LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096553.D

Acq On 7 Jul 2017 12:31

Operator : SJ/MA

Sample - 14064-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4.887 471 476 486 rVB 436547 613538 20.66% 2.391%
2 5.316 543 549 552 rBvV 2910514 2909641 97.95% 11.339%
3 6.340 717 723 727 rBV 2540247 2658643 89.50% 10.360%
4 6.469 740 745 748 rBV 2665455 2566740 86.41% 10.002%
5 6.698 780 784 787 rBV 691746 612024 20.60% 2.385%

6 6.851 806 810 814 rBV 1954902 1901788 64.02% 7.411%
7 7.257 873 879 882 rBV 1713273 1651909 55.61% 6.437%
8 7.981 997 1002 1005 rBV 894613 866658 29.18% 3.377%
9 9.057 1179 1185 1188 rBV 3072274 2970409 100.00% 11.575%
10 9.445 1247 1251 1254 rBV 276966 224190 7.55% 0.874%
11 9.728 1295 1299 1303 rBV 1138865 1049523 35.33% 4 _.090%
12 10.175 1372 1375 1378 rVB 68977 51334 1.73% 0.200%
13 10.392 1407 1412 1415 rBV3 22492 30745 1.04% 0.120%
14 10.516 1428 1433 1436 rBV 1767059 1721472 57.95% 6.708%
15 10.645 1452 1455 1463 rBV 76587 77691 2.62% 0.303%

16 11.204 1546 1550 1554 rBV 1044071 989573 33.31% 3.856%
17 11.745 1638 1642 1646 rBV 69100 65605 2.21% 0.256%
18 12.792 1815 1820 1824 rBV 2383426 2639214 88.85% 10.285%
19 13.692 1970 1973 1981 rBV 212953 222335 7.48% 0.866%
20 13.833 1993 1997 2001 rBV 855775 793541 26.71% 3.092%

21 14.592 2122 2126 2134 rBV 424179 408674 13.76% 1.593%
22 14.686 2139 2142 2146 rBV2 41072 47996 1.62% 0.187%
23 15.233 2230 2235 2240 rBV 499638 588191 19.80% 2.292%

Sum of corrected areas: 25661434

8270-BF070117.M Mon Jul 10 01:25:43 2017 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\Data\BFO070717\

BF096553.D

7 Jul 2017 12:31

SJ/MA

14064-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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\BF070717\
Data File : BF096553.D

Acq On 7 Jul 2017 12:31

Operator : SJ/MA

Sample - 14064-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.89 20.05 ng 613538 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 477 (4.893 min): BF096553.D (-471) (-) m/z 43.00 100.00%
43
59
5000
| s w0 460 480 500 520
O A L B o R Rt R m/z 59.00 54 _.83%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA L L B L L LB LB
4.60 4.80 5.00 5.20
m/z 101.10 15.28%
31 101
0 il L . 83 93 |
T T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R A N R
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.43%
a1 101
15 31 51 69 83

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 T

59 4.60 4.80 5.00 5.20

m/z 41.00 8.74%
5000 41
68
50, 126 142 .

1 1 " MM i S PPy e e pepepes

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096553.D

Acq On 7 Jul 2017 12:31

Operator : SJ/MA

Sample - 14064-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.47 Concentration Rank 1

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

6.47 83.88 ng 2566740 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.469 min): BF096553.D (-740) (-) m/z 132.00 100.00%
32
5000 68
| % " 620 640 660 680
75 104 . . . .
0 ..,....,....,...:l'.'.‘.‘?,:!..61 A e - m/z 68.10 38.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IREBE ARSI S
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.67%
1 33 ‘
0'W'”'P'”I”J“'h'P'”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
" 620 640 660 680
5000 67 m/z 66.00 24.43%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L B
132 6.20 6.40 6.60 6.80
m/z 69.10 14 _.40%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096553.D

Acq On 7 Jul 2017 12:31

Operator : SJ/MA

Sample - 14064-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.69 5.60 ng 222335 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 1-Eicosanol 298 C20H420 000629-96-9 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 1973 (13.692 min): BF096553.D (-1970) (-) m/z 57.10 100.00%
o7
83
41
5000
111
139 1. 113.40 13.60 13.80 14.00
(o} m/z 55.00 94 _44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55

:

97
5000 LA L L L L LB LB
29 13.40 13.60 13.80 14.00
125 m/z 43.05 93.10%
0 “\\ 153 181 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
Sl
13.40 13.60 13.80 14.00
5000 83 m/z 83.10 75.27%

111
140 168 196 224243 266 294 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143256: 1-Eicosanol
43 13.40 13.60 13.80 14.00

m/z 97.05 67 .75%

5000

!

2
| 139 167 106 252
a——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096553.D

Acq On 7 Jul 2017 12:31

Operator : SJ/MA

Sample - 14064-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
14.59 13.90 ng 408674 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 86
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 72
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64
Abundance Scan 2126 (14.592 min): BF096553.D (-2122) (-) m/z 59.00 100.00%
50
5000
| l
11 14.20 14.40 14.60 14.80 15.00
137
0 ,,“ .!L.ML.WM m/z 72.00 54.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
50
5000 R UM SRR B I
14:20 14.40 14.60 14.80 15.00
41 m/z 55.00 50.52%
m/z--> 2'0 4'0 60 80 100 12'0 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
14.20 14.40 14.60 14.80 15.00
5000 m/z 43.05 31.60%
41
0. 18 79 97 128 115166184 5p%%
A LR L A L KA AL AR RS LALAS SRS LA RARRN CALA RARAN LR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106565: Hexadecanamide R B L e S
50 14.20 14.40 14.60 14.80 15.00
m/z 41.05 29.03%
5000
4
ol %6 114 142 170 195212 238255
m/z--> 2'0 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14:20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096553.D

Acq On 7 Jul 2017 12:31

Operator : SJ/MA

Sample - 14064-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.89 20.1 ng 613538 1 6.70 612024 20.0
unknown6 .47 6.47 83.9 ng 2566740 1 6.70 612024 20.0
1-Docosene 13.69 5.6 ng 222335 5 13.83 793541 20.0
9-Octadecenamide, ... 14.59 13.9 ng 408674 6 15.23 588191 20.0
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