LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082078.D

Aca On : 6 Oct 2015 12:04

Operator : UM/I1Z

Sample : PB85739BL

Misc :

ALS Vial : 3 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-BF092815.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 5.074 254 257 263 rBV 607835 877458 33.54% 4_.715%
2 5.486 290 293 295 rBVY 1696307 1751952 66.97% 9.415%
3 6.515 380 383 385 rBVY 1665821 1649305 63.05% 8.863%
4 6.652 392 395 397 rBVY 1862173 1900243 72.64% 10.212%
5 6.880 413 415 418 rBV 486445 431263 16.49% 2.318%

7.040 426 429 431 rBV 1592037 1510688 57.75% 8.118%
7.452 462 465 467 rBV 1032571 1079401 41.26% 5.801%
8.172 525 528 530 rBvV 552389 548430 20.97% 2.947%
9.246 619 622 624 rBV 2339408 2158643 82.52% 11.600%
9.921 679 681 684 rBvV 565218 646111 24.70% 3.472%

=
QO ~NO®

11 10.721 748 751 753 rBV 1168313 1392154 53.22% 7.481%
12 11.418 809 812 814 rBV 524981 651070 24.89% 3.499%
13 13.007 948 951 953 rBV 2409009 2615901 100.00% 14.058%
14 14.058 1040 1043 1045 rBvV 684152 730625 27.93% 3.926%
15 15.510 1167 1170 1179 rBV 478074 664972 25.42% 3.574%

Sum of corrected areas: 18608216
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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\BF100615\
BF082078.D
6 Oct 2015 12:04
umziz
PB85739BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092815.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\BF100615\
Data File : BF082078.D

Aca On : 6 Oct 2015 12:04

Operator : UM/I1Z

Sample : PB85739BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.07 40.69 ng 877458 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 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 257 (5.074 min): BF082078.D (-254) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 R U L LR U
| 83.1 | 4.80 5.00 520 5.40
o} T 1 AN S s NS m/z 59.10 65.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L R L UL
59.0 480 500 520 5.40
m/z 101.10 22 .50%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 16.76%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #208: Acetone R B R mE L D L
43.0 480 5.00 5.20 5.40
m/z 41.10 9.12%
5000
58.0
150 574
0“'wﬂw'mﬁ““Wh“l““V'HVH'V“W'“W“'W““l““v'“w'“l R U L R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082078.D

Aca On : 6 Oct 2015 12:04

Operator : UM/I1Z

Sample : PB85739BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 88.12 ng 1900240 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.652 min): BF082078.D (-392) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 PSSP SRR SRR
40.1 54.1 J 6.40 6.60 6.80 7.00
0 ...-'.,:|-.|.'.8,1-9..!,'.'.1.1“?-?..~.,....,....,.... m/z 68.10 35.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IR S RS L
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.72%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" '6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.72%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .22%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100615\
Data File : BF082078.D

Acq On : 6 Oct 2015 12:04

Operator : UM/1Z

Sample : PB85739BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.07 40.7 ng 877458 1 6.88 431263 20.0
unknown6 .65 6.65 88.1 ng 1900240 1 6.88 431263 20.0
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