LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072018\

Data File : BF107565.D

Aca On 21 Jul 2018 10:17 Instrument :
Operator : JU/SJ gmgigamlem'
a?zgle i J4061-08 Ofnl&ﬂPgF{}S
ALS Vial : 37 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 5.202 484 487 493 rBV 152269 165304 2.13% 0.331%
2 5.601 551 555 584 rBY 1882306 2716030 35.00% 5.442%
3 6.601 721 725 745 rBVY 1193955 1968009 25.36% 3.943%
4 6.743 745 749 773 rVB 4163627 4710746 60.70% 9.438%
5 6.972 785 788 806 rBY 1647270 1863319 24.01% 3.733%

7.131 811 815 836 rBV 5841760 6158788 79.37% 12.339%%
7.537 879 884 894 rBV 4059172 5053543 65.12% 10.125%
8.254 1002 1006 1024 rBV 1979154 2242941 28.90% 4.494%
9.331 1184 1189 1205 rBV 7138299 7760079 100.00% 15.548%
9.725 1252 1256 1260 rBV 102439 110908 1.43% 0.222%

=
QO ~NO®

11 10.013 1302 1305 1323 rVB 1781606 1915548 24.68% 3.838%
12 10.678 1415 1418 1425 rBV 481031 372828 4._80% 0.747%
13 10.807 1436 1440 1454 rBV 2524392 2744597 35.37% 5.499%
14 11.507 1556 1559 1573 rBV 1560394 1696744 21.87% 3.400%
15 13.095 1825 1829 1839 rBV 5916864 6004382 77.38% 12.030%

16 13.977 1975 1979 1986 rBV 90065 114057 1.47% 0.229%
17 14.160 2006 2010 2017 rBV 2137814 2005890 25.85% 4._.019%
18 14.601 2083 2085 2090 rVB2 83188 86088 1.11% 0.172%
19 14.924 2137 2140 2145 rVB 96134 99053 1.28% 0.198%
20 15.283 2197 2201 2207 rBV 119011 143276 1.85% 0.287%

21 15.695 2265 2271 2281 rVB 1184833 1702946 21.94% 3.412%
22 16.154 2344 2349 2354 rBV 107998 168043 2.17% 0.337%
23 16.695 2436 2441 2447 rBV2 63212 108412 1.40% 0.217%

Sum of corrected areas: 49911531
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107565.D

Aca On 21 Jul 2018 10:17

Operator : JU/SJ

Sample : J4061-08

Misc :

ALS Vial : 37 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

Abundance TIC: BF107565.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107565.D

Aca On 21 Jul 2018 10:17

Operator : JU/SJ

Sample : J4061-08

Misc :

ALS Vial : 37 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 50.56 ng 4710750 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17

2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 749 (6.743 min): BF107565.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 %0 115.0 207.0 6.40 6.60 6.80 7.00
O : B o o o m/z 67.95 40.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
2000 o 6.40 6.60 6.80 7.00
410 97.0 m/z 134.00  33.24%
0 ...luuuu“i“..“.“. e e I?':!'dl'\?l .H.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 27.09%
104.0
0 270 500 00 88.0
m/z--> 2|O 4|0 6|0 8|0 100 12|0 14|10 1é0 1&|30 2(|)0
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.15%
74.0
5000 98.0 116.0
0 IIIIIIIIIIII‘lewlwllwlhlII\‘IIIM“I |‘|“|||‘H||||]|-5|8|.9||||1|8|9.|0||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107565.D

Aca On 21 Jul 2018 10:17

Operator : JU/SJ

Sample : J4061-08

Misc :

ALS Vial : 37 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.
10.68 3.89 ng 372828 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 45
N-(5-T3-(2-0xo-benzooxazol-3-v1)... 318 C14H14N403S 1000300-11-5 39
4 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 37
5 2-Chlorobenzoic acid, tridecyl e... 338 C20H31CI02 1000292-42-8 37
Abundance Scan 1418 (10.678 min): BF107565.D (-1415) (-) m/z 157.10 100.00%
157.1
5000 115.0
43.0 SRR SN SR SUNRE
87.0 203.1 10.40 10.60 10.80 11.00
Obrrrprrrrlirebtrberp bbb e e e || M7z 115,00 40.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123850: Triethyl citrate
157.0
29.0 B B L B e
5000 115.0 10,40 10,60 10.80 11.00
203.0 m/z 43.00 18.38%
bl “ 60.0 87.0 » 2310 277.0
m/z--> ﬁb&%@@mmmmmmmmmﬁ
Abundance
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 10.38%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159183: N-(5-[3-(2-Oxo-benzooxazol-3-yl)-propyl]-[1,3,4]t...
157.0 10.40 10.60 10.80 11.00
43.0 m/z 203.10 8.92%
115.0
5000
77.0
bl bk Lo 1 (1850 217.0 25902840 3180
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320 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\BF072018\
Data File : BF107565.D

Acq On 21 Jul 2018 10:17

Operator : JU/SJ

Sample - J4061-08

Misc :

ALS Vial : 37 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 50.6 ng 4710750 1 6.97 1863320 20.0
Triethyl citrate 10.68 3.9 ng 372828 3 10.01 1915550 20.0
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