 37
Abundance Scan 1417 (10.672 min): BF107691.D (-1413) (-) m/z 157.10 100.00%
157.1
5000
115.0
43|-° 87.0 203.1 10,40 10.60 10.80 11.00
o} N N S M S — m/z 115.00 33.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 L L IS B
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 13.97%
ob | 6o.0 8.0 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
10,40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 10.01%
87.0
‘ 188.0
NN Y ST S D W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108919: Adipic acid, ethyl 4-methylpent-2-yl ester R R mEa
157.0 10.40 10.60 10.80 11.00
m/z 111.00 9.03%
111.0
5000
43.0 85.0 ‘
0...“..w..”,.”.,”..“..w..”,.”.,”..“...??ﬁon.....w..”,. SUURUNS LN S G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072518\
Data File : BF107691.D

Acq On : 26 Jul 2018 7:43

Operator : JU/SJ

Sample - J4133-08

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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]
unknown6 .74 6.74 55.7 ng 2858820 1 6.97 1026810 20.0
Triethyl citrate 10.67 3.7 ng 203692 3 10.01 1113920 20.0
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