LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086930.D

Acq On : 12 May 2016 15:03

Operator : UM/SJ

Sample - PB90495BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050916_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 height area % max. total
1 1.633 3 4 12 rVB 1147929 1664446 19.57% 3.934%
2 1.747 12 14 47 rVB 3500585 8505887 100.00% 20.103%
3 4.764 276 278 285 rBvV 228671 325733 3.83% 0.770%
4 5.222 316 318 320 rBV 2985587 3250186 38.21% 7.682%
5 6.285 408 411 418 rBV 2906558 3066778 36.05% 7.248%

6.399 418 421 423 rBV 2398901 3207462 37.71% 7.581%
6.616 438 440 443 rBV 1011023 1037096 12.19% 2.451%
2807706 2525589 29.69% 5.969%
7.187 488 490 493 rBV 1592399 2078352 24.43% 4.912%
7.908 550 553 555 rBV 1497214 1402746 16.49% 3.315%

=
QOO ~NO®

()]

\l

\l

()]

N

a1

=

N

)]

N

N

a1

()]

=

os]

<

11 8.982 644 647 650 rBV 2601156 3514236 41.32% 8.306%
12 9.656 703 706 708 rBV 1667884 1582320 18.60% 3.740%
13 10.445 772 775 777 rBV 2271982 2302770 27.07% 5.442%
14 11.131 833 835 838 rBV 1748753 1596494 18.77% 3.773%
15 12.719 971 974 976 rBV 3847487 3721726 43.75% 8.796%

16 13.760 1062 1065 1067 rBV 1467873 1437964 16.91% 3.399%
17 15.120 1181 1184 1187 rBV 917892 1091439 12.83% 2.580%

Sum of corrected areas: 42311224
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086930.D

Acq On : 12 May 2016 15:03

Operator : UM/SJ

Sample - PB90495BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086930.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086930.D

Acq On : 12 May 2016 15:03

Operator : UM/SJ

Sample - PB90495BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.76 6.28 ng 325733 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 278 (4.764 min): BF086930.D (-276) (-) m/z 43.10 100.00%
43
5000 59
101 440 460 480 500
Ol S Bl 8 L m/z 59.10 46.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR AR LN AR
59 440 460 480 500
m/z 58.10 12.77%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 m/z 101.10 12.17%
58
L 27 g7 72 100
S U UL I SULILIL UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide R B e m e o
43 4.40 4.60 4.80 5.00
m/z 41.05 8.61%
5000 59
73
101
0 28 37 ||| 51 67 79 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086930.D

Acq On : 12 May 2016 15:03

Operator : UM/SJ

Sample - PB90495BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.40 Concentration Rank 2

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

6.40 61.85 ng 3207460 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 421 (6.399 min): BF086930.D (-418) (-) m/z 132.10 100.00%
5000 68
40 .54 | 75 ¥ ‘ 6.00 620 640 6.60 6.80
48 62 104 : : : : :
o S 1 Y ::.'.|,....,..5.‘?,....,....,.1.1.5.,....,-'...,.. m/z 68.10 39.16%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.10 34 .18%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60 6.80
5000 m/z 66.05 26 .83%
33 44 g7 105
51 60 70 78 g 115
O R e i T e T o e o e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.91%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8IO 9'0 100 110 12'0 130 140 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086930.D

Acq On : 12 May 2016 15:03

Operator : UM/SJ

Sample - PB90495BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.76 6.3 ng 325733 1 6.62 1037100 20.0
unknown6 .40 6.40 61.9 ng 3207460 1 6.62 1037100 20.0
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