LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030531.D

Aca On : 28 Oct 2017 17:22

Operator : SJ/JU

Sample : PB103686BL

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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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 5.238 325 332 343 rVB 153257 235641 5.37% 1.108%
2 5.719 406 414 424 rBV 892661 1432572 32.64% 6.734%
3 7.318 678 686 698 rBV 872832 1496045 34.09% 7.032%
4 7.694 742 750 759 rBV 862562 1494348 34.05% 7.024%
5 8.164 823 830 838 rBV 226780 378438 8.62% 1.779%

8.493 878 886 896 rBV 670447 1168118 26.61% 5.491%
9.327 1019 1028 1036 rBvV 489524 890730 20.29% 4.187%
10.984 1302 1310 1319 rBV 299182 542918 12.37% 2.552%
13.410 1715 1723 1738 rBV 1530684 2397590 54.63% 11.270%
14.785 1950 1957 1965 rBV2 489414 807852 18.41% 3.797%

=
QO ~NO®

11 16.266 2202 2209 2225 rBV 1263218 2072061 47.21% 9.740%
12 17.517 2416 2422 2432 rBvV2 729307 1130016 25.75% 5.312%
13 20.108 2857 2863 2872 rBV 3412074 4389101 100.00% 20.631%
14 21.795 3142 3150 3160 rBV 847124 1440974 32.83% 6.773%
15 25.103 3702 3713 3728 rVB2 486341 1397566 31.84% 6.569%

Sum of corrected areas: 21273970
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030531.D

Aca On : 28 Oct 2017 17:22

Operator : SJ/JU

Sample : PB103686BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.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: BG030531.D
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Abundance TIC: BG030531.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030531.D

Aca On : 28 Oct 2017 17:22

Operator : SJ/JU

Sample : PB103686BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 12.45 ng 235641 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 332 (5.238 min): BG030531.D (-325) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 N L R L
| 83.0 | 5.00 5.20 5.40 5.60
o RN NS S — m/z 59.00 59.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI LS UL UL
59.0 500 520 540 5.60
m/z 101.00 18.87%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 5.60
5000 41.0 m/z 58.00 14 .95%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.58%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030531.D

Aca On : 28 Oct 2017 17:22

Operator : SJ/JU

Sample : PB103686BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.69 Concentration Rank 1

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

7.69 78.97 ng 1494350 1,4-Dichlorobenzene-d4 8.16
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 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 749 (7.688 min): BG030531.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SR ASEAR SRS SRR
400 540 | 7.40 7.60 7.80 8.00
Ottt 80| 480160 T 00 40, 75%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U U L R R
7.40 7.60 7.80 8.00
210 510 m/z 134.00 31.47%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 26 .40%
33.0 44.0 0.0 105.0
0'"'P"'I"'W"'é??"'{'”g?P'”I""I'”'I%%qpl"”l""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R RmE L
132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.42%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0”'%'”jPM”””“W“LlPme”'W'M'quo”'ﬁ'”'”t” T U U L R R
m/z--> 30 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102817\
Data File : BG030531.D

Acq On : 28 Oct 2017 17:22

Operator : SJ/JU

Sample : PB103686BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 12.4 ng 235641 1 8.16 378438 20.0
unknown? .69 7.69 79.0 ng 1494350 1 8.16 378438 20.0
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