LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093540.D

Aca On : 10 Mar 2017 23:37

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 22 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-BF030717.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 4.893 261 263 277 rBV 129718 246227 4_.79% 0.650%
2 5.350 301 303 323 rBVY 1118150 2507439 48.74% 6.623%
3 6.413 394 396 403 rBV 782020 1509004 29.34% 3.986%
4 6.516 403 405 419 rVB 4106033 4192609 81.50% 11.075%
5 6.744 422 425 427 rBV 899560 1097617 21.34% 2.899%

6.893 436 438 441 rBV 3974115 3749013 72.88% 9.903%
7.316 472 475 477 rBV 3548808 3338684 64.90% 8.819%
8.025 535 537 548 rVB 1556796 1523164 29.61% 4.023%
9.099 629 631 634 rBV 4977923 5048404 98.14% 13.335%
9.499 664 666 669 rBvV 82858 111282 2.16% 0.294%

=
QO ~NO®

11 9.773 688 690 693 rBV 1807485 1624123 31.57% 4._.290%
12 10.208 726 728 729 rVB 55333 60666 1.18% 0.160%
13 10.573 757 760 762 rBV 2455011 2990188 58.13% 7.898%
14 10.676 767 769 771 rBV 98284 106633 2.07% 0.282%
15 11.122 806 808 809 rBvV 88735 80558 1.57% 0.213%

16 11.259 818 820 823 rBV 1841667 1647825 32.03% 4 _.353%
17 11.545 843 845 847 rVB 62260 51483 1.00% 0.136%
18 12.848 956 959 961 rBV 4656284 5144031 100.00% 13.588%
19 13.739 1034 1037 1045 rBvV 45319 122006 2.37% 0.322%
20 13.899 1049 1051 1054 rBV 1631439 1515074 29.45% 4.002%

21 15.305 1171 1174 1182 rVB 927406 1191690 23.17% 3.148%

Sum of corrected areas: 37857720
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031017\

BF093540.D

10 Mar 2017 23:37

SJ/MA

12198-02

22 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093540.D

Aca On : 10 Mar 2017 23:37

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

489 4.49ng 246227  1,4-Dichlorobenzene-da 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
-Hexanol . 4-methvl- 116 C7H160 000615-29-2 33
cetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

abrwNPE
NIZ>WNN

Abundance Scan 263 (4.893 min): BF093540.D (-261) (-) m/z 43.05 100.00%

43.0
59.1
5000

T
51.0 83.0 1011 4.60 4.80 5.00 5.20

..“...“...“..um...ﬁ.qlw...“...“n..“...i...“ m/z 59.10 53.85%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20
m/z 101.10 15.87%

. 101.0
S Y N o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
T
460 4.80 5.00 5.20
5000 m/z 58.00 14.94%
41.0 101.0
15.0 8107 510 69.0 830
L L o e L o o Ly e e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 460 4.80 5.00 5.20
m/z 41.10 8.44%
5000 41.0
31.0
69.0 87.0
150 |, i 98.0
..,....,....,....,....,....,....,....,....,....,....,.
m/z--> 10 20 40 50 60 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\BF031017\
Data File : BF093540.D

Aca On : 10 Mar 2017 23:37

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.52 Concentration Rank 1

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

6.52 76.39 ng 4192610 1,4-Dichlorobenzene-d4 6.74
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 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 405 (6.516 min): BF093540.D (-403) (-) m/z 132.10 100.00%
130.1
5000 68.1
200 S 550 om0 ok Gy
L m/z 68.10 42 .58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR DR LR R
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.10 33.19%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.05 27 .65%
104.0
270 510 %80 05
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.64%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031017\
Data File : BF093540.D

Acq On : 10 Mar 2017 23:37

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4.5 ng 246227 1 6.74 1097620 20.0
unknown6 .52 6.52 76.4 ng 4192610 1 6.74 1097620 20.0
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