LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102305.D

Aca On : 22 Jan 2018 17:58

Operator : SJ/JU

Sample : J1228-24

Misc :

ALS Vial : 10 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-BF012218.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 4.904 474 479 487 rBV 142624 203902 6.86% 0.769%
2 5.322 545 550 553 rBY 2716080 2577052 86.72% 9.724%
3 6.357 720 726 743 rBV 2401483 2818311 94.84% 10.635%
4 6.481 743 747 751 rBVY 2853663 2737571 92.13% 10.330%
5 6.710 783 786 795 rBV 828603 744086 25.04% 2.808%
6 6.869 809 813 816 rBVY 2407968 2098830 70.63% 7.920%
7 7.281 878 883 886 rBY 1777532 1673620 56.32% 6.315%
8 7.992 1000 1004 1021 rVB 1084657 1033962 34.79% 3.902%
9 9.075 1183 1188 1191 rBvV 3083642 2971583 100.00% 11.213%
10 9.469 1251 1255 1262 rVB 247539 229261 7.72% 0.865%
11 9.681 1287 1291 1294 rBV 63996 51175 1.72% 0.193%
12 9.745 1298 1302 1307 rVV 1109066 1094120 36.82% 4.129%
13 10.180 1372 1376 1378 rBvV2 55500 46576 1.57% 0.176%
14 10.463 1420 1424 1430 rVB 72984 65357 2.20% 0.247%
15 10.539 1432 1437 1447 rVV 1732638 1721593 57.94% 6.496%
16 10.651 1453 1456 1465 rVB 39855 49588 1.67% 0.187%
17 11.233 1551 1555 1558 rBVY 1182945 1075901 36.21% 4 _.060%
18 12.280 1730 1733 1736 rBvV 42851 40778 1.37% 0.154%
19 12.439 1757 1760 1765 rVB 64476 62163 2.09% 0.235%
20 12.669 1796 1799 1801 rBV 110521 89485 3.01% 0.338%
21 12.716 1805 1807 1813 rVB3 40125 48562 1.63% 0.183%
22 12.821 1820 1825 1828 rBVY 2765873 2689765 90.52% 10.150%
23 12.886 1833 1836 1843 rBV5 22947 31422 1.06% 0.119%
24 12.980 1848 1852 1854 rBV5 20735 33009 1.11% 0.125%
25 13.104 1870 1873 1877 rVB 30949 33755 1.14% 0.127%

26 13.710 1973 1976 1980 rBV2 136413 144664 4.87% 0.546%
27 13.868 1998 2003 2006 rBV 1078360 1008930 33.95% 3.807%

28 13.892 2006 2007 2013 rVB 49612 36161 1.22% 0.136%
29 14.615 2127 2130 2136 rVB 138338 157910 5.31% 0.596%
30 15.227 2231 2234 2240 rVB 41691 45786 1.54% 0.173%

31 15.292 2240 2245 2254 rBV 663988 886119 29.82% 3.344%

Sum of corrected areas: 26500997
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF012218\
: BF102305.D

: 22 Jan 2018 17:58

: SJ/JU

: J1228-24

- 10 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270
= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

-BF012218 .M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102305.D

Aca On : 22 Jan 2018 17:58

Operator : SJ/JU

Sample : J1228-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.M
Quant Title : 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.

4.90 5.48 ng 203902 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 478 (4.898 min): BF102305.D (-474) (-) m/z 43.00 100.00%
a3
59
5000
1o "4k 4k 500 550
83 : : : :
0...,....,....,....','!:..,51..-!.,....,....,.-...,....,|....,. m/z 59.10 58.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LN I L
59 460 480 500 520
m/z 101.00 19.18%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.00 16.08%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl- R B B ma
59 4.60 4.80 5.00 5.20
m/z 41.00 8.05%
5000
87
0"'I'%?'I'"'I""I""I??"I""IZ%"I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102305.D

Aca On : 22 Jan 2018 17:58

Operator : SJ/JU

Sample : J1228-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.M
Quant Title : 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 unknown6.48 Concentration Rank 1

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

6.48 73.58 ng 2737570 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.481 min): BF102305.D (-743) (-) m/z 132.00 100.00%
132
5000 68
40 % 620 640 6.60 6.80
54 : : : :
0 & ne A9 m/z 68.10 39.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN SRR R LR
6.20 6.40 6.60 6.80
31 51 m/z 134.00 31.87%
0"'|""'H‘|l'H'|'l"‘"|""|"""|""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 25.13%
41 97
53
79 117
S S S I S L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14491: 5-Aminoindole R e
132 6.20 6.40 6.60 6.80
m/z 69.10 15.69%
5000
104
14 27 39 S1 6\6 T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102305.D

Aca On : 22 Jan 2018 17:58

Operator : SJ/JU

Sample : J1228-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.M
Quant Title : 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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.87 ng 144664 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Pentadecanethiol 244 C15H32S 025276-70-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Docosene 308 C22H44 001599-67-3 90

Abundance Scan 1976 (13.710 min): BF102305.D (-1973) (-) m/z 57.00 100.00%

37 83

5000

-

13.40 13.60 13.80 14.00
m/z 55.00 97.95%

230

259 2g1 300

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83

3

5000 LA L L L L L L L L L
13.40 13.60 13.80 14.00
m/z 43.05 91.96%
29
N 167 195 222 250 280 308 336
R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
T R
13.40 13.60 13.80 14.00
5000 m/z 83.10 85.62%
29 111 244
210
. 139 4145182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol Rl BAE R maaEE e
55 83 13.40 13.60 13.80 14.00
m/z 97.10 82 .33%
5000
29
ol \ 167 196 238 266 294
R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102305.D

Aca On : 22 Jan 2018 17:58

Operator : SJ/JU

Sample : J1228-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.M
Quant Title : 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.

14.62 3.56 ng 157910 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Octadecanamide 283 C18H37NO 000124-26-5 78
4 Dodecanamide 199 C12H25N0 001120-16-7 76
5 Octanamide 143 C8H17NO 000629-01-6 59

Abundance Scan 2131 (14.621 min): BF102305.D (-2127) (-) m/z 59.00 100.00%

5000
41

81
114 14. 40 14 60 14. 80 15. 00
34154 184 212 235 263 294 320 363
(o} B T R m/z 72.00 73 .23%
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 LA IL B L B L Y L L LB
14.40 14.60 14.80 15.00
41 m/z 55.00 52.41%
83
18 | H‘ ill |

0 o “n\ Wl H \;36154 184 220 253‘ 2?1
e L S e e e I o o o e o o
m/z--> 50 100 150 200 250 300 350
Abundance

59

14.40 14 60 14. 80 15.00

5000 m/z 41.05 32.60%
41
227
. 18 79 97 128 166184 208
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #130204: Octadecanamide RS EmmEs o L
59 14.40 14.60 14.80 15.00

m/z 43.00 26.91%

5000

4
ol15., ﬁ i) 56 |1191%8 156 184 212 240 265283

m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
Data File : BF102305.D

Acq On : 22 Jan 2018 17:58

Operator : SJ/JU

Sample : J1228-24

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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._.90 5.5 ng 203902 1 6.71 744086 20.0
unknown6 .48 6.48 73.6 ng 2737570 1 6.71 744086 20.0
n-Tetracosanol-1 13.71 2.9 ng 144664 5 13.87 1008930 20.0
9-Octadecenamide, ... 14.62 3.6 ng 157910 6 15.29 886119 20.0
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