LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035566.D

Aca On : 3 Jul 2018 00:52

Operator : JU/SJ

Sample : PB110755BL

Misc :

ALS Vial : 17 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-BG060718 .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

5.173 315 321 329 rBV 80239 123837 3.00% 0.755%
5.643 395 401 414 rVB 749063 1201910 29.07% 7.330%
rBv 774593 1336063 32.31% 8.148%
7.599 727 734 748 rBV 735708 1259912 30.47% 7.684%
8.063 805 813 821 rBV 123954 205490 4._.97% 1.253%
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8.386 861 868 879 rBvV 545144 948319 22.94% 5.783%
9.226 1003 1011 1018 rBV 441868 793602 19.19% 4._.840%
10.871 1283 1291 1297 rBV 141286 266102 6.44% 1.623%
13.309 1697 1706 1718 rBV 1320574 2054106 49.68% 12.527%
14.684 1932 1940 1950 rBV3 248756 414941 10.04% 2.531%

=
QO ~NO®

11 16.170 2186 2193 2205 rBV 980109 1581528 38.25% 9.645%
12 17.421 2400 2406 2413 rBvV2 383809 600625 14.53% 3.663%
13 20.029 2843 2850 2861 rBV 3120904 4134568 100.00% 25.215%
14 21.692 3125 3133 3143 rBvV 468833 775559 18.76% 4_.730%
15 24.911 3671 3681 3695 rBV2 232268 700659 16.95% 4.273%

Sum of corrected areas: 16397221
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035566.D

Aca On © 3 Jul 2018 00:52

Operator : JU/SJ

Sample : PB110755BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035566.D
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Abundance TIC: BG035566.D
3000000 20103

2500000

2000000

1500000 13.31

1000000 16.17

500000 17.42 21.69

14.68

-
L

O e T T R T T T e LA e o

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: BG035566.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 : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035566.D

Aca On © 3 Jul 2018 00:52

Operator : JU/SJ

Sample : PB110755BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.17 12.05 ng 123837 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 TATP 222 C9H1806 017088-37-8 12
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 320 (5.167 min): BG035566.D (-315) (-) m/z 43.15 100.00%
431
5000
101.2 SN 1 WS
4.80 5.00 520 5.40 5.60
Ol SBL 833 L 1828 | W/zZ 59.15  66.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR N UL I
480 5.00 520 5.40 5.60
0
150 1010 m/z 101.15 26.96%
0 | , . 600 830 |
m/z--> 20 Jo eb 80 100 120 140 160 180 200 220
Abundance
59.0
480 500 520 540 560
5000 m/z 58.15 16.56%
4110
0 83.0 123014101590
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79768: TATP
43.0 480 5.00 520 5.40 5.60
m/z 41.15 6.96%
5000
‘ 75.0
0 ] 1m0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG070218\
Data File : BG035566.D

Aca On © 3 Jul 2018 00:52

Operator : JU/SJ

Sample : PB110755BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 1

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

7.60 122.63 ng 1259910 1,4-Dichlorobenzene-d4 8.06
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-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 734 (7.599 min): BG035566.D (-727) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 LI U L
40.1 1151 208.2 7.20 7.40 7.60 7.80 8.00
o} : : m/z 68.15 49 _.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS AR AR R
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.15 33.52%
0"'I'ﬂjnlw'l'l”l"'W'L'W""""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 33.06%
51.0 70.0 86.0
G S S S U B L L I B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole f e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.81%
5000
104.0
0 27.0 WO%O 88.0 | |
m/z--> 20 40 60 8IO 100 120 140 160 180 200 720 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\BG070218\
Data File : BG035566.D

Acq On : 3 Jul 2018 00:52

Operator : JU/SJ

Sample : PB110755BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.17 12.1 ng 123837 1 8.06 205490 20.0
unknown? .60 7.60 122.6 ng 1259910 1 8.06 205490 20.0
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