LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086093.D

Aca On : 6 Apr 2016 12:43

Operator : UM/SJ

Sample - PB89565BL

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-BF040216.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 4.921 246 248 254 rBV 67631 105832 3.38% 0.446%
2 5.344 283 285 287 rBVY 2363335 2452862 78.33% 10.336%
3 6.384 374 376 379 rBVY 1739337 2440954 77.95% 10.286%
4 6.510 385 387 390 rBVY 2607512 2353528 75.16% 9.917%
5 6.739 405 407 410 rBV 714957 663430 21.19% 2.796%

6.899 419 421 423 rBV 2222394 2116420 67.58% 8.918%
7.310 455 457 459 rBV 1670704 1576046 50.33% 6.641%
8.030 518 520 522 rBV 839127 862902 27.56% 3.636%
9.105 611 614 616 rBV 3079487 2873025 91.75% 12.106%
9.779 671 673 675 rBV 1113174 967852 30.91% 4.078%

=
QO ~NO®

11 10.568 740 742 745 rBV 1739765 1723551 55.04% 7.263%
12 11.265 801 803 805 rBvV 948316 965322 30.83% 4.068%
13 12.854 939 942 944 rBV 2229239 3131508 100.00% 13.195%
14 13.894 1031 1033 1036 rBV 870565 821195 26.22% 3.460%
15 15.300 1153 1156 1161 rBV 398657 600085 19.16% 2.529%

16 17.048 1305 1309 1321 rVB1O 9845 45363 1.45% 0.191%
17 17.471 1340 1346 1353 rBV7 7083 32012 1.02% 0.135%
Sum of corrected areas: 23731887
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086093.D

Aca On : 6 Apr 2016 12:43

Operator : UM/SJ

Sample - PB89565BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF086093.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086093.D

Aca On : 6 Apr 2016 12:43

Operator : UM/SJ

Sample - PB89565BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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.

4.92 3.19 ng 105832 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 9

Abundance Scan 248 (4.921 min): BF086093.D (-246) (-) m/z 43.10 100.00%
31
59.1
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1011 SRR RS RARANRARERY
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ot m/z 59.10 58.26%
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Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #3099: 5-Hexen-2-one L L L L L BB
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o 200 ]| 30 710 830 980
mz-> 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086093.D

Aca On : 6 Apr 2016 12:43

Operator : UM/SJ

Sample - PB89565BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.51 Concentration Rank 1

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

6.51 70.95 ng 2353530 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 387 (6.510 min): BF086093.D (-385) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 51 || oo W ioro o3 ok 6ko b
Obrrprrrrprrer i i ot b R Ot || M7z 68.10 40 26%
m/z--> 10 20 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
5000 A RSN R LR LA
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.10 32 .55%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 25.89%
104.0
ol 140 270 300 510 06.0 770 g90 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T ./}. N Rmmmane
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.69%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0"v'“l“'w'”JUh“N““W“LHVme”'ﬁ'h'w'”l“jﬁ'“'”t“l“' A RSN R LRSS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040616\
Data File : BF086093.D

Acq On : 6 Apr 2016 12:43

Operator : UM/SJ

Sample - PB89565BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4.92 3.2 ng 105832 1 6.74 663430 20.0
unknown6 .51 6.51 71.0 ng 2353530 1 6.74 663430 20.0
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