LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023888.D

Aca On 24 Aug 2016 17:29

Operator : UM/SJ

Sample : H4567-04

Misc :

ALS Vial : 9 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-BG080116.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

5.157 389 395 404 rBV 204154 323859 4.12% 0.802%
5.633 469 476 489 rBV 1146607 1931432 24.57% 4._.785%
rBv 751983 1341108 17.06% 3.323%
7.618 805 814 827 rBV 1910125 3419470 43.51% 8.472%
8.088 885 894 903 rBV 436674 782285 9.95% 1.938%
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8.417 942 950 960 rBV 1696563 2996081 38.12% 7.423%
9.269 1087 1095 1108 rBV 1479137 2654545 33.77% 6.577%
10.926 1368 1377 1387 rBV 599915 1111698 14.14% 2.754%
13.375 1785 1794 1802 rBV 3576795 5729441 72.90% 14.194%
14.762 2022 2030 2043 rBV2 874971 1515708 19.28% 3.755%

=
QO ~NO®

11 16.260 2279 2285 2301 rBV 2896440 4614548 58.71% 11.432%
12 17.529 2494 2501 2508 rBV 1165455 1854155 23.59% 4.594%
13 18.474 2657 2662 2666 rVB 70206 82514 1.05% 0.204%
14 20.137 2938 2945 2952 rBV 6043315 7859846 100.00% 19.472%
15 21.840 3228 3235 3245 rBV2 1230493 2128117 27.08% 5.272%

16 25.212 3798 3809 3822 rBV2 656629 2019134 25.69% 5.002%

Sum of corrected areas: 40363941
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023888.D

Aca On : 24 Aug 2016 17:29

Operator : UM/SJ

Sample . H4567-04

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG080116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023888.D

Aca On 24 Aug 2016 17:29

Operator : UM/SJ

Sample : H4567-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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.

5.16 8.28 ng 323859 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 396 (5.163 min): BG023888.D (-389) (-) m/z 43.05 100.00%
43.0
5000
o aB0 Sbo 520 sk
Ol b 1448 186.7 2391 30143411 W44l Tm/z 59.05  63.98%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 GRS SRR UL R

480 5.00 5.20 5.40
m/z 101.05 21.62%

‘ 101.0
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m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
B R e e e
480 5.00 5.20 5.40
5000 1010 m/z 58.00 15.80%
O I o e L B o e o s e o e B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3159: 5-Hexen-2-one
43.0 480 5.00 5.20 5.40
m/z 41.05 10.28%
5000
| 83.0
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T T
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082416\
Data File : BG023888.D

Aca On 24 Aug 2016 17:29

Operator : UM/SJ

Sample : H4567-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG080116.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 unknown7.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.62 87.42 ng 3419470 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
Abundance Scan 814 (7.618 min): BG023888.D (-805) (-) m/z 132.05 100.00%
1321
68.0
5000

7.20 7.40 7.60 7.80 8.00

Oyt la L1923 2061 8611 485150191 "m/z 68.05 55.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
5000 [fTrr [ rr T rrrr[rrrorrr
7.20 7.40 7.60 7.80 8.00
92.0 m/z 66.05 37.93%
0 ”.tpﬂﬂwhﬁ. T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
e A
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.05 32.49%
63.0
15.0
oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e
132.0 7.20 7.40 7.60 7.80 8.00
0
69.0 m/z 69.05 24 .11%
5000
31.0
0..JE!HL.,”..,.”.,.”. e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082416\
Data File : BG023888.D

Acq On 24 Aug 2016 17:29

Operator : UM/SJ

Sample : H4567-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG080116.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... 5.16 8.3 ng 323859 1 8.09 782285 20.0
unknown7 .62 7.62 87.4 ng 3419470 1 8.09 782285 20.0
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