LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121117\
Data File : BF101280.D

Aca On : 11 Dec 2017 11:07

Operator : SJ/JU

Sample : PB104879BL

Misc :

ALS Vial : 4 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-BF113017.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

5.069 504 507 515 rBV 52110 77905 4._.40% 0.649%
5.463 569 574 577 rBV 1330407 1239067 69.94% 10.320%
rBv 1238998 1240633 70.03% 10.333%
6.604 764 768 771 rBV 1471739 1322994 74.68% 11.019%
6.828 803 806 810 rBvV 291707 243589 13.75% 2.029%
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6.986 829 833 836 rBV 1205655 1039241 58.66% 8.655%
7.398 898 903 906 rBV 813676 799336 45.12% 6.657%
8.110 1020 1024 1028 rBV 355664 329189 18.58% 2.742%
9.192 1202 1208 1211 rBV 1739313 1683332 95.02% 14.020%
9.869 1319 1323 1327 rBV 410948 383380 21.64% 3.193%

=
QO ~NO®

11 10.669 1454 1459 1462 rBV 976182 851344 48.06% 7.090%
12 11.363 1573 1577 1581 rVB 486963 409849 23.14% 3.413%
13 12.663 1793 1798 1805 rBV2 15619 22199 1.25% 0.185%
14 12.951 1842 1847 1850 rBV 1758503 1771512 100.00% 14.754%
15 14.010 2023 2027 2031 rBV 398291 346232 19.54% 2.884%

16 15.486 2272 2278 2285 rVB 188252 247190 13.95% 2.059%

Sum of corrected areas: 12006992
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101280.D

Aca On : 11 Dec 2017 11:07

Operator : SJ/JU

Sample : PB104879BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.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: BF101280.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101280.D

Aca On : 11 Dec 2017 11:07

Operator : SJ/JU

Sample : PB104879BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 3

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

5.07 6.40 ng 77905 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 507 (5.069 min): BF101280.D (-504) (-) m/z 43.00 100.00%
a3
59
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101 UREEE RS LS LU
| 83 4.80 500 5.20 5.40
ol e e m/z 59.00 60.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN S IR
4.80 500 5.20 5.40
59 m/z 101.00 22.26%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 13.87%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #257: Guanidine A e am ma
43 59 480 5.00 5.20 5.40
m/z 41.10 8.27%
5000
28
R I i I I I I R I L R RN S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101280.D

Aca On : 11 Dec 2017 11:07

Operator : SJ/JU

Sample : PB104879BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.60 Concentration Rank 1

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

6.60 108.63 ng 1322990 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-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 767 (6.598 min): BF101280.D (-764) (-) m/z 132.00 100.00%
132
5000 68
96 USRS SR SRR
40 5y 28 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 41.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR L L UL I
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.91%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.07%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine- proplonyl RS e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.27%
5000 98 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SR | G 1 G
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121117\
Data File : BF101280.D

Acq On : 11 Dec 2017 11:07

Operator : SJ/JU

Sample : PB104879BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.07 6.4 ng 77905 1 6.83 243589 20.0
unknown6 .60 6.60 108.6 ng 1322990 1 6.83 243589 20.0
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