LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107391.D

Aca On - 14 Jul 2018 3:08 Instrument :
Operator : JU/SJ BNA_F

Sample  : J3970-05 UGl
Misc i 071118-DBRI-F-U-M
ALS Vial : 36 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-BF061918 .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

5.154 476 479 487 rBvV 12994 17337 1.11% 0.244%
5.566 547 549 570 rBV 212050 299474 19.12% 4.208%
rBv2 157702 214147 13.67% 3.009%
6.701 739 742 755 rBV 487474 529657 33.82% 7.443%
6.925 777 780 788 rBV 255613 224938 14.36% 3.161%

abrwNPE
)]
)]
\l
oo
\l
=
(00]
\l
N
=
\l
W
©

7.084 803 807 822 rBB 756209 681761 43.53% 9.581%
7.495 873 877 899 rBvV 565479 565457 36.11% 7.946%
8.213 995 999 1012 rBV 224727 243939 15.58% 3.428%
9.283 1178 1181 1199 rBV 954275 1026288 65.53% 14.422%
9.683 1246 1249 1260 rBV 76911 76190 4._86% 1.071%

=
QO ~NO®

11 9.977 1295 1299 1310 rVB 251687 269660 17.22% 3.789%
12 10.636 1408 1411 1417 rBB 39399 35332 2.26% 0.497%
13 10.772 1431 1434 1449 rBV 439139 484864 30.96% 6.814%
14 11.472 1550 1553 1568 rBB 315926 325857 20.81% 4_579%
15 13.060 1818 1823 1826 rBV 1579908 1566144 100.00% 22.009%

16 14.130 2001 2005 2014 rBV 335457 337127 21.53% 4._.738%
17 15.665 2261 2266 2276 rVB 143768 217865 13.91% 3.062%

Sum of corrected areas: 7116037
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107391.D

Aca On 14 Jul 2018 3:08

Operator : JU/SJ

Sample = J3970-05 b Lo
Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107391.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107391.D

Aca On 14 Jul 2018 3:08

Operator : JU/SJ

Sample = J3970-05 b Lo
Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.70 Concentration Rank 2

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

6.70 47.09 ng 529657 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 742 (6.701 min): BF107391.D (-739) (-) m/z 132.10 100.00%
130.1
5000 68.1
40,0 || %.1 640 6.60 680 7.00
O I e I e B m/z 68.10 42 .44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR SRR RN AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.62%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 25.47%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.29%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107391.D

Aca On 14 Jul 2018 3:08

Operator : JU/SJ

Sample = J3970-05 b Lo
Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.
10.64 2.62 ng 35332 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 40
3 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 39
4 3-Methvl-2-carbethoxvindole 203 C12H13NO02 026304-51-8 9
5 6-Chloronicotinic acid 157 C6H4CINO2 005326-23-8 9
Abundance Scan 1412 (10.642 min): BF107391.D (-1408) (-) m/z 157.10 100.00%
157.1
5000
115.0
43|-° 86.9 203.0 " 10.40 10,60 10.80 11.00
Obrrrprrrrprrer bbb e e e || M/z 115.00 34 54%
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 ""I""I"'AI""I"'
115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 14 .94%
ol 1, | 80 80 ‘ 210 2110
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
" 10.40 10.60 10.80 11.00
5000 m/z 203.00 10.94%
oL..27.0 51.0 77.0 102.0 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132850: Hexanedioic acid, 3-ethyl-, bis(1-methylpropyl) este e s
157.0 10.40 10.60 10.80 11.00
m/z 111.00 9.29%
41.0
5000 115.0
83.0
213.0
o 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10140 10,60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF071318\

Data File : BF107391.D

Acg On : 14 Jul 2018 3:08

Operator : JU/SJ

Sample - J3970-05 071118-DBRI-F-U-M
Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
unknown6.70 6.70 47.1 ng 529657 1 6.92 224938 20.0
Triethyl citrate 10.64 2.6 ng 35332 3 9.98 269660 20.0
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