LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010178.D

Aca On 24 May 2017 13:39

Operator : SJ/MA

Sample = PB99207BL

Misc :

ALS Vial : 8 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 M\METHODS\8270-BM051917.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 5.075 333 338 345 rBV 208397 296467 3.15% 0.588%
2 5.534 408 416 429 rBV 3200935 4489241 A47.72% 8.899%
3 7.140 681 689 707 rBVY 2770295 4225686 44.92% 8.377%
4 7.493 742 749 761 rBVY 3065308 4668825 49.63% 9.255%
5 7.951 821 827 834 rBV 587346 940381 10.00% 1.864%

8.269 874 881 893 rBV 2319382 3822080 40.63% 7.577%
9.140 1020 1029 1043 rBV 1610860 2576968 27.39% 5.108%
636333 1078555 11.46% 2.138%
13.204 1713 1720 1728 rBV 4488184 6335876 67.35% 12.560%
14.586 1948 1955 1963 rBV2 866361 1367020 14.53% 2.710%
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11 16.074 2198 2208 2222 rBV 3255854 4358015 46.32% 8.639%
12 17.327 2415 2421 2431 rBV2 1114594 1595841 16.96% 3.163%
13 19.927 2858 2863 2873 rBV 7471492 9407518 100.00% 18.649%
14 21.486 3123 3128 3133 rBV 1880601 2445634 26.00% 4.848%
15 23.850 3524 3530 3539 rVB 1435248 2838237 30.17% 5.626%

Sum of corrected areas: 50446344
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BM052417\

BM010178.D

24 May 2017 13:39

SJ/MA

PB99207BL

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010178.D

Aca On 24 May 2017 13:39

Operator : SJ/MA

Sample : PB99207BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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.

5.08 6.31 ng 296467 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 38
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 35
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 339 (5.081 min): BM010178.D (-333) (-) m/z 43.10 100.00%
431
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0 m/z 59.10 73.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L L L L L L L L
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m/z 101.10 31.98%
‘ 101.0
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R N RARE S EE SR m
4.80 5.00 5.20 5.40
m/z 58.05 16.57%
5000 101.0
70.0
15.0
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Abundance #29867: Propane, 1,1-dipropoxy- R L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 11.71%
31.0
131.0
ol 159.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052417\
Data File : BM010178.D

Aca On 24 May 2017 13:39

Operator : SJ/MA

Sample : PB99207BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 unknown7.49 Concentration Rank 1

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

7.49 99.30 ng 4668830 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 27
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 25

Abundance Scan 749 (7.493 min): BM010178.D (-742) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 U R L R IR
40.1 7.20 7.40 7.60 7.80
0 e e o || m/z 68.10  49.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 A
7.20 7.40 7.60 7.80
0
310 770 ‘ m/z 66.10 37 .53%
0 ”” ”” ””\ . - ..‘. Ll RALma o A RAs aatn i
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132.0
7.20 740 7.60 7.80
5000 67.0 m/z 134.10 32.79%
103.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13677: 3-Chloro-6-fluoro-pyrazine L e b
132.0 7.20 7.40 7.60 7.80
69.0 m/z 69.10 23.91%
104.0
5000
31.0
0..‘..”‘,l.H.,.l..‘,.... I Y
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052417\
Data File : BM010178.D

Acq On 24 May 2017 13:39

Operator : SJ/MA

Sample - PB99207BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .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... 5.08 6.3 ng 296467 1 7.95 940381 20.0
unknown? .49 7.49 99.3 ng 4668830 1 7.95 940381 20.0
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