LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093738.D

Acq On : 18 Mar 2017 7:48

Operator : SJ/MA

Sample : PB97641BL

Misc :

ALS Vial : 21 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-BF031817_.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 5.042 273 276 285 rBV 525462 796616 12.15% 1.571%
2 5.453 309 312 315 rBV 4075185 5114691 78.03% 10.084%
3 6.482 398 402 404 rBV 4545544 5879228 89.70% 11.591%
4 6.619 410 414 416 rBV 4568119 5774322 88.10% 11.385%
5 6.847 431 434 436 rVB 1374346 1252557 19.11% 2.470%

7.007 445 448 450 rVB 4109062 4544011 69.33% 8.959%
7.407 480 483 485 rBV 3268062 3786099 57.76% 7.465%
8.128 543 546 549 rVB 1716238 1648257 25.15% 3.250%
9.213 637 641 643 rBV 4771812 6554633 100.00% 12.923%
9.876 696 699 702 rBV 1429096 1745789 26.63% 3.442%

=
QO ~NO®

11 10.665 765 768 771 rBV 2842325 3236759 49.38% 6.382%
12 11.362 826 829 831 rVB 1776425 1826974 27.87% 3.602%
13 12.951 965 968 970 rBV 4855121 5396963 82.34% 10.641%
14 13.991 1056 1059 1061 rBV 1528716 1744294 26.61% 3.439%
15 15.397 1179 1182 1185 rBV 988992 1419621 21.66% 2.799%

Sum of corrected areas: 50720814
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093738.D

Acq On : 18 Mar 2017 7:48

Operator : SJ/MA

Sample : PB97641BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093738.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093738.D

Acq On : 18 Mar 2017 7:48

Operator : SJ/MA

Sample : PB97641BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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.

5.04 12.72 ng 796616 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 Acetone 58 C3H60 000067-64-1 12
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 276 (5.042 min): BF093738.D (-273) (-) m/z 43.05 100.00%
43
5000 59 A
101 IARBANARAE SRS LR A
480 500 5.20 540
sl s e | " ee 10 48 40%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR R L L A
59 480 500 5.20 540
m/z 58.10 16.97%
15 31 101
25 7 37, 53 ‘ 83
miz--> A A N
Abundance
43
480 500 520 540
5000 m/z 101.10 16.40%
101
15 53137, 51 % 69 86
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #205: Acetone e e A Emmas pa
43 4.80 5.00 5.20 5.40
m/z 41.10 8.45%
5000
15
58
27
"W?'”IJ"P'JH"”II”'I”"P"W'”'I”"P"W"”I' I UL SRS L I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093738.D

Acq On : 18 Mar 2017 7:48

Operator : SJ/MA

Sample : PB97641BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 unknown6.62 Concentration Rank 1

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

6.62 92.20 ng 5774320 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 414 (6.619 min): BF093738.D (-410) (-) m/z 132.10 100.00%
132
5000 68
6 rerryrrTryrrrTrTTT T T T
40 . 54 75 104 ‘ 6.20 6.40 6.60 6.80 7.00
e e B e Lt us Wl Tm/z 68.10  36.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRARERARAE SRR AR S
a1 o7 620 6.40 6.60 6.80 7.00
53 117 m/z 134.10 34.01%
34 ‘M ‘ 60, || \M‘ 89 | 105 | 1
T 0 0 N S S g 1éo 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 23.28%
104
66
14 27 37 4451 5 T 89 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e e
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.10 14 .66%
5000 0
31 52
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093738.D

Acq On : 18 Mar 2017 7:48

Operator : SJ/MA

Sample : PB97641BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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... 5.04 12.7 ng 796616 1 6.85 1252560 20.0
unknown6 .62 6.62 92.2 ng 5774320 1 6.85 1252560 20.0
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