LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093740.D

Acq On : 18 Mar 2017 8:59

Operator : SJ/MA

Sample : PB97670BL

Misc :

ALS Vial : 23 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 5.030 272 275 283 rVB 566483 983340 15.99% 2.085%
2 5.453 309 312 315 rBV 4210760 4684172 76.15% 9.931%
3 6.482 398 402 404 rBV 4226603 5573555 90.61% 11.817%
4 6.619 411 414 416 rBV 4234603 5393582 87.68% 11.435%
5 6.847 431 434 436 rVB 1281331 1111143 18.06% 2.356%

7.007 445 448 450 rBV 3983489 4248288 69.06% 9.007%
7.407 480 483 485 rBV 3180647 3459055 56.23% 7.334%
8.128 543 546 549 rVB 1490992 1407849 22.89%% 2.985%
4672766 6151384 100.00% 13.042%
9.876 697 699 702 rvVB 1313505 1549628 25.19% 3.285%
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11 10.665 765 768 771 rBV 2827939 3083825 50.13% 6.538%
12 11.362 826 829 831 rBV 1627451 1630084 26.50% 3.456%
13 12.951 965 968 970 rBV 4716310 5201486 84.56% 11.028%
14 13.991 1056 1059 1061 rBV 1255946 1467914 23.86% 3.112%
15 15.397 1179 1182 1185 rBV 858043 1220590 19.84% 2.588%

Sum of corrected areas: 47165895
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093740.D

Acq On : 18 Mar 2017 8:59

Operator : SJ/MA

Sample : PB97670BL

Misc :

ALS Vial : 23 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: BF093740.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093740.D

Acq On : 18 Mar 2017 8:59

Operator : SJ/MA

Sample : PB97670BL

Misc :

ALS Vial : 23 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.

5.03 17.70 ng 983340 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 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 275 (5.030 min): BF093740.D (-272) (-) m/z 43.05 100.00%
43
5000 59
. s | o 1‘|’1 460 480 500 520 540
SRS MMM HE m/z 59.10 47.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S RN
59 4.60 4.80 5.00 5.20 5.40
m/z 58.10 17 .57%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 101.10 15.84%
101
15 25 31 37 51 %8 69 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate e
43 460 4.80 5.00 5.20 5.40
m/z 41.10 8.31%
5000
58
miz--> 10 20 30 40 50 60 70 80 90 100 110 | | 4.60 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093740.D

Acq On : 18 Mar 2017 8:59

Operator : SJ/MA

Sample : PB97670BL

Misc :

ALS Vial : 23 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 97.08 ng 5393580 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 414 (6.619 min): BF093740.D (-411) (-) m/z 132.10 100.00%
132
5000 68
40 | % 620 6.40 6.60 6.80 7.00
54 - - - - -
ey T7 87 L ApSuS L Tm/z 68.10  36.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SR AR AR AN
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.10 34 .16%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.50%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .25%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. NN Y SN
m/z--> 40 60 80 100 120 140 160 180 6.20 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 : BF093740.D

Acq On : 18 Mar 2017 8:59

Operator : SJ/MA

Sample : PB97670BL

Misc :

ALS Vial : 23 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... 5.03 17.7 ng 983340 1 6.85 1111140 20.0
unknown6 .62 6.62 97.1 ng 5393580 1 6.85 1111140 20.0
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