LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF042617\
Data File : BF094642.D

Aca On : 26 Apr 2017 13:10

Operator : SJ/MA

Sample = PB98452BL

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 F\METHODS\8270-BF041717 .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 3.913 332 336 347 rBV 251876 321280 7.76% 1.079%
2 4.307 399 403 426 rBVY 2992347 2967054 71.63% 9.967%
3 5.384 581 586 589 rBVY 2749640 2868344 69.25% 9.635%
4 5.507 602 607 610 rBY 3175611 3058568 73.84% 10.274%
5 5.754 645 649 657 rVB 787002 708595 17.11% 2.380%

5.931 674 679 682 rBV 2551918 2397297 57.88% 8.053%
6.401 754 759 762 rBV 1716974 1894042 45.73% 6.362%
7.243 898 902 906 rBV 1008073 964889 23.29% 3.241%
8.572 1122 1128 1131 rBV 3426828 3663556 88.45% 12.307%
9.378 1261 1265 1270 rBV2 1107156 1086365 26.23% 3.649%

=
QO ~NO®

11 10.354 1426 1431 1440 rBV 1646505 1823265 44.02% 6.125%
12 11.201 1570 1575 1584 rBV 1207499 1198458 28.93% 4.026%

13 11.936 1696 1700 1710 rBV3 33158 49730 1.20% 0.167%
14 12.742 1833 1837 1842 rVB 61064 61427 1.48% 0.206%
15 12.907 1862 1865 1873 rBV 39189 54170 1.31% 0.182%

16 13.189 1906 1913 1916 rBV 3109476 4142085 100.00% 13.914%
17 14.454 2123 2128 2135 rBV 1094447 1195014 28.85% 4.014%
18 16.077 2399 2404 2412 rBV 877628 1025239 24.75% 3.444%

19 16.189 2419 2423 2428 rVB 48918 64320 1.55% 0.216%

20 16.571 2483 2488 2495 rVB 54194 72742 1.76% 0.244%

21 17.001 2556 2561 2568 rVB2 50886 84706 2.05% 0.285%

22 17.495 2640 2645 2654 rBV3 35249 67861 1.64% 0.228%
Sum of corrected areas: 29769007
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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:\HPCHEM1I\BNA F\Data\BF042617\

BF094642.D

26 Apr 2017 13:10

SJ/MA

PB98452BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042617\
Data File : BF094642.D

Aca On : 26 Apr 2017 13:10

Operator : SJ/MA

Sample = PB98452BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.91 9.07 ng 321280 1,4-Dichlorobenzene-d4 5.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 335 (3.907 min): BF094642.D (-332) (-) m/z 43.00 100.00%
43
59
5000
101 I SRR AR SN RN
| 51l 83 | 3.60 3.80 4.00 4.20
e e e e e m/z 59.00 61.35%
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 L I I R L
59 360 3.80 400 420
m/z 101.00 19.76%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 380 400 420
5000 m/z 58.00 14.48%
87
15 50 72
wmmwwwwmwmmw
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 T P
59 3.60 3.80 4.00 4.20
m/z 41.10 9.31%
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 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042617\
Data File : BF094642.D

Aca On : 26 Apr 2017 13:10

Operator : SJ/MA

Sample = PB98452BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.51 Concentration Rank 1

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

5.51 86.33 ng 3058570 1,4-Dichlorobenzene-d4 5.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 607 (5.507 min): BF094642.D (-602) (-) m/z 132.00 100.00%
132
5000 68
96 U LR I LR R
40 54 78 06 520 5.40 5.60 5.80
I B e B B m/z 68.10 39.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 RS SRS RN S LR
520 5.40 5.60 5.80
104 m/z 134.00 33.37%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
m/z--> 20 40 i 80 100 120 140 160 180
Abundance
132
520 540 560 580
5000 67 m/z 66.00 23.94%
41 97
53
79 117
107
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! L R
57 132 520 5.40 5.60 5.80
24 m/z 69.10 15.50%
5000 g °
— ...,...‘n,m..u“,.nh.,MM..M,..“‘. - 189 SRS § G | R
m/z--> 20 40 60 80 100 120 140 160 180 520 5.40 5.60 5.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042617\
Data File : BF094642.D

Acq On : 26 Apr 2017 13:10

Operator : SJ/MA

Sample - PB98452BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.91 9.1 ng 321280 1 5.75 708595 20.0
unknown5.51 5.51 86.3 ng 3058570 1 5.75 708595 20.0
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