LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097800.D

Aca On 17 Aug 2017 21:51

Operator : SJ/JU

Sample = 14808-03

Misc :

ALS Vial : 16 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-BF081517.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 4.981 488 492 501 rvB 382652 525577 13.47% 1.733%
2 5.393 556 562 565 rBY 3382146 3816889 97.81% 12.585%
3 6.410 729 735 738 rBVY 3515835 3902272 100.00% 12.867%
4 6.545 753 758 761 rBVY 3666931 3684297 94.41% 12.148%
5 6.775 793 797 800 rBVY 1069697 837064 21.45% 2.760%

6.934 819 824 827 rBV 3111986 2806208 71.91% 9.253%
7.340 887 893 896 rBvV 2373022 2294548 58.80% 7.566%
8.057 1011 1015 1019 rBV 1240137 1017212 26.07% 3.354%
9.139 1193 1199 1202 rBV 3707970 3504651 89.81% 11.556%
9.528 1261 1265 1268 rBV 445457 350815 8.99% 1.157%

=
QO ~NO®

11 9.810 1308 1313 1317 rBV2 1009483 907194 23.25% 2.991%
12 10.598 1442 1447 1450 rBV 1799608 1628742 41.74% 5.370%
13 11.292 1561 1565 1569 rBV 921836 769470 19.72% 2.537%
14 12.880 1831 1835 1839 rBV 2552374 2589034 66.35% 8.537%
15 13.780 1985 1988 1995 rBv2 107931 135169 3.46% 0.446%

16 13.927 2009 2013 2016 rBV 876882 772445 19.79% 2.547%
17 14.692 2139 2143 2151 rBV2 134611 200552 5.14% 0.661%
18 15.357 2251 2256 2260 rBV 496543 586316 15.02% 1.933%

Sum of corrected areas: 30328455

8270-BF081517 .M Fri Aug 18 17:51:29 2017 Page: 1



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\BF081717\

BF097800.D

17 Aug 2017 21:51

SJ/Ju

14808-03

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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\BF081717\
Data File : BF097800.D

Aca On 17 Aug 2017 21:51

Operator : SJ/JU

Sample - 14808-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.98 12.56 ng 525577 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 Acetone 58 C3H60 000067-64-1 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 492 (4.981 min): BF097800.D (-488) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRS SRRE AR LR
| a9 830 | 460 4.80 5.00 5.20 5.40
NSRS N T T N i MMM S m/z 59.00 53.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL L
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 17.77%
0 1 \. i . 83.0 . ‘
RIS L SO UL UL SURIL IUL IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
41.0 460 4.80 500 520 5.40
5000 m/z 58.00 17.04%
86.0
. 50.0 69.0 101.0
RIS L SURILIL UL UL SURIL UL IS UL UL UL R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone LI L L B L N B
43.0 460 4.80 5.00 5.20 5.40
m/z 40.95 8.67%
5000
15.0
58.0
27.0
0"'%Q'W“l”l'JWP"ﬁw'”I'”'I”"P"W"”I”"P"W' TR T T e T M
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097800.D

Aca On 17 Aug 2017 21:51

Operator : SJ/JU

Sample - 14808-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.55 Concentration Rank 1

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

6.55 88.03 ng 3684300 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 759 (6.551 min): BF097800.D (-753) (-) m/z 132.00 100.00%
13%.0
5000 68.1
'6.20 6.40 6.60 6.80
0 B E e m/z 68.10 42 .06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 BN RS SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34 .45%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
'6.20 6.40 6.60 6.80
5000 m/z 66.00 26.65%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S B
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.93%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e  ARRERE
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097800.D

Aca On 17 Aug 2017 21:51

Operator : SJ/JU

Sample - 14808-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.78 3.50 ng 135169 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 11-Tricosene 322 C23H46 052078-56-5 90

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87

Abundance Scan 1988 (13.780 min): BF097800.D (-1985) (-) m/z 83.10 100.00%
A

5000

:

173.0 2071 13.40 13.60 13.80 14.00
m/z 57.10 96.07%

139.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester

69.0

SN
w
o

5000 AUV R
13.40 13.60 13.80 14.00
195.0 m/z 97.10  89.22%
0 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 AUV R
13.40 13.60 13.80 14.00
5000 m/z 43.10 89.14%
111.0

0 139.0 182.0 210.0

Wﬁmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #127771: 3-Eicosene, (E)- A B EREaE R
13.40 13.60 13.80 14.00

m/z 69.05 82.29%

%

5000

r

139.0 167.0 196.0 224.0 252.0 280.0
N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097800.D

Aca On 17 Aug 2017 21:51

Operator : SJ/JU

Sample - 14808-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.69 6.84 ng 200552 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 83
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 50
4 Octadecanamide 283 C18H37NO 000124-26-5 43
5 Tetradecanamide 227 C14H29NO 000638-58-4 43
Abundance Scan 2143 (14.692 min): BF097800.D (-2139) (-) 59.00 100.00%
5000 l
1
126.0 14.40 14.60 14.80 15.00
154.1180.2 . . .
o 220.3 254.2282.0 326.1 77 7200 79 _99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 LN S B S B

14.40 14.60 14,80 15.00
m/z 55.00 59.20%

29.0

i oy e 540 180021002080 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

59.0
R N REEE S R
14.40 14.60 14.80 15.00
5000 m/z 69.10 42 .92%
137.0
86.0 112.0

165.0193.0  240.0267.0294.0 337.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #160272: Pentadecanamide, 15-bromo- AR EEREE L
59.0 14.40 14.60 14.80 15.00

m/z 41.00 36.94%
5000
240.0
0 29.0 || |86.0 114014201700 2120 | 2780 3210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
Data File : BF097800.D

Acq On 17 Aug 2017 21:51

Operator : SJ/JU

Sample - 14808-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
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]
2-Pentanone, 4-hy... 4.98 12.6 ng 525577 1 6.77 837064 20.0
unknown6 .55 6.55 88.0 ng 3684300 1 6.77 837064 20.0
Trichloroacetic a... 13.78 3.5 ng 135169 5 13.93 772445 20.0
9-Octadecenamide, ... 14.69 6.8 ng 200552 6 15.36 586316 20.0
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