LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094312.D

Aca On : 10 Apr 2017 15:43

Operator : SJ/MA

Sample : PB98147BL

Misc :

ALS Vial : 11 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-BF032217.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

3.987 352 357 369 rBvV 947870 1232885 24.63% 3.163%
4.404 423 428 431 rBV 3961975 3986048 79.64% 10.228%
rBv 94258 83845 1.68% 0.215%
5.481 604 611 614 rBV 3248226 4106327 82.04% 10.536%
5.598 625 631 634 rBVY 3823954 4192584 83.77% 10.758%
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5.840 667 672 675 rBV 947666 925404 18.49% 2.374%
6.016 697 702 706 rBV 3140181 3369105 67.31% 8.645%
6.487 775 782 786 rBV 2074662 2739377 54.73% 7.029%
7.339 921 927 931 rBV 1252874 1258947 25.15% 3.230%
8.663 1145 1152 1156 rBV 3858076 5005065 100.00% 12.842%

=
QO ~NO®

11 9.481 1284 1291 1295 rBV 1282754 1388279 27.74% 3.562%
12 10.463 1449 1458 1461 rBV 2170409 2743988 54.82% 7.041%
13 11.304 1594 1601 1604 rBV 1334599 1344224 26.86% 3.449%
14 13.286 1930 1938 1941 rBV2 3620647 4573807 91.38% 11.736%
15 14.551 2148 2153 2157 rBV 1160095 1188914 23.75% 3.051%

16 16.180 2425 2430 2437 rBV 732822 834433 16.67% 2.141%

Sum of corrected areas: 38973232
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094312.D

Aca On : 10 Apr 2017 15:43

Operator : SJ/MA

Sample : PB98147BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094312.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094312.D

Aca On : 10 Apr 2017 15:43

Operator : SJ/MA

Sample : PB98147BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

3.99 26.65 ng 1232890 1,4-Dichlorobenzene-d4 5.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 358 (3.993 min): BF094312.D (-352) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 I B
3.60 3.80 4.00 4.20 4.40
83.1
o...,....,....,....,':...,..:.|,...7.,1.9..,....,....,....,....,....,....,...., m/z 59.10 61.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LN L R R
3.60 3.80 4.00 4.20 4.40
59.0 1010 m/z 101.10 23.69%
. 220 | 7.0 830 10
miz> 10 20 30 40 50 60 70 80 90 100 110 130 130 140
Abundance
59.0
360 3.80 4.00 4.20 4.40
5000 410 m/z 58.10 15.69%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A R
43.0 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.05%
5000 1010
28.0 59.0
84.0
”'ﬁ?QPJ$L'Nwl”PJ”M'”P'“I””I”'W”'W'”W'”W'”W'“'I A SRR AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041017\
Data File : BF094312.D

Aca On : 10 Apr 2017 15:43

Operator : SJ/MA

Sample : PB98147BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.60 Concentration Rank 1

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

5.60 90.61 ng 4192580 1,4-Dichlorobenzene-d4 5.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 631 (5.598 min): BF094312.D (-625) (-) m/z 132.00 100.00%
132.0
5000 68.1
096.1 [rrrrprrrTy T T T T T T
40.1 540 J 520 540 560 5.80 6.00
0 ...-'.,:|-.|.'.8,1-9..!,'!.1.1“?-?..~.,....,....,.... m/z 68.10 38.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " P TTY
410 o . m/z 134.00  33.25%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
B0 520 540 550 580 600
5000 m/z 66.10 23 .55%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180 /
Abundance #48639: Tranylcypromine-propiony! R RS e e e
57.0 132.0 5.20 5.40 560 5.80 6.00
240 m/z 69.10 15.19%
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R A RAEEE BRI S
m/z--> 40 60 80 100 120 140 160 180 520 540 560 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041017\
Data File : BF094312.D

Acq On : 10 Apr 2017 15:43

Operator : SJ/MA

Sample - PB98147BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 3.99 26.6 ng 1232890 1 5.84 925404 20.0
unknown5 .60 5.60 90.6 ng 4192580 1 5.84 925404 20.0
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