LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093078.D

Aca On : 22 Feb 2017 16:34

Operator : SJ/MA

Sample : PB97097BL

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:\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 5.013 254 256 268 rBY 1108131 1741835 37.96% 4 .558%
2 5.436 291 293 296 rBVY 2970666 4171213 90.90% 10.916%
3 6.476 381 384 387 rBVY 3028424 4133091 90.06% 10.817%
4 6.602 393 395 398 rBVY 2978517 4161002 90.67% 10.890%
5 6.830 414 415 418 rBV 593516 829485 18.08% 2.171%

6.990 427 429 432 rBV 3043677 2999964 65.37% 7.851%
7.402 462 465 468 rBV 2288680 2478284 54.00% 6.486%
1241101 1179930 25.71% 3.088%
9.196 619 622 624 rBV 4484658 4483246 97.69% 11.733%
9.871 678 681 683 rBVY 1410393 1299687 28.32% 3.401%
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11 10.659 747 750 753 rBV 2389730 2475398 53.94% 6.478%
12 11.356 808 811 813 rBV 1206006 1294012 28.20% 3.387%
13 12.945 947 950 952 rBV 3565194 4589026 100.00% 12.010%
14 13.985 1039 1041 1044 rBV 1336956 1260928 27.48% 3.300%
15 15.414 1163 1166 1175 rBV 858362 1113694 24.27% 2.915%

Sum of corrected areas: 38210795
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093078.D

Aca On : 22 Feb 2017 16:34

Operator : SJ/MA

Sample : PB97097BL

Misc :

ALS Vial : 6 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

Abundance TIC: BF093078.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093078.D

Aca On : 22 Feb 2017 16:34

Operator : SJ/MA

Sample : PB97097BL

Misc :

ALS Vial : 6 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.

5.01 42_.00 ng 1741840 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 256 (5.013 min): BF093078.D (-254) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SRR SN RS R L
4.60 4.80 5.00 5.20 5.40
e 8 270 o 59.10  56.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SN R R
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.10 16.14%
mo s
il LU, " L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520 540
5000 m/z 58.10 15.55%
101.0
41.0
15.0 83.0
mz-> 20 40 60 80 100 120 140 160 180 200 jL
Abundance #8114: 3-Hexanol, 4-methyl- Ema e e AR EaE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.00%
5000 41.0
“ 87.0
EQQ'M'wm'“MW}”'Iﬂ"I"”I"'W""I”"I'”'I"” SRR SN U R L
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022217\
Data File : BF093078.D

Aca On : 22 Feb 2017 16:34

Operator : SJ/MA

Sample : PB97097BL

Misc :

ALS Vial : 6 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 unknown6.60 Concentration Rank 1

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

6.60 100.33 ng 4161000 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 395 (6.602 min): BF093078.D (-393) (-) m/z 132.10 100.00%
131
5000 68.1
%00 % er | 0% 610 6 650 70
B e e o m/z 68.10 47 .32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 DR RRESE AR RN
620 640 660 6.80 7.00
33.0 105.0 m/z 134.10 31.91%
miz--> 2 4o e'o 8'0 o e ik
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 29.73%
104.0
270 510 %00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.48%
74.0
5000 98.0 116.0
MM AN C Y-S Y- S O | I
m/z--> 20 40 100 120 140 160 180 6. 20 6. 40 6. 60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022217\
Data File : BF093078.D

Acq On : 22 Feb 2017 16:34

Operator : SJ/MA

Sample : PB97097BL

Misc :

ALS Vial : 6 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... 5.01 42.0 ng 1741840 1 6.84 829485 20.0
unknown6 .60 6.60 100.3 ng 4161000 1 6.84 829485 20.0
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