LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039463.D

Aca On : 12 Feb 2019 14:33

Operator : JU/SJ

Sample : PB117032BL

Misc :

ALS Vial : 6 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-BG012919.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 3.225 17 23 32 rvVB3 23599 46032 1.15% 0.224%
2 5.251 362 368 377 rVB 51406 79678 2.00% 0.387%
3 5.710 438 446 462 rBV 948647 1508354 37.78% 7.329%
4 7.307 710 718 729 rBVY 1022222 1737682 43.52% 8.444%
5 7.695 776 784 794 rBV 914861 1590134 39.83% 7.727%

8.171 857 865 872 rVB 182575 306163 7.67% 1.488%
8.494 912 920 929 rVB 629025 1093105 27.38% 5.312%
9.346 1057 1065 1076 rBV 573474 1001590 25.09% 4.867%
10.991 1338 1345 1354 rBV 272466 493049 12.35% 2.396%
13.417 1751 1758 1768 rBV 1664326 2623797 65.72% 12.750%

=
QO ~NO®

11 14.791 1984 1992 2001 rBV2 461829 781972 19.59% 3.800%
12 16.278 2236 2245 2263 rBV 1259760 1923282 48.17% 9.346%
13 17.535 2451 2459 2470 rBV2 653325 1022527 25.61% 4_.969%
14 20.131 2895 2901 2911 rBV 3036904 3992448 100.00% 19.400%
15 21.829 3182 3190 3198 rBV 681449 1139355 28.54% 5.536%

16 23.339 3442 3447 3455 rBV 29938 51656 1.29% 0.251%
17 24.190 3585 3592 3601 rVB3 26449 61508 1.54% 0.299%
18 25.207 3753 3765 3783 rBV2 356442 1126894 28.23% 5.476%

Sum of corrected areas: 20579226
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039463.D

Aca On : 12 Feb 2019 14:33

Operator : JU/SJ

Sample : PB117032BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039463.D
3000000

2500000

2000000

1500000

7.31
1000000 5.71 7.70

8.49 9.35

500000

817 10.99

3.22 5.25

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG039463.D
3000000 20.13

2500000

2000000
13.42
1500000
16.28

1000000
17.53 21.83

500000 14.79

O T T T T T T T T T T T T T T e T T T T T T e e

Time--> 13.00 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: BG039463.D
3000000

2500000

2000000

1500000

1000000

500000 25.21

23.34 24.19

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 : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039463.D

Aca On : 12 Feb 2019 14:33

Operator : JU/SJ

Sample : PB117032BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 3

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

5.25 5.20 ng 79678 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 368 (5.251 min): BG039463.D (-362) (-) m/z 43.15 100.00%
43
59
5000
101 RN RN S U
| a3 | 5.00 5.20 5.40 5.60
"W”'W””I””W'”PJ'P”W'”W”'W””I””P'”P“'P”W'”W m/z 59.15 55.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 500 520 540 5.60
m/z 101.15 18.01%
15 31 101
" 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59
500 520 540 5.60
5000 m/z 58.20 17.80%
a 4
102
"W'%?'P"'I”"I'“'?}'”I"'WT?'W"g?I”"I”"I'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 5.00 5.20 5.40 5.60
m/z 41.15 9.60%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
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:\SVOASRV\HPCHEMI\BNA G\DATA\BG021219\
Data File : BG039463.D

Aca On : 12 Feb 2019 14:33

Operator : JU/SJ

Sample : PB117032BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.70 Concentration Rank 1

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

7.70 103.88 ng 1590130 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 785 (7.701 min): BG039463.D (-776) (-) m/z 132.15 100.00%
132
5000 68
0 gl g Pas T Tk 7h sby
B T B || NN, m/z 68.15 42.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
0
314 5 78 m/z 134.15 32.28%
'w'“'w'“J“Jh'L'w'“l”'h'“'v'“l”'w'“'w'“l“”l"'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132

7.40 7.60 7.80 8.00

5000 m/z 66.15 29.49%
104
51 66 77
14 27 37 4491 58 | 5, 89 97 || 115
e L R L RARAZ = EEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e ma o)
132 7.40 7.60 7.80 8.00
m/z 69.15 16.79%
5000 6
41 53 97 17
‘ 79
SRS AR - 1 O
m/z--> 10 20 30 40 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:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021219\
Data File : BG039463.D

Acq On : 12 Feb 2019 14:33

Operator : JU/SJ

Sample : PB117032BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 5.25 5.2 ng 79678 1 8.17 306163 20.0
unknown?7 .70 7.70 103.9 ng 1590130 1 8.17 306163 20.0
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