LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102016\
Data File : BF090699.D
Aca On : 20 Oct 2016 22:58 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H5343-11 RMAB-SB06-16.5-17.0
ALS Vial : 23 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-BF101316.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 5.069 236 239 249 rBV 758986 1090264 21.71% 2.781%
2 5.492 273 276 278 rBV 4240697 5023093 100.00% 12.814%
3 6.520 363 366 368 rBY 4156831 4956402 98.67% 12.644%
4 6.646 375 377 380 rBVY 4395910 4529808 90.18% 11.555%
5 6.875 395 397 402 rBV 777323 994928 19.81% 2.538%

6 7.035 409 411 414 rBV 4067573 3620963 72.09% 9.237%
7 7.446 444 447 449 rBV 2629857 2855891 56.86% 7.285%
8 8.166 507 510 512 rBV 1433679 1329154 26.46% 3.391%
9 9.240 602 604 607 rBV 4431612 4122478 82.07% 10.516%
10 9.640 636 639 641 rBvV 777847 859683 17.11% 2.193%
11 9.915 661 663 666 rBVY 1026447 1224902 24.39%% 3.125%
12 10.349 700 701 703 rVvB 64229 68683 1.37% 0.175%
13 10.578 717 721 724 rBV 32269 57787 1.15% 0.147%

14 10.703 730 732 735 rBV2 1553964 2215900 44.11% 5.653%
15 10.829 741 743 750 rVB 109880 151498 3.02% 0.386%

16 11.275 780 782 783 rBV 71061 60783 1.21% 0.155%
17 11.401 791 793 802 rBv2 793092 1097761 21.85% 2.800%
18 12.612 897 899 902 rBV 57942 75939 1.51% 0.194%
19 12.841 917 919 922 rVB 65012 75694 1.51% 0.193%

20 12.989 930 932 935 rBV 2626976 2810361 55.95% 7.169%
21 13.892 1009 1011 1015 rBV 130982 167736 3.34% 0.428%
22 14.041 1022 1024 1032 rBV 745356 983803 19.59% 2.510%

23 14.898 1096 1099 1101 rVB 56634 61629 1.23% 0.157%
24 15.493 1148 1151 1159 rBV 572372 765809 15.25% 1.954%

Sum of corrected areas: 39200949

8270-BF101316.M Fri Oct 21 19:48:54 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090699.D

Aca On : 20 Oct 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5343-11 RMAB-SB06-16.5-17.0
ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF101316.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: BF090699.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090699.D

Aca On : 20 Oct 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5343-11 RMAB-SB06-16.5-17.0
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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.

5.07 21.92 ng 1090260 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 239 (5.069 min): BF090699.D (-236) (-) m/z 43.10 100.00%
a3
59
5000
ot 480 500 520 540
83 : : : :
Ol et ..:|,..7.1.,~....',|....,....,....,....,....,2.97.. m/z 59.10 58.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR UL AN IS R
59 480 5.00 520 540
m/z 101.10 17.97%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.96%
29
87
15 70 98
G L L I S U S S B S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e e REa
50 4.80 500 520 5.40
m/z 41.10 9.08%
5000 41
o [l s 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090699.D

Aca On : 20 Oct 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5343-11 RMAB-SB06-16.5-17.0
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.65 Concentration Rank 1

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

6.65 91.06 ng 4529810 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 377 (6.646 min): BF090699.D (-375) (-) m/z 132.00 100.00%
132
5000 68 A\
40 % J " 640 6.60 6.80 7.00
54
0 .':7?...],410?.1.1?...,....,....,.... m/z 68.10 51.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 og 116 LR L L R U
6.40 6.60 6.80 7.00
m/z 134.00 33.55%
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180
Abundance
68
" '6.40 6.60 6.80 7.00
5000 m/z 66.05 31.79%
96
40
0= }?I ??' Ty ??I T "?¥ AL AL UL AL UALLL SO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132 6.40 6.60 6.80 7.00
m/z 69.10 20.18%
5000
6 104
39 51 ‘ 7 90 117
0...,....ﬁh.W.NN..W,.N”,hu.N,..”. R —
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:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090699.D

Aca On : 20 Oct 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5343-11 RMAB-SB06-16.5-17.0
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.83 2.76 ng 151498 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 743 (10.829 min): BF090699.D (-741) (-) m/z 57.10 100.00%
57
43 71
5000
160 " 10,60 10,80 11.00 11.20
0 m/z 43.10 67.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 LN BN UL UL B
10.60 10 80 11. 00 11. 20
29 m/z 71.10 66.87%
oL 15 J b g %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
43 o
10.|60 10.I80 11.'00 11.'20
5000 71 m/z 85.10 41 .94%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250
Abundance #71393: Pentadecane LR ma e e T
57 10.60 10.80 11.00 11.20
43 m/z 41.10 30.83%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250 10%0 1080 1100 1120

8270-BF101316.-M Fri Oct 21 19:48:57 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090699.D

Aca On : 20 Oct 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5343-11 RMAB-SB06-16.5-17.0
ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.89 3.41 ng 167736 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94

4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1011 (13.892 min): BF090699.D (-1009) (-) m/z 57.10 100.00%
57 g3
5000
111
T e o
I 139 202 ZTO 13.60 13.80 14.00 14.20
0....fh.w.m4nh4,n...r..:.,.... — m/z 55.10 88.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L L L L LN
13. 60 13. 80 14. 00 14. 20
29 m/z 43.10 86.11%
ol A 4 k | 167 196 224 252 280 308
B B A e e e e o o e o e e I
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 .
13.60 13.80 14.00 14.20
5000 111 m/z 83.05 83.62%
29 169
. 139 210 955 406
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 e EAREaEE ST e
3 13.60 13.80 14.00 14.20
m/z 69.10 77.90%
B ‘ML__,
ol 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 13. 60 13. 80 14. 00 14. 20

8270-BF101316.-M Fri Oct 21 19:48:58 2016 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102016\

Data File : BF090699.D

Acq On : 20 Oct 2016 22:58

Operator : UM/SJ

ﬁ?ggle i H5343-11 RMAB-SB06-16.5-17.0
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.07 21.9 ng 1090260 1 6.87 994928 20.0
unknown6 .65 6.65 91.1 ng 4529810 1 6.87 994928 20.0
Tetradecane 10.83 2.8 ng 151498 4 11.40 1097760 20.0
Behenic alcohol 13.89 3.4 ng 167736 5 14.04 983803 20.0
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