LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110715\
Data File : BF082773.D

Aca On : 6 Nov 2015 20:56

Operator : UM/I1Z

Sample - PB86432BL

Misc :

ALS Vial : 13 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-BF110715.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 2.155 4 6 16 rvB2 108781 234038 3.54% 0.412%
2 5.036 255 258 267 rBVY 1879902 2914727 44.03% 5.136%
3 5.458 292 295 297 rBVY 5364955 5476784 82.73% 9.651%
4 6.476 381 384 387 rBVY 4012787 5440877 82.19% 9.588%
5 6.613 393 396 399 rBVY 4805851 5227599 78.97% 9.212%

6.841 414 416 419 rBV 1027171 1405701 21.23% 2_.477%
7.001 428 430 433 rBV 3816922 4134272 62.45% 7.285%
7.413 462 466 468 rBV 3279991 4365795 65.95% 7.693%
8.133 526 529 531 rBV 1915643 1822398 27.53% 3.211%
9.207 620 623 626 rBV 4153701 6404762 96.75% 11.286%

=
QO ~NO®

11 9.882 679 682 685 rBVY 1567731 2084966 31.50% 3.674%
12 10.670 748 751 754 rBV 3503849 4020259 60.73% 7.084%
13 11.368 809 812 814 rBV 2713600 2333350 35.25% 4.112%
14 12.956 948 951 954 rBV 5613412 6619886 100.00% 11.665%
15 13.996 1040 1042 1045 rBV 1975916 2572030 38.85% 4_.532%

16 15.437 1165 1168 1171 rBV 1337354 1690687 25.54% 2.979%

Sum of corrected areas: 56748131
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082773.D

Aca On : 6 Nov 2015 20:56

Operator : UM/I1Z

Sample - PB86432BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082773.D

Aca On : 6 Nov 2015 20:56

Operator : UM/I1Z

Sample - PB86432BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Propane, 1,1-dimethoxy- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
216 3.33ng 234038 1,4-Dichlorobenzene-da 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9

3 Aminoacetaldehvde dimethvl acetal 105 C4H11NO2 022483-09-6 9

4 1-Propene-1-thiol 74 C3H6S 000925-89-3 4
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 4
Abundance Scan 6 (2.155 min): BF082773.D (-4) (-) m/z 75.10 100.00%

75
5000 45 j\
39‘ 57 a3 220 2.30 2.40 2.50 2.60
O e L I o e o m/z 73.10 68.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
29
5000 45 L B B
2.20 2.30 2.40 2.50 2.60
m/z 45.10 44 .06%
39
‘M | ST eo || 87 103
0..,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,”..,”..,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
e ——
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.10 28.55%
45
29
39 Y 101
O R o e L e B i e O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4808: Aminoacetaldehyde dimethyl acetal A e AT
75 220 2.30 2.40 2.50 2.60
m/z 47.05 22 .94%
5000
30 47
ol 1B u‘\ 4¥ | i .88 106
.w...w...w...w...w...w...w...w...w...w...w.. R R e
m/z--> 10 20 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082773.D

Aca On : 6 Nov 2015 20:56

Operator : UM/I1Z

Sample - PB86432BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 41_47 ng 2914730 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 258 (5.036 min): BF082773.D (-255) (-) m/z 43.10 100.00%
43
59
5000
10 480 500 520 540
0...,....,....,...3?','::..,.53.'!.,...??...7?,?'3...,...:,|....,. m/z 59.10 60.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L AL I I
59 480 500 520 5.40
m/z 101.10 19.45%
o 25 3 37 | 83 o3 %
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.82%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R m e A mmma o
50 4.80 5.00 5.20 5.40
m/z 41.10 8.95%
5000
41
0 |""|"'H““""lﬁ”"l??”*i ""I??"I' ?p'l""lt"'l' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082773.D

Aca On : 6 Nov 2015 20:56

Operator : UM/I1Z

Sample - PB86432BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 3 unknown6.61 Concentration Rank 1

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

6.61 74.38 ng 5227600 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 396 (6.613 min): BF082773.D (-393) (-) m/z 132.10 100.00%
132
68
5000
75 ¥ 620 6.40 6.60 6.80 7.00
104 . . . . .
0 ..,....,....,...:,".'.‘.‘? o Sh. '|,..':'.,..5.‘.7,...~.,.'!..,.1.1.5.,...., - m/z 68.10 54.48%
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 R L L L R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 66.10 34 .32%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 134.10 32.71%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 22.00%

5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I

AR B e R A B o o R B R A Rammn
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110715\
Data File : BF082773.D

Acq On : 6 Nov 2015 20:56

Operator : UM/1Z

Sample : PB86432BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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]
Propane, 1,l1-dime... 2.16 3.3 ng 234038 1 6.85 1405700 20.0
2-Pentanone, 4-hy... 5.04 41.5 ng 2914730 1 6.85 1405700 20.0
unknown6 .61 6.61 74_.4 ng 5227600 1 6.85 1405700 20.0
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