LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081392.D

Aca On : 3 Sep 2015 23:25

Operator : UM/I1Z

Sample : 63511-08

Misc :

ALS Vial : 16 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-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 heiaht area % max. total

3.553 170 172 178 rBB 9045 20439 1.04% 0.126%
4.421 244 248 263 rVB 643291 1185585 60.36% 7.320%
rBvV 1576000 1775654 90.40% 10.963%
5.347 327 329 333 rVB 22505 21363 1.09% 0.132%
6.044 387 390 392 rBV 1599368 1964195 100.00% 12.127%
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6.136 396 398 400 rBV 1842508 1629447 82.96% 10.060%
6.364 416 418 421 rVB 422492 374515 19.07% 2.312%
6.524 430 432 434 rBV 1433799 1278178 65.07% 7.891%
6.947 466 469 471 rBV 1174006 1217316 61.98% 7.515%
7.656 529 531 534 rBV 562047 475726 24.22% 2.937%

=
QO ~NO®

11 8.742 623 626 628 rBY 1962360 1766252 89.92% 10.904%
12 9.142 659 661 664 rBvY 355291 325747 16.58% 2.011%
13 9.393 681 683 686 rvB 428161 496964 25.30% 3.068%
14 10.182 749 752 754 rBV 1189625 1102175 56.11% 6.805%
15 10.868 809 812 814 rBV 395191 514511 26.19% 3.176%

16 12.445 948 950 953 rBV 1342109 1354934 68.98% 8.365%
17 13.462 1037 1039 1042 rBV 296813 422689 21.52% 2.610%
18 14.777 1151 1154 1159 rBV 250326 271809 13.84% 1.678%

Sum of corrected areas: 16197499
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081392.D

Aca On : 3 Sep 2015 23:25

Operator : UM/I1Z

Sample : 63511-08

Misc :

ALS Vial : 16 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081392.D

Aca On : 3 Sep 2015 23:25

Operator : UM/I1Z

Sample : 63511-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.42 63.31 ng 1185590 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 248 (4.421 min): BF081392.D (-244) (-) m/z 43.05 100.00%
43
59
5000
ol w0 o5 a5 ko 4k 4k
AR MR HE m/z 59.10 59.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS SRR S
4.00 4.20 4.40 4.60 4.80
m/z 101.10 15.85%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
400 420 440 4.60 4.80
5000 41 m/z 58.10 15.15%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R mE e B RRE
50 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.83%
5000
a1 101
15 ! 3\1 il 53\\\“ 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 400 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF090315\
Data File : BF081392.D

Aca On : 3 Sep 2015 23:25

Operator : UM/I1Z

Sample : 63511-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown6.14 Concentration Rank 1

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

6.14 87.02 ng 1629450 1,4-Dichlorobenzene-d4 6.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 398 (6.136 min): BF081392.D (-396) (-) m/z 132.10 100.00%
5000 68
‘ 75 0 580 6.00 6.20 640
104 . ) .
..,....,...:I'!.‘.‘? o St -|,..':~.,..5.‘?,....,.'.'..,.1.1?.,...., | M- m/z 68.10 51.21%
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 AR AR
5.80 6.00 6.20 6.40
78 m/z 66.10 33.88%
‘ | PR H | !
mz-> 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 31.95%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2742: 2-Cyclohexen-1-one e REEREEREEE B
68 5.80 6.00 6.20 6.40
m/z 69.10 20.53%
5000
39 96
27
55
"w'ml“'wwfn”“'w"|””?k'w'“'w'“|“'w'“'w'“l“ AR NAREE SRS S LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090315\
Data File : BF081392.D

Acq On : 3 Sep 2015 23:25

Operator : UM/1Z

Sample : G3511-08

Misc :

ALS Vial : 16 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... 4.42 63.3 ng 1185590 1 6.36 374515 20.0
unknown6 .14 6.14 87.0 ng 1629450 1 6.36 374515 20.0
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