LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098110.D

Aca On 29 Aug 2017 14:55

Operator : SJ/JU

Sample : PB101845BL

Misc :

ALS Vial : 4 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 4.945 481 486 496 rBV 194474 298644 7.34% 0.929%
2 5.351 549 555 558 rBY 3145140 3371762 82.90% 10.490%
3 6.375 723 729 732 rBVY 3177257 3407362 83.78% 10.601%
4 6.504 746 751 754 rBVY 3313795 3324944 81.75% 10.344%
5 6.734 786 790 793 rBV 863874 764635 18.80% 2.379%

6.887 812 816 820 rBV 2660738 2605459 64.06% 8.106%
7.298 880 886 889 rBV 2035684 2214854 54.46% 6.891%
1013467 1031229 25.36% 3.208%
9.092 1185 1191 1194 rBV 3350831 3876985 95.32% 12.062%
9.769 1301 1306 1317 rVB 1241068 1163185 28.60% 3.619%
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11 10.557 1434 1440 1443 rBV 2204648 2379819 58.51% 7.404%
12 11.251 1552 1558 1561 rBV 1501339 1284226 31.58% 3.995%
13 12.845 1822 1829 1832 rBV 3681379 4067127 100.00% 12.653%
14 13.886 2001 2006 2009 rBV 1332130 1246143 30.64% 3.877%
15 15.304 2241 2247 2251 rBV 746161 910604 22.39% 2.833%

16 15.745 2317 2322 2328 rBV2 36083 52532 1.29% 0.163%

17 16.221 2398 2403 2408 rVB 34030 53851 1.32% 0.168%

18 16.768 2492 2496 2504 rVB4 26193 46479 1.14% 0.145%

19 17.421 2602 2607 2616 rVB6 18877 43033 1.06% 0.134%
Sum of corrected areas: 32142873
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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:\HPCHEMI\BNA F\DATA\BF082917\

BF098110.D

29 Aug 2017 14:55

SJ/Ju

PB101845BL

4 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098110.D

Aca On 29 Aug 2017 14:55

Operator : SJ/JU

Sample : PB101845BL

Misc :

ALS Vial : 4 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 7.81 ng 298644 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 487 (4.951 min): BF098110.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 NSRS SRR
| 831 | 4.60 4.80 5.00 5.20
O e e e e e e e e m/z 59.00 55.84%
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 L LN UL IR B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 20.79%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 15.45%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LA L L L L L L L
43.0 460 4.80 5.00 5.20
m/z 41.05 8.71%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20

8270-BF081517.M Wed Aug 30 15:54:53 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082917\
Data File : BF098110.D

Aca On 29 Aug 2017 14:55

Operator : SJ/JU

Sample : PB101845BL

Misc :

ALS Vial : 4 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 unknown6.50 Concentration Rank 1

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

6.50 86.97 ng 3324940 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
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-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 750 (6.498 min): BF098110.D (-746) (-) m/z 132.00 100.00%
13%.0
5000 68.1
400 %1 J o306k 650 680
-0 54,0 . . . .
ol AR L Me0 m/z 68.10 48.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 M
5000 BRI S
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.39%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 o obo ok
5000 980 1160 m/z 66.10 30.77%
0 158.0 189.0
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- L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.03%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0|'“"M'“M'NH'”M"”'lw"hl'“‘w""l""l"" BRI S
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 : Z:\HPCHEM1\BNA_F\DATA\BF082917\
Data File : BF098110.D

Acq On 29 Aug 2017 14:55

Operator : SJ/JU

Sample : PB101845BL

Misc :

ALS Vial : 4 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 7.8 ng 298644 1 6.73 764635 20.0
unknown6 .50 6.50 87.0 ng 3324940 1 6.73 764635 20.0
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