LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093289.D

Aca On : 1 Mar 2017 15:03

Operator : SJ/MA

Sample : PB97251BL

Misc :

ALS Vial : 3 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 F\METHODS\8270-BF013017.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 4.967 250 252 265 rVB 667164 1115932 25.88% 3.137%
2 5.413 288 291 306 rBVY 3970213 4312145 100.00% 12.120%
3 6.464 380 383 385 rBVY 3201500 4258068 98.75% 11.968%
4 6.579 390 393 395 rBVY 4120647 4027642 93.40% 11.321%
5 6.796 410 412 415 rBV 652792 844263 19.58% 2.373%

6.956 424 426 429 rBV 3171949 2986868 69.27% 8.395%
7.367 460 462 465 rBV 1893590 2416911 56.05% 6.793%
8.087 522 525 527 rBV 1121898 1050843 24.37% 2.954%
9.162 616 619 622 rBV 3602647 3895418 90.34% 10.949%
9.836 676 678 681 rBvV 915833 1122568 26.03% 3.155%

=
QO ~NO®

11 10.636 745 748 751 rBV 2101489 2218537 51.45% 6.236%
12 11.333 806 809 811 rBV 1049535 1160243 26.91% 3.261%
13 12.922 945 948 950 rBV 3259802 4142792 96.07% 11.644%
14 13.974 1037 1040 1042 rBV 918113 1114963 25.86% 3.134%
15 15.391 1161 1164 1167 rBV 697790 910625 21.12% 2.560%

Sum of corrected areas: 35577818
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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

Z:\HPCHEMI\BNA F\DATA\BF030117\

BF093289.D
1 Mar 2017 15:03
SJ/MA
PB97251BL
3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093289.D

Aca On : 1 Mar 2017 15:03

Operator : SJ/MA

Sample : PB97251BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.97 26.44 ng 1115930 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 252 (4.967 min): BF093289.D (-250) (-) m/z 43.05 100.00%
43.0
59.1
5000
| eoo O 5o B0 sho 520 840
o) SEESEEEESEESSROY 4 FRMIEMSSOOY | PRS- NI NS MM m/z 59.10 55.21%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L UL
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 15.71%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
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5000 41.0 m/z 58.05 14 .04%
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69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SIS IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
54.0 460 4.80 5.00 5.20 5.40

m/z 41.10 9.14%
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41.0 101.0
31.0
15.0 11l ‘ ‘500\\ 69.0 83.0
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093289.D

Aca On : 1 Mar 2017 15:03

Operator : SJ/MA

Sample : PB97251BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.58 Concentration Rank 1

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

6.58 95.41 ng 4027640 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 393 (6.579 min): BF093289.D (-390) (-) m/z 132.10 100.00%
1321
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%0 L o S0 ou0 60 0By 7h0
01 A e e m/z 68.10 42 .55%
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Abundance #14006: 5-Aminoindole
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5000 R R A S
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0= "|%7'q T |'M — ?? P'I R —— [rTrrrprrrr T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
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5000 9go 1160 m/z 66.05 27.06%
158.0 189.0
R S S S S B W BRI L
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Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- e A Rmmen e
13p.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.58%
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52.0 H\ | 106.0
0 ...,....,“.‘.“l‘.“,‘l‘...‘,..‘l.,‘.“...,..“.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF030117\
Data File : BF093289.D

Acq On : 1 Mar 2017 15:03

Operator : SJ/MA

Sample : PB97251BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_97 26.4 ng 1115930 1 6.81 844263 20.0
unknown6 .58 6.58 95.4 ng 4027640 1 6.81 844263 20.0
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