LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030916.D

Aca On : 10 Nov 2017 21:06

Operator : SJ/JU

Sample : PB104116BL

Misc :

ALS Vial : 4 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
1 5.218 323 328 336 rBV 113801 172683 4.08% 0.939%
2 5.699 403 410 422 rBV 671779 1132987 26.76% 6.158%
3 7.309 676 684 694 rBV 680045 1197508 28.28% 6.508%
4 7.679 739 747 757 rBV 687518 1211418 28.61% 6.584%
5 8.143 819 826 834 rBV 166710 283560 6.70% 1.541%

8.467 872 881 893 rBvV 541536 954854 22 _.55% 5.190%
9.307 1016 1024 1036 rBV 374375 713463 16.85% 3.878%
10.958 1297 1305 1316 rBV 209539 407588 9.63% 2.215%
rBv 1271011 2021627 47.74% 10.988%
14.765 1946 1953 1963 rBV2 373715 647528 15.29% 3.519%
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11 16.246 2198 2205 2221 rBV 1159808 1857783 43.88% 10.097%
12 17.503 2412 2419 2430 rBvV2 583718 948682 22.41% 5.156%
13 20.094 2853 2860 2869 rBV 3080379 4234219 100.00% 23.013%
14 21.769 3138 3145 3158 rBV2 743604 1332079 31.46% 7.240%
15 25.071 3695 3707 3719 rBV2 443001 1283180 30.30% 6.974%

Sum of corrected areas: 18399159
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111017\

BG030916.D

10 Nov 2017 21:06

SJ/Ju

PB104116BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030916.D

Aca On : 10 Nov 2017 21:06

Operator : SJ/JU

Sample : PB104116BL

Misc :

ALS Vial : 4 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 12.18 ng 172683 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 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 328 (5.218 min): BG030916.D (-323) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 o e
| 83.0 | 480 500 520 5.40 5.60
o} O | NS NI S — m/z 59.10 55.81%
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 RN A UL UL IR
59.0 480 500 5.20 540 5.60
m/z 101.00 19.89%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 15.42%
101.0
| 150 310 58.0 690  86.0
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
54.0 480 500 520 540 5.60
m/z 41.00 9.91%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030916.D

Aca On : 10 Nov 2017 21:06

Operator : SJ/JU

Sample : PB104116BL

Misc :

ALS Vial : 4 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 1

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

7.68 85.44 ng 1211420 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 747 (7.679 min): BG030916.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IS AARAR RS SRR SRR
40.0 540 7.40 7.60 7.80 8.00
0 ..,....,....,...:I'!..:,:!..,::l-.,..':.,?‘f‘:?,..!.,.':..,1.1.“?-9,...., I m/z 68.00 37.81%
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
132.0
5000 1 T T
10 550 %0 70 m/z 134.00  32.75%
‘ 79.0 '
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 T 7h0 780 860
5000 ' m/z 66.00 24 _.69%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L N LA
132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.74%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111017\
Data File : BG030916.D

Acq On : 10 Nov 2017 21:06

Operator : SJ/JU

Sample : PB104116BL

Misc :

ALS Vial : 4 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 12.2 ng 172683 1 8.14 283560 20.0
unknown7 .68 7.68 85.4 ng 1211420 1 8.14 283560 20.0
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