LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030618\
Data File : BG033031.D

Aca On : 6 Mar 2018 21:09

Operator : SJ/JU

Sample : PB107125BL

Misc :

ALS Vial : 16 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 G\METHODS\8270-BG022118.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 3.506 32 37 50 rvB5 12123 31808 1.10% 0.193%
2 5.820 423 431 438 rBV 22199 36847 1.27% 0.224%
3 6.326 510 517 533 rBV 861018 1478502 51.02% 8.982%
4 8.006 795 803 817 rBV 835813 1559791 53.83% 9.476%
5 8.423 864 874 887 rBV 823135 1522371 52.53% 9.249%

8.910 949 957 965 rVB 179254 318380 10.99% 1.934%
9.251 1005 1015 1025 rBV 611045 1136433 39.22% 6.904%
10.109 1153 1161 1174 rBV 498349 919644 31.74% 5.587%
11.795 1441 1448 1459 rBV 248963 468357 16.16% 2.845%
14.156 1842 1850 1859 rBV 1335167 2067008 71.33% 12.557%

=
QO ~NO®

11 15.525 2075 2083 2091 rvB2 370806 607695 20.97% 3.692%
12 16.994 2326 2333 2348 rBvV 889795 1402262 48.39%% 8.519%
13 18.251 2540 2547 2557 rBV 455884 721649 24 _.90% 4 _.384%
14 20.771 2970 2976 2987 rBV 2124650 2897839 100.00% 17.605%
15 22.609 3281 3289 3303 rBV 347761 720955 24 .88% 4 _380%

16 26.410 3924 3936 3961 rBv2 127913 571003 19.70% 3.469%

Sum of corrected areas: 16460544
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG030618\
Data File : BG033031.D
Aca On : 6 Mar 2018 21:09
Operator : SJ/JU
Sample - PB107125BL
Misc :
ALS Vial : 16 Sample Multiplier: 1
Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG033031.D
2000000
1500000
1000000
9.25
500000 10.11
801 11.79
3.51 5.82
Time--> 3%0 450 4%0 550 5%0 abo aéo 150 7%0 8bo 8.50 gbo 9.50 10.00 10.50 11.00 11%0 1zbo 12%0 !
Abundance TIC: BG033031.D
2000000 20,77
1500000
14.16
1000000 16.99
18.25
500000 1552 22.61
O T e L o e T L S T e L S
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033031.D
2000000
1500000
1000000
500000
26.41
[ R B e N B I e T L R R I B e
Time--> 23.'00 23.50 24.00 24.50 25.00 25.50 26.|00 26.|50 27.'00 27.'50 28.|00 28.|50 29.'00 29.'50 30.'00 30.'50 31.'00 31.'50 32.'00 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030618\
Data File : BG033031.D

Aca On : 6 Mar 2018 21:09

Operator : SJ/JU

Sample : PB107125BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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.

5.82 2.31 ng 36847 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 431 (5.820 min): BG033031.D (-423) (-) m/z 43.05 100.00%
43
5000 59
101 540 5.60 580 6.00 6.20
e S 88 1 h/z 59.05  49.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR ARAS LRSS A A
59 5.40 5.60 5.80 6.00 6.20
m/z 58.00 16.06%
15 31 101
| 25 7 37, 53, 83
miz--> 5 % m k% & B % % 1% 1
Abundance
43
540 560 580 6.00 6.20
5000 59 m/z 101.05 12.58%
73
101
28 37 51 67 79 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate e Eame B
43 540 560 5.80 6.00 6.20
m/z 41.05 9.07%
5000
58
%5 27 37, 7? 100
m/z--> 10 20 30 4'0 50 60 70 80 90 1(')0 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030618\
Data File : BG033031.D

Aca On : 6 Mar 2018 21:09

Operator : SJ/JU

Sample : PB107125BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 1

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

8.42 95.63 ng 1522370 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 874 (8.423 min): BG033031.D (-864) (-) m/z 131.95 100.00%
32
5000 68
8.00 820 840 8.60 8.80
m/z 68.05 42 .53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L LN UL I
8.00 8.20 8.40 8.60 8.80
78 m/z 133.95 32.86%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 820 840 8.60 8.80
5000 m/z 66.05 28.33%
104
66
14 27 37 4451 55 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- P e
132 8.00 8.20 8.40 8.60 8.80
m/z 69.05 17.32%
117
5000
39 91
51
27 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 800 820 840 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG0O30618\
Data File : BG033031.D

Acq On : 6 Mar 2018 21:09

Operator : SJ/JU

Sample : PB107125BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 5.82 2.3 ng 36847 1 8.91 318380 20.0
unknown8 .42 8.42 95.6 ng 1522370 1 8.91 318380 20.0
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