LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\
Data File : BG036646.D
Aca On = 11 Sep 2018 4:46 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : J4829-04 OILY-STONES-PADS
ALS Vial : 19 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .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

5.158 311 318 327 rVB 112030 174613 4.27% 0.873%
5.622 390 397 410 rBV 891420 1403322 34.33% 7.018%
rBv 834049 1428805 34.95% 7.146%
7.585 724 731 741 rBV 942269 1599382 39.12% 7.999%
8.055 804 811 819 rVB 197547 328944 8.05% 1.645%
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8.378 859 866 873 rBvV 686384 1189001 29.09%% 5.947%
9.212 1000 1008 1023 rVB 607678 1096914 26.83% 5.486%
10.858 1281 1288 1296 rBV 269415 486283 11.90% 2.432%
13.302 1696 1704 1714 rBV 1723199 2639102 64.56% 13.199%
14.677 1931 1938 1947 rBV2 458991 750871 18.37% 3.755%

=
QO ~NO®

11 16.163 2184 2191 2211 rBV 1216216 1953894 47.80% 9.772%
12 17.420 2399 2405 2413 rBV2 635328 976650 23.89% 4 _.885%
13 20.029 2843 2849 2859 rBV 2948517 4087970 100.00% 20.445%
14 21.686 3124 3131 3146 rBvV2 598850 1056648 25.85% 5.285%
15 24.894 3668 3677 3694 rBV 236072 822436 20.12% 4.113%

Sum of corrected areas: 19994835
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG091018\

- BG036646.D

: 11 Sep 2018 4:-46

- Ju/SJ

: J4829-04 OILY-STONES-PADS
19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082318 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036646.D

Aca On : 11 Sep 2018 4:46

Operator : JU/SJ

ﬁ?ggle i J4829-04 OILY-STONES-PADS
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 10.62 ng 174613 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Acetone 58 C3H60 000067-64-1 9
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 318 (5.158 min): BG036646.D (-311) (-) m/z 43.10 100.00%
d.1
59.1
5000
1ot 480 500 520 540
0 ...,....,....,....-,'.-.~..,..'.'I,....,7.3'.°..f‘.3:1..,...:,|....,. m/z 59.10 57.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL L LS I B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 17.78%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.10 17.01%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #217: Acetone
43.0 480 5.00 5.20 5.40
m/z 41.10 8.02%
5000
58.0
150 27.0 ‘
o+ttt
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036646.D

Aca On : 11 Sep 2018 4:46

Operator : JU/SJ

ﬁ?ggle i J4829-04 OILY-STONES-PADS
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.58 97.24 ng 1599380 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 730 (7.579 min): BG036646.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
©0 sa1 || ey BT 750 k0 7h0 780 800
Obr e bbbl 3L L W08 Wl Tm/z 68.10  46.86Y%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRS SRS AR

7.20 7.40 7.60 7.80 8.00
m/z 134.10  32.04%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.89%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile P
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.53%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R e o BEmERE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091018\

Data File : BG036646.D

Acq On : 11 Sep 2018 4:46

Operator : JU/SJ

ﬁ?ggle i J4829-04 OILY-STONES-PADS
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10.6 ng 174613 1 8.05 328944 20.0
unknown7 .58 7.58 97.2 ng 1599380 1 8.05 328944 20.0
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