LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081559.D

Acq On : 9 Sep 2015 18:38

Operator : UM/1Z

Sample - PB85410BL

Misc :

ALS Vial : 8 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-BF090115.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 4_.376 241 244 258 rBV 443696 877451 47 .34% 5.849%
2 4.878 286 288 291 rBV 1148877 1467446 79.18% 9.782%
3 5.999 384 386 389 rBV 1202969 1427202 77.01% 9.514%
4 6.101 392 395 397 rvv 1618111 1616311 87.21% 10.774%
5 6.330 413 415 418 rBV 404937 340801 18.39% 2.272%

6.490 426 429 431 rBV 1121460 1199649 64.73% 7.997%
6.913 463 466 468 rBvV 996994 1079068 58.22% 7.193%
474656 443324 23.92% 2.955%
8.707 620 623 625 rBV 1816016 1825331 98.49% 12.167%
9.359 677 680 683 rBvV 528445 466289 25.16% 3.108%
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11 10.148 746 749 751 rBV 937933 1081088 58.33% 7.206%
12 10.822 806 808 811 rBV 593760 501720 27.07% 3.344%
13 12.411 944 947 949 rBV 1952225 1853347 100.00% 12.354%
14 13.428 1034 1036 1039 rBV 536645 474257 25.59% 3.161%
15 14.731 1148 1150 1153 rBV 298857 348491 18.80% 2.323%

Sum of corrected areas: 15001775
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081559.D

Acq On : 9 Sep 2015 18:38

Operator : UM/I1Z

Sample : PB85410BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081559.D

Acq On : 9 Sep 2015 18:38

Operator : UM/I1Z

Sample : PB85410BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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._.38 51.49 ng 877451 1,4-Dichlorobenzene-d4 6.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 244 (4.376 min): BF081559.D (-241) (-) m/z 43.10 100.00%
a3
59
5000 /\\_
101 100 450 A0 AR0 4R
4.00 4.20 4.40 4.60 4.80
S0l 8 | Tw/z 59.10  55.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRR RN SRR
4.00 4.20 4.40 4.60 4.80
m/z 101.10 13.72%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 58.10 13.68%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R R Rt
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.71%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
mz> 10 20 30 40 50 60 70 80 90 100 110 | 400 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081559.D

Acq On : 9 Sep 2015 18:38

Operator : UM/I1Z

Sample : PB85410BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown6.10 Concentration Rank 1

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

6.10 94 .85 ng 1616310 1,4-Dichlorobenzene-d4 6.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.101 min): BF081559.D (-392) (-) m/z 132.10 100.00%
132
5000 68
96 IR R L
40 54 J 5.80 6.00 6.20 6.40
Jrer [ Wsus N n/Z 68.10 44.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 AN RS UL L R
5.80 6.00 6.20 6.40
33 44 o 105 m/z 134.10 33.09%
R '“"'iq""' P" "‘IJ"%¥5I' LR AL AL S
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 580 6.00 620 640
5000 gg 116 m/z 66.10 30.98%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e s
132 5.80 6.00 6.20 6.40
m/z 69.10 18.30%
5000
92
65
105
|'2?' ?E' ?%' fd” '?z EEnN ”--1}7- L AL AL SARL AN RS LS L AR
m/z--> 20 40 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081559.D

Acq On : 9 Sep 2015 18:38

Operator : UM/1Z

Sample - PB85410BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.38 51.5 ng 877451 1 6.33 340801 20.0
unknown6.10 6.10 94.8 ng 1616310 1 6.33 340801 20.0
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