LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084097.D

Aca On : 24 Dec 2015 23:49

Operator : UM/SJ

Sample : PB87558BL

Misc :

ALS Vial : 23 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-BF122415.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

4.979 251 253 263 rBB 151190 221037 13.34% 1.866%
5.424 290 292 294 rBV 949345 1154502 69.67% 9.748%
rBvV 1208946 1198336 72.32% 10.118%
6.567 390 392 395 rBV 1137704 1149962 69.40% 9.709%
6.796 410 412 415 rBvV 337807 282595 17.05% 2.386%
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6.956 424 426 428 rBV 1074618 1039104 62.71% 8.773%
7.367 459 462 464 rBvV 564825 746197 45.03% 6.300%
8.076 522 524 527 rBV 267522 357806 21.59% 3.021%
9.162 616 619 621 rBV 1708709 1656984 100.00% 13.990%
9.836 676 678 680 rBvV 430142 423004 25.53% 3.571%

=
QO ~NO®

11 10.625 744 747 749 rBV 980663 963089 58.12% 8.131%
12 11.322 806 808 810 rBV 367101 426248 25.72% 3.599%
13 12.899 944 946 949 rBV 1617939 1552146 93.67% 13.105%
14 13.951 1036 1038 1041 rBV 390366 400627 24.18% 3.383%
15 15.368 1160 1162 1169 rBV 171714 272309 16.43% 2.299%

Sum of corrected areas: 11843946
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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:\HPCHEMI\BNA F\DATA\BF122415\

BF084097.D

24 Dec 2015 23:49

UM/SsJ

PB87558BL

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084097.D

Aca On : 24 Dec 2015 23:49

Operator : UM/SJ

Sample - PB87558BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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.

4.98 15.64 ng 221037 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (4.979 min): BF084097.D (-251) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 S S
| 83.0 4.60 4.80 5.00 5.20 5.40
o Y 1 | SN NN m/z 59.10 69.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RS U LR I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 26.86%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520 540
0
5000 1010 m/z 58.10 16.23%
28.0 59.0
70.0 84.0
15.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine i ma )
43.0 59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.41%
5000 18.0
28.0
0"'I”lhI”'m“”"H”"I”"i'”'l'”'l'”'l'”'I'”'I' RS S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF122415\
Data File : BF084097.D

Aca On : 24 Dec 2015 23:49

Operator : UM/SJ

Sample - PB87558BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown6.57 Concentration Rank 1

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

6.57 81.39 ng 1149960 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 392 (6.567 min): BF084097.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 ‘ sed 620 640 6.60 6.80 7.00
54.1 . . . . .
o....,...:ll!...,:...,.:.n.',...E?,l....,..I.,%??.l,l.l.?.l,...., | [m/z 68.10 42.59%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR L R
620 640 6.60 6.80 7.00
310 510 m/z 134.00 31.90%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 28.58%
63.0 81.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R L.
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.64%
5000
33.0 44.0 0.0 105.0
0'"'Iﬁ"l'l"ﬁ"éﬁ?"'l'”qqp'”I"ﬂ'l'ihl%%qgl'”'l T SRS L SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF122415.M Mon Dec 28 17:36:28 2015 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122415\
Data File : BF084097.D

Acq On : 24 Dec 2015 23:49

Operator : UM/SJ

Sample - PB87558BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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... 4.98 15.6 ng 221037 1 6.80 282595 20.0
unknown6 .57 6.57 81.4 ng 1149960 1 6.80 282595 20.0
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