LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082216\
Data File : BG023838.D

Aca On : 22 Aug 2016 18:07

Operator : UM/SJ

Sample = PB92989BL

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
1 2.962 17 21 41 rVB 3311334 4776236 74.03% 11.610%
2 5.153 388 394 407 rBV 469333 735667 11.40% 1.788%
3 5.629 469 475 493 rBVY 1652082 2748646 42.60% 6.681%
4 7.250 743 751 767 rBVY 1632760 2922838 45.30% 7.105%
5 7.620 807 814 826 rBVY 1630629 2865127 44.41% 6.964%

8.090 886 894 903 rBV 424910 734524 11.39% 1.785%
8.419 942 950 959 rBV 1156276 2095648 32.48% 5.094%
9.271 1088 1095 1107 rBV 1013638 1830121 28.37% 4._.449%
10.928 1368 1377 1387 rBV 554235 1030866 15.98% 2.506%
13.377 1787 1794 1805 rBV 2529446 4063475 62.98% 9.877%

=
QO ~NO®

11 14.769 2023 2031 2041 rBV2 848549 1440190 22.32% 3.501%
12 16.267 2279 2286 2305 rBV 1836651 3181879 49.32% 7.734%
13 17.530 2493 2501 2512 rBV2 1196812 1871840 29.01% 4 _550%
14 19.774 2878 2883 2888 rBV 56224 99980 1.55% 0.243%
15 20.139 2939 2945 2953 rBV 4860344 6451636 100.00% 15.682%

16 21.848 3228 3236 3246 rBV2 1234683 2219123 34.40% 5.394%
17 25.226 3801 3811 3825 rVB 646835 2071982 32.12% 5.036%

Sum of corrected areas: 41139778
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082216\
Data File : BG023838.D

Aca On : 22 Aug 2016 18:07

Operator : UM/SJ

Sample : PB92989BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BG023838.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082216\
Data File : BG023838.D

Aca On : 22 Aug 2016 18:07

Operator : UM/SJ

Sample = PB92989BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1I\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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.96 130.05 ng 4776240 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 21 (2.962 min): BG023838.D (-17) (-) m/z 73.05 100.00%
73.0 T
5000
2.90 3.00 3.10 3.20 3.30 3.40
ool 4\ 2341 2016 27993173 4248 41l Tn/z 43.05 51.67%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000
2.90 3.00 3.10 3.20 3.30 3.40
31 m/z 89.05 35.03%
0 ”wpw”"I'”'I"”I"'W""P"'I”"I'”'I"”
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
89.0 2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z  41.05 10.11%
L S L L L L UL B UL DI
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #855: 1-Propanol, 2-methyl-
43.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.05 8.74%
5000
L o g L L S g S W I
m/iz--> 0 50 100 150 200 250 300 350 400 450 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082216\
Data File : BG023838.D

Aca On : 22 Aug 2016 18:07

Operator : UM/SJ

Sample = PB92989BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1I\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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.15 20.03 ng 735667 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 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 393 (5.147 min): BG023838.D (-388) (-) m/z 43.05 100.00%
43.0
5000
o Tk 500 520 sk
Ol k1468 23622811 3689 4196 M4 "m/z 59.05  64.62%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U LA R L L
480 5.00 5.20 5.40
m/z 101.05 19.91%
101.0
Olj”whk'"ﬁ'“'|'"w""|'“'|""w"'|'“'|""w'
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
480 500 520 540
5000 m/z 58.05 16.61%
15.0 98.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e A REREE LSS
54.0 480 5.00 5.20 5.40
m/z 41.05 9.24%
5000
126.0
e S L B UL I L S B B WL W N N I UL SRS B
mz--> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG082216\
Data File : BG023838.D

Aca On : 22 Aug 2016 18:07

Operator : UM/SJ

Sample = PB92989BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1I\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 3 unknown7.62 Concentration Rank 2

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

7.62 78.01 ng 2865130 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 30
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 814 (7.620 min): BG023838.D (-807) (-) m/z 132.05 100.00%
13p.1
68.0
5000

7.20 7.40 7.60 7.80 8.00

o! b b ) 19292333 2811 3839 A04 n/z 68.05  56.59%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 | LLLILE BN LI L L L

7.20 7.40 7.60 7.80 8.00
m/z 66.05 36.96%

0 .2.6.‘%““‘.‘»,‘.. T ——
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132.0
P e
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.05 31.82%
31.0 0.0
oA e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine L W
132.0 720 740 760 780 800

m/z 69.05 22 .53%

69.0
5000
31.0
0 ‘ I l J

m/z--> 0 50 100 150 200 250 300 350 400 450 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\BG082216\
Data File : BG023838.D

Acq On : 22 Aug 2016 18:07

Operator : UM/SJ

Sample - PB92989BL

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]
Propane, 2,2-dime... 2.96 130.1 ng 4776240 1 8.09 734524 20.0
2-Pentanone, 4-hy... 5.15 20.0 ng 735667 1 8.09 734524 20.0
unknown? .62 7.62 78.0 ng 2865130 1 8.09 734524 20.0
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