LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102847.D

Acq On : 8 Feb 2018 11:15

Operator : SJ/JU

Sample : PB106358BL

Misc :

ALS Vial : 4 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-BF020318_.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 2.222 20 23 28 rvB 43814 55793 1.02% 0.123%
2 5.128 509 517 525 rvVB 128431 180736 3.30% 0.397%
3 5.510 576 582 585 rBV 5243111 5480903 100.00% 12.046%
4 6.510 746 752 755 rBV 4556847 5231750 95.45% 11.498%
5 6.651 771 776 780 rBV 4711753 5215131 95.15% 11.462%

6.881 811 815 819 rBV 1462713 1252059 22.84% 2.752%
7.039 837 842 845 rBV 4272162 4043717 73.78% 8.887%
7.445 905 911 914 rBV 3416853 3631733 66.26% 7.982%
8.163 1028 1033 1037 rBV 1837970 1692144 30.87% 3.719%
9.239 1210 1216 1219 rBV 5005421 5349788 97.61% 11.758%

=
QO ~NO®

11 9.922 1327 1332 1341 rBV 1918845 1764415 32.19% 3.878%
12 10.710 1460 1466 1481 rBV 2871416 3141623 57.32% 6.905%
13 11.410 1581 1585 1589 rBV 1882536 1664117 30.36% 3.657%
14 12.998 1850 1855 1858 rBV 4185634 4410096 80.46% 9.692%
15 14.015 2024 2028 2030 rBV 66501 69981 1.28% 0.154%

16 14.045 2030 2033 2040 rVB 1150365 1153370 21.04% 2.535%
17 15.527 2280 2285 2293 rBV 672439 949855 17.33% 2.088%

18 15.992 2360 2364 2368 rVB 37906 55307 1.01% 0.122%

19 16.504 2446 2451 2461 rVB3 43724 100968 1.84% 0.222%

20 17.115 2551 2555 2561 rVB6 28942 57467 1.05% 0.126%
Sum of corrected areas: 45500953
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102847.D

Acq On : 8 Feb 2018 11:15

Operator : SJ/JU

Sample : PB106358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF102847.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102847.D

Acq On : 8 Feb 2018 11:15

Operator : SJ/JU

Sample : PB106358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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.

5.13 2.89 ng 180736 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 43
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 33

Abundance Scan 517 (5.128 min): BF102847.D (-509) (-) m/z 43.00 100.00%
43
59
5000
N
10 480 500 520 540
O Sl 53l 69 88 | o 55 00 60.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LS UL UL L
59 480 500 520 540
m/z 58.00 17.27%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 31 43 m/z 101.00 16.79%
15
o 25 37 53 69 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-  EAm T e
59 480 5.00 5.20 5.40
m/z 41.00 9.00%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LR UL SRR SR UL UL FULELEL SR SO S S B IS SRAE RE RE R
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102847.D

Acq On : 8 Feb 2018 11:15

Operator : SJ/JU

Sample : PB106358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 unknown6.65 Concentration Rank 1

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

6.65 83.30 ng 5215130 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102847.D (-771) (-) m/z 132.00 100.00%
5000 68
6 T
75 104 6.40 6.60 6.80 7.00
o..,....,....,...:l'!.‘.‘?,!!..61"-]....,..f??,..!.,.':..,.1.1:‘3.,....,'...,.. m/z 68.00 42.69%
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 A
5000 IR IS L R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.13%
38 ‘
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
640 6.60 6.0 7.00
5000 m/z 66.00 29 .59%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R B SN mamay e
132 6.40 6.60 6.80 7.00
m/z 68.95 16.73%
5000
104
515 0 77
oL 14 27 37449 58 | ' 89 97 | 115
R a R e R AR A B i L e R R i mmma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102847.D

Acq On : 8 Feb 2018 11:15

Operator : SJ/JU

Sample : PB106358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.13 ng 100968 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2450 (16.498 min): BF102847.D (-2446) (-) m/z 57.00 100.00%
57
5000 85
113 141 160 507 16120 1640 16160 1680
bbb ) m/z 43.00 70.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 AR A B SRR
mmmmmmmm
29 m/z 71.10 65.97%
oLl h i M L ‘141 169,197 225 253 281 309 337 365 394
m/z--> éo 100 150 260 2%0 360 3%0 460 '
Abundance
57
16.20 16,40 16.60 16.80
5000 85 m/z 85.00 47 .29%
o 113 141 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #215181: 2-methyloctacosane R R e R
57 16.20 16.40 16.60 16.80
m/z 55.00 22.72%
5000 85
o 29| ‘ ] ﬂlf3Jlﬂl‘169 197 225 267 295 365 393
m/z--> % 1& ﬁo ﬁ 2% %o @ 4& ! mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102847.D

Acq On : 8 Feb 2018 11:15

Operator : SJ/JU

Sample : PB106358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 5.13 2.9 ng 180736 1 6.88 1252060 20.0
unknown6 .65 6.65 83.3 ng 5215130 1 6.88 1252060 20.0
Octacosane 16.50 2.1 ng 100968 6 15.53 949855 20.0
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