LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080284.D

Acq On 1 Jul 2015 22:07

Operator : TP/UM

Sample - PB84302BL

Misc :

ALS Vial : 14 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:\HPCHEM1\BNA_F\METHODS\8270-BF070115.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 5.476 207 209 212 rBV 388967 354321 29.86%  4.305%
2 5.876 242 244 246 rBV 613276 513766 43.29% 6.243%
3 6.870 329 331 333 rBY 678601 541404 45.62% 6.579%
4 7.030 343 345 347 rBV 695920 554476 46.73% 6.737%
5 7.270 364 366 368 rBB 285314 284351 23.96% 3.455%

7.419 377 379 382 rBV 437060 599192 50.49% 7.281%
7.819 412 414 417 rBV 541183 459981 38.76% 5.589%
8.550 476 478 481 rBV 283841 381000 32.11% 4.629%
711824 925202 77.97% 11.242%
10.322 631 633 636 rVvB 544663 492116 41.47% 5.980%
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11 11.111 700 702 705 rBvV2 327236 366891 30.92% 4.458%
12 11.831 762 765 767 rBV 396810 529470 44.62% 6.434%
13 13.499 908 911 913 rBV 1204536 1186671 100.00% 14.419%
14 14.745 1017 1020 1022 rBV 466791 546564 46.06% 6.641%
15 16.562 1176 1179 1183 rBV 320449 478524 40.32% 5.815%

16 18.368 1333 1337 1343 rBV2 5434 15903 1.34% 0.193%

Sum of corrected areas: 8229832
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080284.D

Acq On 1 Jul 2015 22:07

Operator : TP/UM

Sample - PB84302BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080284.D

Acq On 1 Jul 2015 22:07

Operator : TP/UM

Sample - PB84302BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.48 24.92 ng 354321 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 209 (5.476 min): BF080284.D (-207) (-) m/z 43.10 100.00%
a3
59
5000
1o 520 540 560 580
O Sl S8 E | 7 89 10 55.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 520 540 560 580
m/z 101.10 17.40%
15 31 101
o \ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 540 560 580
5000 31 43 73 m/z 58.10 14.79%
o 25 37 53 67 84 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- N iR ma may A
59 5.20 5.40 5.60 5.80
m/z 41.10 8.74%
5000 41
31
| [
0 "'l'}é'|'"M|""“lt"|?%lki""i""|""|' '??I""I' RN U L U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080284.D

Acq On 1 Jul 2015 22:07

Operator : TP/UM

Sample - PB84302BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.03 Concentration Rank 2

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

7.03 39.00 ng 554476 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 345 (7.030 min): BF080284.D (-343) (-) m/z 132.10 100.00%
5000 68
96 IR N N
47 54 o1 | |7 B g 104 6.60 6.80 7.00 7.20 7.40
0 ..,....,....,....,".'..:,:! S NN TR N m/z 68.10 42.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A LA UL UL A
6.60 6.80 7.00 7.20 7.40
3 4, 51 78 m/z 134.10 32.41%
O"P'“P'“J“JMJ'WM“'P“lP'”I““I“'W'“W'”'P'“I““ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 26.37%
104
ol 14 27 37 4451 g 6 77 g9 o 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 16.34%
117
5000
29 91
51 65
S W A YN Sl N B SO | B0 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070115\
Data File : BF080284.D

Acq On 1 Jul 2015 22:07

Operator : TP/UM

Sample - PB84302BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.M
Quant Title : 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... 5.48 24 .9 ng 354321 1 7.27 284351 20.0
unknown7 .03 7.03 39.0 ng 554476 1 7.27 284351 20.0
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