LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081085.D

Acq On : 19 Aug 2015 17:14

Operator : UM/1Z

Sample : PB85071BL

Misc :

ALS Vial : 4 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-BF081715_.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

4.687 243 245 252 rBV 125431 138382 21.97% 2.802%
5.144 283 285 288 rBV 198260 208407 33.08% 4._.220%
rBv 241000 216180 34.32% 4_.378%
6.344 388 390 393 rBV 265095 217802 34.58% 4.411%
6.584 409 411 413 rBV 508602 414947 65.87% 8.403%
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6.744 422 425 427 rBV 126160 152918 24.28% 3.097%
7.144 459 460 463 rBvV 92011 123224 19.56% 2.495%
7.876 521 524 526 rBV 561787 545188 86.55% 11.040%
8.950 616 618 620 rBvV 297875 240021 38.10% 4 _.860%
9.613 674 676 679 rBvV 495849 558340 88.63% 11.306%
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11 10.390 742 744 747 rBB2 99949 120531 19.13% 2.441%
12 11.088 802 805 807 rBvV 735340 621460 98.65% 12.585%
13 12.665 941 943 946 rBB 273539 231923 36.82% 4._.696%
14 13.705 1031 1034 1036 rBV 645253 629937 100.00% 12.756%
15 15.042 1148 1151 1154 rBV 431761 503798 79.98% 10.202%

16 15.877 1222 1224 1230 rBV4 3024 7534 1.20% 0.153%
17 16.620 1285 1289 1293 rBV4 1703 7659 1.22% 0.155%
Sum of corrected areas: 4938251
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF081915\

BF081085.D

19 Aug 2015 17:14

umsiz

PB85071BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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\BF081915\
Data File : BF081085.D

Acq On 19 Aug 2015 17:14

Operator : UM/I1Z

Sample : PB85071BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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.

4.69 6.67 ng 138382 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 245 (4.687 min): BF081085.D (-243) (-) m/z 43.10 100.00%
43
59
5000
6 | o i 440 460 480 500
ot e m/z 59.10 55.57%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IBESRRE SE UE L
4.40 4.60 4.80 5.00
59 m/z 58.10 15.23%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500
5000 41 m/z 101.10 14 .09%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- E E EEmmem s R D
59 4.40 4.60 4.80 5.00
m/z 41.10 8.39%
5000
a1 101
0"I'%§'I"””ﬁ%"“JJ'M'I?%lui"'éﬁ'"'Ig?"l""l""l' AR RS LA AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081085.D

Acq On 19 Aug 2015 17:14

Operator : UM/I1Z

Sample : PB85071BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
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 unknown6.34 Concentration Rank 1

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

6.34 10.50 ng 217802 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 390 (6.344 min): BF081085.D (-388) (-) m/z 132.10 100.00%
5000
'6.00 6.20 640 660
o} m/z 68.10 51.82%
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 ISR SR AR
6.00 6.20 6.40 6.60
3 4, 51 78 m/z 66.10 34.08%
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 640 6.60
5000 97 m/z 134.00 31.09%
70
31
. 4451 60 | 77 gg 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 6.00 6.20 6.40 6.60
m/z 69.10 19.67%
5000
ol 15 28 3 52 6 77 90 104
mz> 10 % % 40 % 6 70 8 % 100 10 130 130 140 '6.00 6.20 640 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081915\
Data File : BF081085.D

Acq On : 19 Aug 2015 17:14

Operator : UM/1Z

Sample : PB85071BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.69 6.7 ng 138382 1 6.58 414947 20.0
unknown6 .34 6.34 10.5 ng 217802 1 6.58 414947 20.0
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