LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102300.D

Aca On : 22 Jan 2018 15:36

Operator : SJ/JU

Sample : J1228-23

Misc :

ALS Vial : 5 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 4.916 475 481 489 rBV 167095 250507 6.95% 0.812%
2 5.328 545 551 554 rBVY 3042829 3208658 89.00% 10.399%
3 6.357 720 726 743 rBVY 2975409 3393644 94.13% 10.999%
4 6.487 743 748 751 rBVY 3237531 3325694 92.24% 10.778%
5 6.710 783 786 795 rBV 948015 839168 23.28% 2.720%
6 6.869 809 813 816 rBVY 2871762 2564396 71.13% 8.311%
7 7.281 878 883 886 rBY 2151730 2103785 58.35% 6.818%
8 7.992 1000 1004 1013 rBV 1185720 1154952 32.03% 3.743%
9 9.075 1182 1188 1191 rBvV 3781330 3605380 100.00% 11.685%
10 9.469 1251 1255 1258 rBV 353061 319870 8.87% 1.037%
11 9.681 1287 1291 1295 rBV 79198 67615 1.88% 0.219%
12 9.745 1298 1302 1312 rVB 1354074 1253909 34.78% 4.064%
13 10.181 1372 1376 1378 rVB2 80578 76921 2.13% 0.249%
14 10.463 1419 1424 1426 rBvV 78756 75599 2.10% 0.245%
15 10.539 1430 1437 1440 rBV 2018277 2048827 56.83% 6.640%
16 10.651 1453 1456 1461 rBvV 72502 78959 2.19% 0.256%
17 11.233 1551 1555 1557 rBVY 1273949 1160665 32.19% 3.762%
18 11.251 1557 1558 1562 rVB 97474 64296 1.78% 0.208%
19 11.763 1642 1645 1649 rBvV2 53582 52995 1.47% 0.172%
20 12.439 1754 1760 1763 rBV 95377 83719 2.32% 0.271%
21 12.669 1796 1799 1801 rVB 73990 58731 1.63% 0.190%
22 12.716 1805 1807 1812 rVB3 41872 44040 1.22% 0.143%

23 12.816 1820 1824 1828 rBV 2696727 2781002 77.13% 9.013%
24 13.710 1973 1976 1981 rBV 283428 277228 7.69% 0.898%
25 13.863 1997 2002 2006 rBV 848345 909724 25.23% 2.948%
26 14.616 2127 2130 2136 rBV 203528 242042 6.71% 0.784%
27 15.292 2240 2245 2252 rVB 611981 813004 22.55% 2.635%

Sum of corrected areas: 30855330
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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\BF012218\

BF102300.D

22 Jan 2018 15:36

SJ/Ju

J1228-23

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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\BF012218\
Data File : BF102300.D

Aca On : 22 Jan 2018 15:36

Operator : SJ/JU

Sample : J1228-23

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 4

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

4.92 5.97 ng 250507 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 482 (4.922 min): BF102300.D (-475) (-) m/z 42.95 100.00%
43
59
5000
101 R R
4.60 4.80 5.00 5.20
O Sl 8 m/z 59.00 55.46%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R I L
59 460 480 500 520
m/z 101.10 20.59%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 5.00 520
5000 m/z 58.00 16.31%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- A R e
50 4.60 4.80 5.00 5.20
31 m/z 41.10 9.80%
5000 41
73
0 1\5 ‘ \“\47 53\‘ , ‘ 87 102
m/z--> 10 ' ' 40 50 ' 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102300.D

Aca On : 22 Jan 2018 15:36

Operator : SJ/JU

Sample : J1228-23

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 79.26 ng 3325690 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102300.D (-743) (-) m/z 132.00 100.00%
5000
68
96 650 640 660 680
40 54 6.20 6.40 6.60 6.80
o rer | AR N — m/z 134.00  35.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR R R
6.20 6.40 6.60 6.80
2 51 78 m/z 68.10 28.43%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 17.31%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N B EEmmn e
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 12.19%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | R
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\BF012218\
Data File : BF102300.D

Aca On : 22 Jan 2018 15:36

Operator : SJ/JU

Sample : J1228-23

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 6.09 ng 277228 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 1976 (13.710 min): BF102300.D (-1973) (-) m/z 57.05 100.00%

5000

:

230 13.40 13.60 13.80 14.00
m/z 55.00 95.44%

153168 201

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol

55 83

:

13.I40 13.I60 13!80 14.IOO
m/z 43.10 93.08%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
B A e e
M 13.40 13.60 13.80 14.00
5000 111 m/z 83.10 91.82%
126
ol 26 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 LW
Abundance #191698: Bromoacetic acid, hexadecy! ester R S e
43 13.40 13.60 13.80 14.00

69 m/z 69.05 76.11%

5000

2

0...,.‘..;‘“.. T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

141 166181196 222

!
]
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102300.D

Aca On : 22 Jan 2018 15:36

Operator : SJ/JU

Sample : J1228-23

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 5
R.T. EstConc Area Relative to ISTD R.T.
14.62 5.95 ng 242042 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 95
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
3 Dodecanamide 199 C12H25NO 001120-16-7 70
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Hexadecanamide 255 C16H33NO 000629-54-9 53

Abundance Scan 2131 (14.621 min): BF102300.D (-2127) (-) m/z 58.95 100.00%

5o

5000

I

14.40 14.60 14.80 15.00

14 440 161 184201218 250269 294 320338

0! m/z 72.05 65.58%
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
5000 41 LA L B L L I
14.40 14.60 14.80 15.00
81 m/z 55.00 48 .54%
Ot | Mg 155, 184 221208 oa2eL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
N L N EREEE R
a1 14.40 14.60 14.80 15.00
5000 m/z 41.00 32.88%
137
83 110

154 193 221240 277294 320337

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60440: Dodecanamide A L R REmms e
59 14.40 14.60 14.80 15.00
m/z 43.10 31.25%
5000
28
ol (86 18 1% 199
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\BF012218\
Data File : BF102300.D

Acq On : 22 Jan 2018 15:36

Operator : SJ/JU

Sample - J1228-23

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 6.0 ng 250507 1 6.71 839168 20.0
unknown6 .49 6.49 79.3 ng 3325690 1 6.71 839168 20.0
1-Heneicosanol 13.71 6.1 ng 277228 5 13.87 909724 20.0
9-Octadecenamide, ... 14.62 6.0 ng 242042 6 15.29 813004 20.0
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