LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097961.D

Aca On : 22 Aug 2017 18:44

Operator : SJ/JU

Sample : PB101706BL

Misc :

ALS Vial : 5 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-BF081517.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 4.945 482 486 496 rVB 278221 360232 10.78% 1.439%
2 5.357 552 556 560 rBY 2011739 2052713 61.45% 8.200%
3 6.380 724 730 733 rBY 2003974 2080101 62.26% 8.309%
4 6.516 748 753 756 rBY 2180626 2073226 62.06% 8.282%
5 6.745 788 792 796 rBV 958330 764532 22.89% 3.054%

6.904 814 819 822 rBV 2455892 2277909 68.19% 9.099%
7.310 882 888 891 rBV 1879146 1906301 57.06% 7.615%
8.027 1005 1010 1014 rBV 1098035 1029408 30.81% 4.112%
2982286 3323551 99.49% 13.276%
9.780 1303 1308 1312 rBV2 1215993 1123929 33.64% 4._.490%
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11 10.568 1436 1442 1445 rBV 1418689 1381806 41.36% 5.520%
12 11.263 1555 1560 1563 rBV 1400000 1209312 36.20% 4.831%
13 12.851 1825 1830 1834 rBV 2935063 3340726 100.00% 13.345%
14 13.892 2003 2007 2011 rBV 1147025 1137048 34.04% 4.542%
15 15.315 2243 2249 2253 rBV 644974 771754 23.10% 3.083%

16 15.356 2253 2256 2262 rVB 28061 36902 1.10% 0.147%

17 15.768 2322 2326 2333 rVB2 24712 36909 1.10% 0.147%

18 16.245 2402 2407 2416 rVB2 27202 48893 1.46% 0.195%

19 16.803 2497 2502 2512 rVB2 20293 41608 1.25% 0.166%

20 17.456 2608 2613 2624 rVB6 15007 37435 1.12% 0.150%
Sum of corrected areas: 25034295
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097961.D

Aca On : 22 Aug 2017 18:44

Operator : SJ/JU

Sample : PB101706BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097961.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097961.D

Aca On : 22 Aug 2017 18:44

Operator : SJ/JU

Sample : PB101706BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

4.95 9.42 ng 360232 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 487 (4.951 min): BF097961.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 4.60 4.80 5.00 5.20
e el e m/z 59.00 55.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R RN I L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 20.09%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 410 m/z 58.00 17.58%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.13%
5000
101.0
150 310 | BPg90 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF082217\
Data File : BF097961.D

Aca On : 22 Aug 2017 18:44

Operator : SJ/JU

Sample : PB101706BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.52 Concentration Rank 2

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

6.52 54 .24 ng 2073230 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.522 min): BF097961.D (-748) (-) m/z 132.00 100.00%
13%.0
5000 68.0
100 540 9%.0 J 620 640 6k B0
et m/z 68.00 37.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SERARSS RS RARSERRARE
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 33.35%
51\'0 | 70\.0 | 86.0 ‘ ‘\ “
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 S5 o ok 6By
5000 9go 1160 m/z 66.00 24 .44%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 i
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.16%
117.0
5000
91.0
39.0 65.0 ‘ ‘
w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.-n-u----u---- IBENARAR SRR SRS AR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_F\DATA\BF082217\
Data File : BF097961.D

Acq On : 22 Aug 2017 18:44

Operator : SJ/JU

Sample : PB101706BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.95 9.4 ng 360232 1 6.75 764532 20.0
unknown6 .52 6.52 54_.2 ng 2073230 1 6.75 764532 20.0
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