LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122017\
Data File : BF101562.D

Acq On : 20 Dec 2017 12:47

Operator : SJ/JU

Sample : PB105158BL

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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 3.528 239 245 254 rBV2 25002 58600 1.42% 0.171%
2 4.416 393 396 406 rBvY 34288 68038 1.65% 0.198%
3 5.028 496 500 514 rBVY 390750 662621 16.11% 1.929%
4 5.422 563 567 595 rBV 3234950 3849843 93.61% 11.206%
5 6.439 735 740 758 rBV 3135032 3738711 90.91% 10.882%

6.569 758 762 765 rBV 3492688 3491048 84.89% 10.161%
6.792 797 800 808 rBvV 975061 891572 21.68% 2.595%
6.951 822 827 844 rBV 2673503 2926387 71.16% 8.518%
2277409 2524997 61.40% 7.349%
8.075 1014 1018 1031 rBV 1172973 1194383 29.04% 3.476%
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11 9.151 1195 1201 1204 rBV 3822656 4112426 100.00% 11.970%
12 9.780 1302 1308 1312 rBV 26555 47056 1.14% 0.137%
13 9.833 1312 1317 1327 rVB 1224824 1295335 31.50% 3.770%
14 10.627 1447 1452 1474 rVB 2317117 2391093 58.14% 6.960%
15 11.322 1566 1570 1579 rBV 1470779 1347611 32.77% 3.922%

16 12.910 1835 1840 1843 rBV 3682762 3839817 93.37% 11.177%
17 13.968 2016 2020 2029 rBV 1153163 1094922 26.62% 3.187%

18 14.780 2154 2158 2163 rVB 53110 57319 1.39% 0.167%
19 15.433 2264 2269 2278 rVB 563566 764356 18.59% 2.225%

Sum of corrected areas: 34356135
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF122017\

BF101562.D

20 Dec 2017 12:47

SJ/Ju

PB105158BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122017\
Data File : BF101562.D

Acq On : 20 Dec 2017 12:47

Operator : SJ/JU

Sample : PB105158BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.03 14.86 ng 662621 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.028 min): BF101562.D (-496) (-) m/z 43.00 100.00%
a3
59
5000
ot 460 480 500 520 540
o...,....,....,....','::..?.1.~:!,...‘??....,?.3..,...:,|....,....,....,....,...., m/z 59.00 55.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20 5.40
m/z 101.00 18.17%
15 31 101
0 ‘ Tl Ly 51 . 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 41 m/z 58.00 15.12%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R REARE EE s s
59 460 4.80 5.00 5.20 5.40
m/z 41.05 8.43%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122017\
Data File : BF101562.D

Acq On : 20 Dec 2017 12:47

Operator : SJ/JU

Sample : PB105158BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.57 Concentration Rank 1

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

6.57 78.31 ng 3491050 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF101562.D (-758) (-) m/z 131.95 100.00%
5000 68
40 % 620 640 660 6.80 7.00
54 : . : : :
o [ e L Weus | m/z 68.05 40.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR LA N
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.53%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 6.80 7.00
5000 gg 116 m/z 66.00 26.18%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 n
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e e LR
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.05 16.41%
5000 0
31 52
oLl 61| 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122017\
Data File : BF101562.D

Acq On : 20 Dec 2017 12:47

Operator : SJ/JU

Sample : PB105158BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 14.9 ng 662621 1 6.79 891572 20.0
unknown6 .57 6.57 78.3 ng 3491050 1 6.79 891572 20.0
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