LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121917\

Data File : BF101553.D

Aca On - 20 Dec 2017 6:18 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16956-05 G gl
Misc i 121417-TIDO-E-U-B
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:\HPCHEM1I\BNA F\METHODS\8270-BF121417.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

5.028 496 500 517 rBvV 34926 76475 1.87% 0.303%
5.428 565 568 586 rBvV 881089 1263934 30.93% 5.004%
rBv 509608 881217 21.56% 3.489%
6.581 760 764 778 rVB 2086437 2288330 55.99% 9.060%
6.804 799 802 812 rBV 1002960 973857 23.83% 3.856%
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6.963 825 829 847 rBV 3023071 2970809 72.69% 11.763%
7.380 895 900 924 rBV 2237566 2667053 65.26% 10.560%
8.092 1017 1021 1038 rBV 1075039 1278392 31.28% 5.062%
9.163 1199 1203 1214 rBV 4044113 4086979 100.00% 16.182%
9.563 1265 1271 1278 rBV 84617 101357 2.48% 0.401%

=
QO ~NO®

11 9.845 1313 1319 1332 rVB 1255670 1319990 32.30% 5.226%
12 10.639 1450 1454 1468 rBV 1305942 1548565 37.89% 6.131%
13 11.339 1569 1573 1587 rBV 1008382 1165102 28.51% 4.613%
14 12.921 1837 1842 1845 rBV 2694612 2776744 67.94% 10.994%
15 13.804 1988 1992 2006 rBV2 70602 134931 3.30% 0.534%

16 13.986 2019 2023 2033 rBvV 839465 861774 21.09% 3.412%
17 15.456 2268 2273 2284 rVB 595471 861015 21.07% 3.409%

Sum of corrected areas: 25256524
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121917\
BF101553.D

20 Dec 2017 6:18

SJ/Ju

16956-05

36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121417 .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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101553.D

Aca On : 20 Dec 2017 6:18

Operator : SJ/JU

Sample : 16956-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.58 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.58 47.00 ng 2288330 1,4-Dichlorobenzene-d4 6.80
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 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 764 (6.581 min): BF101553.D (-760) (-) m/z 132.00 100.00%
13p.0
5000 68.1
%0 0O e J S0 ok 6o Gk 700
L A o e R I m/z 68.10 40.99%
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 IIIIII TTrT T LI IIIIIII
6.20 6.40 660 6.80 7.00
0
310 510 m/z 134.00 33.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.22%
104.0
66.0
270 510 89.0
e e e Ao B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 620 640 660 680 700

m/z 69.10 16.09%

74.0
5000 ggo 150
o 1580 1890
...,....,....,....,....,...., Al 1580 1890

m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101553.D

Aca On : 20 Dec 2017 6:18

Operator : SJ/JU

Sample : 16956-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dichloroacetic acid, heptad...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.80 3.13ng 134931  Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Dichloroacetic acid. heptadecyl ... 366 CIOH36CI202  1000282-98-2 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93

3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302
4 Heptafluorobutvric acid. pentade... 424 C19H31F702

074339-53-0 93
959261-23-5 91

5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 1991 (13.798 min): BF101553.D (-1988) (-) m/z 43.05 100.00%
43.0
83.0
5000
13.40 13.60 13.80 14.00 14.20
m/z 57.05 96.50%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0 83.0
5000
111.0 13.40 13.60 13.80 14.00 14.20
29.0 m/z 55.00 83.12%
139.0 168.0  210.0 238.0 2660 295.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0 N
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 73.15%
125.0
153.0 196.0 224.0
mm’mmmwmww
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43, 13.40 13.60 13.80 14.00 14.20
83.0 m/z 97.10 67.36%
5000
139.0 182.0 210.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF121917\
Data File : BF101553.D

Acq On = 20 Dec 2017 6:18

Operator : SJ/JU

Sample - 16956-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 .58 6.58 47.0 ng 2288330 1 6.80 973857 20.0
Dichloroacetic ac... 13.80 3.1 ng 134931 5 13.99 861774 20.0
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