LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030919.D

Aca On : 10 Nov 2017 22:59

Operator : SJ/JU

Sample : PB104078BL

Misc :

ALS Vial : 7 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-BG111017.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

5.218 323 328 340 rVB 98346 146939 4._.10% 1.121%
5.705 403 411 424 rBV 379151 643535 17.95% 4.908%
rBv 363292 675168 18.83% 5.149%
7.679 739 747 759 rBV 380292 680300 18.98% 5.188%
8.144 817 826 834 rBV 115047 200669 5.60% 1.530%
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8.467 873 881 891 rBV 458232 792797 22.12% 6.046%
9.307 1017 1024 1037 rBV 306632 586999 16.38% 4._.476%
10.958 1298 1305 1326 rBV 132651 274783 7.67% 2.096%
13.384 1711 1718 1728 rBVY 1000755 1642760 45.83% 12.528%
14.765 1946 1953 1968 rVB2 248268 424068 11.83% 3.234%

=
QO ~NO®

11 16.246 2198 2205 2221 rBV 598069 982510 27.41% 7.493%
12 17.503 2412 2419 2431 rBV2 393993 634209 17.69% 4_.837%
13 20.094 2854 2860 2871 rBV 2664235 3584710 100.00% 27.337%
14 21.775 3139 3146 3158 rBV 532598 913854 25.49% 6.969%
15 25.077 3696 3708 3721 rBvV2 301776 929610 25.93% 7.089%

Sum of corrected areas: 13112911
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111017\
Data File : BG030919.D

Aca On : 10 Nov 2017 22:59

Operator : SJ/JU

Sample : PB104078BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG030919.D
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG030919.D
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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: BG030919.D
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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\BG111017\
Data File : BG030919.D

Aca On : 10 Nov 2017 22:59

Operator : SJ/JU

Sample : PB104078BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.22 14.64 ng 146939 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 328 (5.218 min): BG030919.D (-323) (-) m/z 43.00 100.00%
43.0
59.1
5000
100 480 500 520 540 560
o.,....',':..'."|i....8,3:0...-,|....,....,....,....,....,297.-9. m/z 59.10 56.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U A
4.80 5.00 520 5.40 5.60
59.0 m/z 101.00 18.91%
270 “ g3 1010
0: |“|H||Hi||‘|||||‘||||‘||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540 560
5000 21.0 m/z 58.00 14 .05%
126.0142.0
S L S L L UL B B B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0 4.80 5.00 520 5.40 5.60
m/z 41.00 8.48%
41.0
5000
86.0
O'N"'M'VVP”"|L'¥?Q"l'”'l'”'|"”|"”|"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030919.D

Aca On : 10 Nov 2017 22:59

Operator : SJ/JU

Sample : PB104078BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.68 Concentration Rank 2

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

7.68 67.80 ng 680300 1,4-Dichlorobenzene-d4 8.14
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 747 (7.679 min): BG030919.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.0
wosto || %O J Tk 7k 78 b0
0 e e e i I B B m/z 68.00 38.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R U L L R
7.40 7.60 7.80 8.00
310 510 m/z 134.00 34 .39%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T Tho 7ho 5k
5000 9go 1160 m/z 66.00 25.93%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.56%
5000
0 "'M .-?ﬁp-lw7%?-ﬁ8§P-Ju J“" [rr Tt UL UL L R
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111017\
Data File : BG030919.D

Acq On : 10 Nov 2017 22:59

Operator : SJ/JU

Sample : PB104078BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.22 14.6 ng 146939 1 8.14 200669 20.0
unknown7 .68 7.68 67.8 ng 680300 1 8.14 200669 20.0
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