LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090220.D

Aca On : 26 Sep 2016 14:46

Operator : UM/SJ

Sample - PB93609BL

Misc :

ALS Vial : 6 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-BF092016.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 1.655 4 6 63 rvB 2496505 8183187 100.00% 23.593%
2 4_.570 258 261 273 rVB 345919 536399 6.55% 1.547%
3 5.050 300 303 305 rBVY 1989297 2697341 32.96% 7.777%
4 6.136 395 398 400 rBVY 2423121 2559978 31.28% 7.381%
5 6.239 405 407 410 rBVY 2070792 2634645 32.20% 7 .596%

6.479 426 428 430 rBvV 703823 693351 8.47% 1.999%
6.627 439 441 444 rBV 1629769 2221506 27.15% 6.405%
7.050 475 478 480 rBV 1676934 1772213 21.66% 5.110%
7.759 538 540 543 rBV 700794 938127 11.46% 2.705%
8.845 632 635 638 rBVY 3032154 3141845 38.39% 9.058%

=
QO ~NO®

11 9.508 690 693 695 rBV 1364638 1227064 14.99% 3.538%
12 10.296 759 762 764 rBV 1567430 2027813 24.78% 5.846%
13 10.971 819 821 824 rBV 990927 1106625 13.52% 3.191%
14 12.559 957 960 963 rBV 2659362 3072963 37.55% 8.860%
15 13.588 1047 1050 1052 rBV 992114 1066146 13.03% 3.074%

16 14.903 1163 1165 1168 rBV 648171 805129 9.84% 2.321%

Sum of corrected areas: 34684332
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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:\HPCHEM1I\BNA F\DATA\BF092616\
BF090220.D

26 Sep 2016 14:46

UM/SJ

PB93609BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090220.D

Aca On : 26 Sep 2016 14:46

Operator : UM/SJ

Sample - PB93609BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4_.57 15.47 ng 536399 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 Acetone 58 C3H60 000067-64-1 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 261 (4.570 min): BF090220.D (-258) (-) m/z 43.05 100.00%
43
59
5000
101 S S
420 440 460 480 500
83
b 2L e Tm/z 59.10  65.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SR RN
420 4.40 4.60 4.80 5.00
59 m/z 101.10 23.93%
0 21 37 53 ‘ 67 778 o ‘U
miz--> A S N R AT
Abundance
43
420 4.40 4.60 4.80 5.00
5000 m/z 58.10 17.17%
101
15 97 71
0 33 49 56 62 77 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #213: Acetone T .
43 420 440 460 480 500
m/z 41.10 8.42%
5000
58
el G
0 ”'I'””I"H”""J"'I”"I"”I"'W""P"'I'”'I' AR U AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090220.D

Aca On : 26 Sep 2016 14:46

Operator : UM/SJ

Sample - PB93609BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.24 Concentration Rank 2

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

6.24 76.00 ng 2634650 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 407 (6.239 min): BF090220.D (-405) (-) m/z 132.10 100.00%
5000 68
96 RSN S U L
40 54 - | 106 6.00 6.20 6.40 6.60
0 AN N A | NN m/z 68.10 45.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN RS UL L
6.00 6.20 6.40 6.60
2 51 m/z 134.10 32.07%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 600 620 640 6.60
5000 gg 116 m/z 66.10 27.19%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl- A B N mmmmet o
132 6.00 6.20 6.40 6.60
m/z 69.10 17.61%
5000
15 28 39 52 %3 77 00 104, |
e A A T ST Aa0Y A AT SRRy 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092616\
Data File : BF090220.D

Acq On : 26 Sep 2016 14:46

Operator : UM/SJ

Sample - PB93609BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4_57 15.5 ng 536399 1 6.48 693351 20.0
unknown6 .24 6.24 76.0 ng 2634650 1 6.48 693351 20.0
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