LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089287.D

Aca On = 25 Jul 2016 20:13

Operator : UM/SJ

Sample = H4207-02

Misc :

ALS Vial : 19 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-BF072016.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 1.701 9 10 48 rVB 982543 2156506 100.00% 19.909%
2 4.684 269 271 280 rBV 28078 53387 2.48% 0.493%
3 5.142 309 311 325 rBV 706631 906498 42.04% 8.369%
4 6.216 403 405 413 rBV 788376 921904 42.75% 8.511%
5 6.330 413 415 433 rVB 971740 1051591 48.76% 9.708%

6.559 433 435 446 rBvY 234860 275481 12.77% 2.543%
6.719 446 449 451 rBvY 675432 728313 33.77% 6.724%
7.130 483 485 503 rBvV 494196 602322 27.93% 5.561%
7.850 546 548 550 rBV 273602 333514 15.47% 3.079%
8.925 640 642 651 rBV 1159772 1069123 49.58% 9.870%

=
QO ~NO®

11 9.325 675 677 679 rBvV 333716 277911 12.89%% 2.566%
12 9.588 698 700 703 rBV 398413 380537 17.65% 3.513%
13 10.376 767 769 779 rBB 490923 519693 24.10% 4._.798%
14 11.062 827 829 840 rBV 341642 334828 15.53% 3.091%
15 12.639 965 967 970 rBV 585698 672375 31.18% 6.207%

16 13.554 1044 1047 1053 rBV 18550 25927 1.20% 0.239%
17 13.680 1055 1058 1067 rBV 258887 257401 11.94% 2.376%
18 14.445 1122 1125 1130 rBV 48750 53015 2.46% 0.489%

19 15.017 1173 1175 1179 rBV 171648 211689 9.82% 1.954%

Sum of corrected areas: 10832015
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089287.D

Aca On = 25 Jul 2016 20:13

Operator : UM/SJ

Sample = H4207-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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: BF089287.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089287.D

Aca On = 25 Jul 2016 20:13

Operator : UM/SJ

Sample = H4207-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknown4.68 Concentration Rank 5

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

4.68 3.88 ng 53387 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Acetone 58 C3H60 000067-64-1 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9

Abundance Scan 271 (4.684 min): BF089287.D (-269) (-) m/z 43.10 100.00%
43
59
5000
101 )
| 84 440 4.60 4.80 5.00
o) SR 1 EMEOOY | A /MM MM m/z 59.10 65.02%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I I I
59 440 460 4.80 5.00
m/z 101.00 23.98%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 5.00
5000 m/z 58.00 17.80%
58
15 27 4
e S S UL SULIULS SUSIIL IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one L EEAmaEEE e
43 4.40 4.60 4.80 5.00
m/z 41.10 9.36%
5000
55
. 20 37| a9 65 71 77 83 %
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089287.D

Aca On = 25 Jul 2016 20:13

Operator : UM/SJ

Sample = H4207-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknown6.33 Concentration Rank 2

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

6.33 76.35 ng 1051590 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 415 (6.330 min): BF089287.D (-413) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 6.00 6.20 6.40 6.60
o Jrer |asus | n/z 68.10  A1.46%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.59%
0 ‘ b1 H Moy . !
L LA SR SR WL IS UL UL BN
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.05 26.58%
33 44 o 105
o € 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 16.85%
5000 98 116
o -‘-“‘. 89 | dor MI,,m,l,,,l,ss,,,,l,lfsg,,
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089287.D

Aca On = 25 Jul 2016 20:13

Operator : UM/SJ

Sample = H4207-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.01 ng 25927 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
Abundance Scan 1047 (13.554 min): BF089287.D (-1044) (-) m/z 83.10 100.00%
55 83
5000 111
207 13.20 13.40 13.60 13.80
ottt e m/z 55.10 98.10%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 1 NN SRR UL I
13.20 13.40 13.60 13.80
m/z 57.10 93.63%
29 139
oLl \“ L) ‘L (0l 195 222 280 280 308 336
m/z--> 55 160 150 260 2éo 360 3%0
Abundance
57 97
13.20 13.40 13.60 13.80
5000 m/z 43.10 88.52%
125
o 29 77 153 181 209 236 264 202 320 350 378
m/z--> 55 100 150 260 250 360 3%0 |
Abundance #115906: 1-Nonadecene R e e ma e
4 97 13.20 13.40 13.60 13.80
69 m/z 69.10 85.26%
5000
125
oL15 ey \‘ w ﬂ ‘t j 124 182 210 238 266
m/z--> 50 100 1% 2& 250 3m 3% Bmwmnmnm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089287.D

Aca On = 25 Jul 2016 20:13

Operator : UM/SJ

Sample = H4207-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 6 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .45 5.01 ng 53015 Perylene-d12 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 83
2 d-Glucosamine 179 C6H13NO5 000090-77-7 50
3 Dodecanamide 199 C12H25N0 001120-16-7 50
4 Hexadecanamide 255 C16H33N0 000629-54-9 45
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 42
Abundance Scan 1125 (14.445 min): BF089287.D (-1122) (-) m/z 59.10 100.00%
5000 a1
83 oy R B m
114128 14.20 14.40 14.60 14.80
0 m/z 72.10 71.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 URLELEL DL BRI DU B

14.20 14.40 14.60 14.80
m/z 55.05 49.39%

2

81
98 112126140154 170184198 221 238 264 281

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
14.20 14.40 14.60 14.80
5000 m/z 41.10 36.31%

30

73
15 | a4 100415130 148163177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60439: Dodecanamide

59 14.20 14.40 14.60 14.80

m/z 69.10 31.62%
5000
43
o 2 | 86100114128142156170184199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\
Data File : BF089287.D

Acq On = 25 Jul 2016 20:13

Operator : UM/SJ

Sample - H4207-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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]
unknown4 .68 4.68 3.9 ng 53387 1 6.56 275481 20.0
unknown6 .33 6.33 76.3 ng 1051590 1 6.56 275481 20.0
n-Tetracosanol-1 13.55 2.0 ng 25927 5 13.68 257401 20.0
9-Octadecenamide, ... 14.45 5.0 ng 53015 6 15.02 211689 20.0
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