LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090226.D
Aca On I 26 Sep 2016 17:29 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : H4949-15 -3-LOC-3-ENTRANCE
ALS Vial : 12 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 44 rVB 2436443 6693863 100.00% 20.005%
2 4 _.559 257 260 274 rVB 253663 402149 6.01% 1.202%
3 5.039 299 302 304 rBVY 1367700 1688203 25.22% 5.045%
4 6.124 395 397 400 rBY 1119394 1129986 16.88% 3.377%
5 6.239 405 407 410 rBV 2298741 2330058 34.81% 6.964%

6.479 425 428 430 rBvV 808170 851719 12.72% 2.545%
6.627 439 441 444 rBV 1872941 2339945 34.96% 6.993%
7.050 475 478 480 rBV 1932439 1999261 29.87% 5.975%
7.759 538 540 543 rBV 861463 1147548 17.14% 3.430%
8.845 632 635 638 rBVY 3255161 3590554 53.64% 10.731%

=
QO ~NO®

11 9.245 668 670 672 rBV 138291 116278 1.74% 0.348%
12 9.508 691 693 695 rBV 1567329 1438581 21.49% 4._.299%
13 10.296 759 762 764 rBV 1709040 2202819 32.91% 6.583%
14 10.971 819 821 824 rBV2 1146807 1304582 19.49% 3.899%
15 12.559 957 960 963 rBV 2791839 3742444 55.91% 11.185%

16 13.474 1036 1040 1047 rBV2 66050 87017 1.30% 0.260%
17 13.588 1047 1050 1052 rBV 1207277 1338064 19.99% 3.999%
18 14.251 1106 1108 1110 rBV 79682 69730 1.04% 0.208%

19 14.902 1162 1165 1168 rBV 762300 987560 14.75% 2.951%

Sum of corrected areas: 33460361
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\

Data File : BF090226.D

Aca On : 26 Sep 2016 17:29

Operator : UM/SJ

ﬁ?ggle i H4949-15 -3-LOC-3-ENTRANCE
ALS Vial : 12 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

Abundance TIC: BF090226.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\

Data File : BF090226.D

Aca On : 26 Sep 2016 17:29

Operator : UM/SJ

ﬁ?ggle i H4949-15 -3-LOC-3-ENTRANCE
ALS Vial : 12 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._.56 9.44 ng 402149 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 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 260 (4.559 min): BF090226.D (-257) (-) m/z 43.10 100.00%
43
59
5000
101 SRS B —
420 4.40 4.60 4.80
nA 51 Al | 8|3 | 0
S ) R R SR AN AR RRARA RARRA AN AARAN LA SALRS ARSI RARRY m/z 59.10 65.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR L UL L
420 4.40 4.60 4.80
59 m/z 101.10 25.91%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480
5000 M m/z 58.10 17.37%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R e R
43 420 4.40 4.60 4.80
m/z 41.10 8.73%
5000
101
15 58
28 L 69 84 ‘
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY A L UL L
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\

Data File : BF090226.D

Aca On : 26 Sep 2016 17:29

Operator : UM/SJ

ﬁ?ggle i H4949-15 -3-LOC-3-ENTRANCE
ALS Vial : 12 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 3

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

6.24 54.71 ng 2330060 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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 407 (6.239 min): BF090226.D (-405) (-) m/z 132.10 100.00%
32
5000 68
40 54 | 75 104 ‘ 6.00 6.20 6.40 6.60
O 28 2 o2 ||| e | W0 w5 W n/z 68.10  44.86%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN U U I
6.00 6.20 6.40 6.60
78 m/z 134.10 32.58%
31 35 ,, 5t
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
97 " 6.00 620 6.40 6.60
5000 o m/z 66.10 26.77%
52
st 44 60 78 gg 105 116
o~
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e S
132 6.00 6.20 6.40 6.60
m/z 69.10 17.32%
5000
33 44 g7 105
0 ‘ \5\:!-‘ 6\9 7‘0 7\? 86 ‘ ‘\ 115 ]
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60

8270-BF092016.M Tue Sep 27 11:03:57 2016 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092616\

Data File : BF090226.D

Acq On : 26 Sep 2016 17:29

Operator : UM/SJ

ﬁ?ggle i H4949-15 -3-LOC-3-ENTRANCE
ALS Vial : 12 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... 4.56 9.4 ng 402149 1 6.48 851719 20.0
unknown6 .24 6.24 54_.7 ng 2330060 1 6.48 851719 20.0
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