LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108611.D

Aca On : 29 Aug 2018 18:15 Instrument :

Operator : JU/SJ gmgigamlem'

353"“0 le : J4683-04 082718-JET‘IP-F-U-S
isc :

ALS Vial : 19 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-BF080818 .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 5.631 557 560 582 rBV 364063 837361 19.35% 3.748%
2 6.625 726 729 750 rBV 278884 659815 15.24% 2.954%
3 6.772 750 754 778 rVB 1504921 2009311 46.42% 8.994%
4 7.001 789 793 810 rBV 474986 680353 15.72% 3.045%
5 7.154 815 819 850 rBVY 2730177 2925434 67.59% 13.095%
6 7.566 884 889 912 rBVY 1942396 2462250 56.89% 11.022%
7 8.283 1007 1011 1033 rBV 631240 854280 19.74% 3.824%
8 9.354 1189 1193 1222 rVB 4071254 4328298 100.00% 19.375%
9 9.742 1256 1259 1279 rBV 190421 232094 5.36% 1.039%
10 10.042 1306 1310 1322 rVB2 824661 863120 19.94% 3.864%
11 10.695 1418 1421 1429 rBvV 96638 92152 2.13% 0.412%

12 10.836 1441 1445 1458 rBV 1227132 1444817 33.38% 6.467%
13 11.536 1560 1564 1579 rBV 669609 754774 17 .44% 3.379%
14 13.124 1829 1834 1843 rBV 2823664 2665343 61.58% 11.931%
15 14.195 2012 2016 2022 rBV 620783 647944 14_.97% 2.900%

16 15.030 2154 2158 2161 rBvV 53774 56076 1.30% 0.251%

17 15.307 2201 2205 2212 rBvV 32163 44357 1.02% 0.199%

18 15.718 2270 2275 2276 rBV 35608 47714 1.10% 0.214%

19 15.748 2276 2280 2292 rVB 438507 627277 14.49% 2.808%

20 16.189 2349 2355 2364 rVB 35748 56295 1.30% 0.252%

21 16.736 2442 2448 2455 rBV3 26382 50915 1.18% 0.228%
Sum of corrected areas: 22339980
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\
Data File : BF108611.D

Aca On : 29 Aug 2018 18:15

Operator : JU/SJ

Sample : J4683-04

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108611.D

Aca On 29 Aug 2018 18:15

Operator : JU/SJ

Sample : J4683-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 2

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

6.77 59.07 ng 2009310 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 754 (6.772 min): BF108611.D (-750) (-) m/z 132.00 100.00%
13p.0 ﬂ
5000 68.0
20 B e J Th 650 ko 750 740
01 B e e T m/z 68.05 43.63%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

5000 LA L L L L L L L L I
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.42%
51.0 700 86.0
0ﬁﬁ7777l+rLAH4aﬁL+H+rerLﬁﬂTTTJ.,”..,....,..”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
A AR e
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 28.27%
S SNSSSNSSSEN MOS0 ¥ N e
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole  EEEEEGaRmE SRR SRR
132.0 640 660 680 700 720

m/z 69.10 17.48%

5000
104.0
510 66.0
0 27 0 L ‘ i 89 0 “ ‘
T B By T

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108611.D

Aca On 29 Aug 2018 18:15

Operator : JU/SJ

Sample : J4683-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.
10.70 2.14 ng 92152 Acenaphthene-d10 10.04
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 59
3 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 38
4 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 33
5 3-Chloro2-fluorobenzoic acid, 4-... 356 C20H30CIFO2 1000338-64-4 28
Abundance Scan 1422 (10.701 min): BF108611.D (-1418) (-) m/z 157.10 100.00%
157.1
5000 115.0
87.0 203.1 10.40 10.60 10.80 11.00
Y R | S YU S B m/z 115.00 37.81%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 RN "|A"'|""
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 17.62%
o dero @ | | o o
m/z--> 50 100 150 200 250 300 350
Abundance #73862: Ethylmalonic acid dipropyl ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 203.10 12.11%
87.0
] 188.0
0||||‘|‘|‘l‘|‘|I”l|;‘|i|{|||‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #194324: 2-Chlorobenzoic acid, pentadecy! ester e e !
157.0 10.40 10.60 10.80 11.00

m/z 111.00 9.00%

5000

111.0
27,0 230 830 | 210.0 366.0

o e e SR W S

T | T T T T
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082918\
Data File : BF108611.D

Acq On 29 Aug 2018 18:15

Operator : JU/SJ

Sample - J4683-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 .77 6.77 59.1 ng 2009310 1 7.00 680353 20.0
Triethyl citrate 10.70 2.1 ng 92152 3 10.04 863120 20.0

8270-BF080818.M Thu Aug 30 12:34:18 2018 Page: 5



