LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081431.D

Acq On : 4 Sep 2015 21:25

Operator : UM/1Z

Sample - PB85409BL

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-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

4.410 244 247 259 rBV 515487 846877 47.39%% 5.550%
4.913 288 291 303 rBV 1536632 1579684 88.40% 10.352%
rBv 1230809 1508065 84.39% 9.883%
6.124 395 397 399 rBV 1813198 1559541 87.27% 10.220%
6.353 415 417 420 rBvV 464631 437398 24.48% 2.866%
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6.513 428 431 433 rBV 1409493 1229589 68.81% 8.058%
6.936 465 468 470 rBV 1045999 1114630 62.37% 7.304%
7.644 527 530 533 rBvV 651605 578241 32.36% 3.789%
8.730 622 625 627 rBV 1917773 1787038 100.00% 11.711%
9.382 680 682 685 rBvV 596632 594957 33.29% 3.899%

=
QO ~NO®

11 10.170 748 751 753 rBV 960883 985708 55.16% 6.460%
12 10.845 808 810 813 rBV2 549797 612004 34.25% 4.011%
13 12.434 946 949 952 rBV 1659142 1570991 87.91% 10.295%
14 13.451 1036 1038 1041 rBV 433205 509038 28.49% 3.336%
15 14.765 1150 1153 1155 rBV 306607 345781 19.35% 2.266%

Sum of corrected areas: 15259542
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Inte

Z:\HPCHEM1I\BNA_F\DATA\BF090415\
BF081431.D

4 Sep 2015 21:25

umziz

PB85409BL

14 Sample Multiplier: 1

grated Chromatogram

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

CALIBRATION

Abundance

1500000
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500000

4.41

TIC: BF081431.D
6.12

4.91
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0

73

10.17
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TIC: BF081431.D

12.43
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1500000
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TIC: BF081431.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081431.D

Acq On : 4 Sep 2015 21:25

Operator : UM/I1Z

Sample - PB85409BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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.

4.41 38.72 ng 846877 1,4-Dichlorobenzene-d4 6.35
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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 247 (4.410 min): BF081431.D (-244) (-) m/z 43.10 100.00%
a3
59
5000
101 AEDESARBARARBE RSN NN
4.00 4.20 4.40 4.60 4.80
O Sl S8 8 | w/z 59.10  58.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 INSEDENREBL AR S
4.00 4.20 4.40 4.60 4.80
m/z 58.10 15.12%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 101.10 14 .38%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Rmma B
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 9.48%
5000 41
31
| T
0% '|'%§'| "‘Ml' "Jilh "|??Hki UL SRR R "|"'9?|"" N INSEDENREBL AR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081431.D

Acq On : 4 Sep 2015 21:25

Operator : UM/I1Z

Sample - PB85409BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 unknown6.12 Concentration Rank 1

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

6.12 71.31 ng 1559540 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 397 (6.124 min): BF081431.D (-395) (-) m/z 132.10 100.00%
132
5000 o8
96 U R LR R
40 47 5 6 | B | 104 5.80 6.00 6.20 6.40
b e SR i - 8 e et en . M/Z 68.10  51.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SRR SRS AR RN
5.80 6.00 6.20 6.40
78 m/z 66.10 34.32%
31 a4 51
0'P'”I”J“'”'P'”I”'H““'P'”I”'W'“'P'”I“'W‘”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 134.10 33.36%
33 44 g7 105
51 60 70 78 g 115
O R e o e A m e AR
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE ——— ey
132 5.80 6.00 6.20 6.40
m/z 69.10 20.49%
5000
92
65
0 27 3\9 ﬁ:‘l-‘ 58 i “ 7Z | 135 117
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 580 600 620 640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081431.D

Acq On : 4 Sep 2015 21:25

Operator : UM/1Z

Sample - PB85409BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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... 4.41 38.7 ng 846877 1 6.35 437398 20.0
unknown6 .12 6.12 71.3 ng 1559540 1 6.35 437398 20.0
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