LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\

Data File : BF099283.D

Aca On : 10 Oct 2017 1:00

Operator : SJ/JU

Sample : 15651-10 e
Misc : S
ALS Vial : 26 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-BF092317.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 2.152 7 11 18 rVB 32677 41423 1.54% 0.197%
2 5.093 507 511 524 rBV 333942 445249 16.52% 2.122%
3 5.487 574 578 582 rBVY 2156137 2227615 82.64% 10.617%
4 6.498 745 750 753 rBVY 2158321 2201971 81.69% 10.494%
5 6.634 769 773 777 rBVY 2388558 2355417 87.38% 11.226%

6.863 808 812 815 rBV 767664 592613 21.99% 2.824%
7.022 834 839 842 rBV 2057127 1849136 68.60% 8.813%
7.428 903 908 911 rBV 1503262 1422300 52.77% 6.779%
8.145 1026 1030 1033 rBV 963478 797201 29.58% 3.799%
9.222 1207 1213 1216 rBV 2780879 2695478 100.00% 12.846%

=
QO ~NO®

11 9.610 1275 1279 1282 rBV 377552 280218 10.40% 1.335%
12 9.898 1324 1328 1332 rBV2 1005749 845948 31.38% 4.032%

13 10.316 1397 1399 1403 rVB 37360 29076 1.08% 0.139%
14 10.686 1458 1462 1466 rBV 1258744 1265202 46.94% 6.030%
15 10.792 1477 1480 1489 rVB 49183 50741 1.88% 0.242%
16 11.386 1577 1581 1585 rBV 924751 743245 27 .57% 3.542%
17 12.780 1815 1818 1821 rBV 38851 31844 1.18% 0.152%
18 12.969 1846 1850 1853 rBV 2139449 1912857 70.97% 9.117%
19 13.851 1996 2000 2013 rBV 62270 96032 3.56% 0.458%

20 14.027 2026 2030 2040 rBV 605511 554816 20.58% 2.644%

21 15.498 2275 2280 2289 rBV 415159 543931 20.18% 2.592%

Sum of corrected areas: 20982313
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF100917\

BF099283.D

10 Oct 2017 1:00

SJ/Ju

15651-10

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099283.D

Aca On : 10 Oct 2017 1:00

Operator : SJ/JU

Sample : 15651-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 15.03 ng 445249 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 511 (5.093 min): BF099283.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 —
| 83.0 4.80 5.00 5.20 5.40
o} 1 A | S DA NN m/z 59.00 57.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R U S SRR
4.80 5.00 5.20 5.40
59.0 m/z 101.00 21.51%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16.35%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.00%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099283.D

Aca On : 10 Oct 2017 1:00

Operator : SJ/JU

Sample : 15651-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2 unknown6.63 Concentration Rank 1

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

6.63 79.49 ng 2355420 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF099283.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || g0 % 1m0 620 640 650 B0 750
o S MO A N R - .- D £ I | N m/z 68.10 38.13%
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 R UL AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.94%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.43%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole | BSLLES NLALELELE LA N I B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.15%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099283.D

Aca On : 10 Oct 2017 1:00

Operator : SJ/JU

Sample : 15651-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.46 ng 96032 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance . Scan 2000 (13.851 min): BF099283.D (-1996) (-) m/z 57.00 100.00%
510 g31
5000
111.1
139.0 206.9 13.60 13.80 14.00 14.20
Ot : m/z 83.10 82.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000
13.60 13.80 14.00 14.20
m/z 43.00 76.33%
o 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 55.00 69.65%
29.0 139.0
o 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115906: 1-Nonadecene B
43, 13.60 13.80 14.00 14.20
m/z 69.00 67.68%
5000
o 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20

8270-BF092317.M Tue Oct 10 14:10:22 2017

Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099283.D

Acq On : 10 Oct 2017 1:00

Operator : SJ/JU

Sample : 15651-10

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
2-Pentanone, 4-hy... 5.09 15.0 ng 445249 1 6.86 592613 20.0
unknown6 .63 6.63 79.5 ng 2355420 1 6.86 592613 20.0
Trichloroacetic a... 13.85 3.5 ng 96032 5 14.03 554816 20.0
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