LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078168.D

Aca On : 1 Apr 2015 22:55

Operator : TP/1Z

Sample : PB82441BL

Misc :

ALS Vial : 15 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-BF040115.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 1.196 24 27 29 rBv 256366 289812 20.74% 3.022%
2 1.298 32 36 39 rvB 22231 50028 3.58% 0.522%
3 1.710 70 72 82 rvB 14951 27433 1.96% 0.286%
4 4.739 336 337 344 rBV 63420 98048 7.02% 1.022%
5 5.299 383 386 396 rBV 776316 863109 61.75% 8.999%

6.602 498 500 503 rBvV 900498 834678 59.72% 8.702%
6.728 509 511 514 rBV 884498 900586 64.44% 9.389%
218258 230612 16.50% 2.404%
7.208 550 553 555 rBvV 517331 722623 51.70% 7.534%
7.710 595 597 600 rBvV 499930 509791 36.47% 5.315%
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11 8.591 672 674 677 rBV 337536 314518 22.50% 3.279%
12 9.939 790 792 795 rBV 1217427 1166307 83.45% 12.160%
13 10.762 861 864 866 rBvV 343070 364125 26.05% 3.796%
14 11.734 947 949 952 rBV 597275 608617 43.55% 6.345%
15 12.591 1022 1024 1027 rBV 427678 395785 28.32% 4.126%

16 14.591 1196 1199 1201 rBV 1157598 1397656 100.00% 14.572%
17 15.860 1307 1310 1313 rBV 408139 416566 29.80% 4.343%
18 17.540 1455 1457 1460 rBV 298997 401298 28.71% 4.184%

Sum of corrected areas: 9591592
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078168.D

Aca On : 1 Apr 2015 22:55

Operator : TP/1Z

Sample : PB82441BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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: BF078168.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078168.D

Aca On : 1 Apr 2015 22:55

Operator : TP/1Z

Sample : PB82441BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 8.50 ng 98048 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 337 (4.739 min): BF078168.D (-336) (-) m/z 43.10 100.00%
43
59
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101 IR AREE SRS S SRR
| 83 | 4.40 4.60 4.80 5.00
o) 1 SOY | RS S m/z 59.10 55.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I I L
59 440 460 480 500
m/z 101.10 17.49%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.40 460 480 500
5000 m/z 58.10 17.05%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— LI L B L B L
43 440 4.60 4.80 5.00
m/z 41.10 8.93%
5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078168.D

Aca On : 1 Apr 2015 22:55

Operator : TP/1Z

Sample : PB82441BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 5 unknown6.73 Concentration Rank 1

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

6.73 78.10 ng 900586 1,4-Dichlorobenzene-d4 7.01
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 511 (6.728 min): BF078168.D (-509) (-) m/z 132.00 100.00%
132
5000 68
96 AR SRR AR
40 5y 28 06 6.40 6.60 6.80 7.00
01 e B m/z 68.10 42 .36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR SEE NARRE
6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.04%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 26.97%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! N R RERESmEEns
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.20%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SN A Y A SN
m/z--> 20 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\BF040115\
Data File : BF078168.D

Acq On 1 Apr 2015 22:55

Operator : TP/1Z

Sample : PB82441BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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... 4.74 8.5 ng 98048 1 7.01 230612 20.0
unknown6.73 6.73 78.1 ng 900586 1 7.01 230612 20.0
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