LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091391.D

Acq On : 2 Dec 2016 16:11

Operator : UM/SJ

Sample - PB95000BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF112916.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 height area % max. total
1 5.053 239 242 248 rBV 1304853 1909190 30.04% 3.790%
2 5.464 275 278 281 rBV 3992344 4479909 70.48% 8.893%
3 6.493 364 368 370 rBV 4332949 5236089 82.38% 10.394%
4 6.630 377 380 382 rBV 4325376 4920516 77.41% 9.768%
5 6.859 398 400 402 rVB 1620636 1332122 20.96% 2.644%

7.019 411 414 416 rBV 3695219 3756345 59.10% 7.457%
7.419 446 449 452 rBV 2636151 2774201 43.64% 5.507%
8.139 509 512 515 rBV 1514673 1627118 25.60% 3.230%
9.225 603 607 609 rBV 5236419 5629764 88.57% 11.176%
9.807 655 658 663 rvB 90116 169167 2.66% 0.336%

=
QO ~NO®

11 9.899 663 666 668 rBV 2154928 2072268 32.60% 4.114%
12 10.688 731 735 737 rBV 3342113 3877400 61.00% 7.697%
13 11.385 793 796 798 rBV 1573568 2106643 33.14% 4.182%
14 12.973 932 935 937 rBV 5722397 6356360 100.00% 12.618%
15 14.014 1023 1026 1028 rBV 2419738 2246286 35.34% 4._.459%

16 15.442 1148 1151 1154 rBV 1264664 1881560 29.60% 3.735%

Sum of corrected areas: 50374938
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091391.D

Acq On : 2 Dec 2016 16:11

Operator : UM/SJ

Sample - PB95000BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF091391.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091391.D

Acq On : 2 Dec 2016 16:11

Operator : UM/SJ

Sample - PB95000BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.05 28.66 ng 1909190 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 242 (5.053 min): BF091391.D (-239) (-) m/z 43.00 100.00%
43
59
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101 RS SRS SARAY RS A
4.80 500 520 5.40
S0l B3 eo 88 | Tw/z 59.00 54.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL AL LS UL
59 480 500 520 5.40
m/z 57.95 16.28%
25 3 37 83 g3 101
I 0 " A A R N N N S
Abundance
59
480 500 520 540
5000 m/z 101.10 13.88%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4—methy|— L L L L L L R LA
59 4.80 500 520 5.40
m/z 41.10 8.61%
5000 41
31
H [
T '|'}§'| "'MI' "'M*t "|§?H"|""M' T "|"'gﬁ T R AR AR AR N
m/z--> 10 20 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091391.D

Acq On : 2 Dec 2016 16:11

Operator : UM/SJ

Sample - PB95000BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 1

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

6.63 73.87 ng 4920520 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 380 (6.630 min): BF091391.D (-377) (-) m/z 132.00 100.00%
132
5000 68
© sl g %o J 550 64 660 680 760
AN N - AN | R m/z 68.10 42.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57 132
74
5000 g ° AU SRS RN
620 6.40 6.60 6.80 7.00
m/z 134.00 34_.07%
S ”qu .JM . Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 28 .69%
92
g ¥ s T 15 447
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole I e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.92%
5000
104
66
14 27 30 51 T g9 | us ‘
m/z--> 20 40 i 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120216\
Data File : BF091391.D

Acq On : 2 Dec 2016 16:11

Operator : UM/SJ

Sample - PB95000BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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... 5.05 28.7 ng 1909190 1 6.86 1332120 20.0
unknown6 .63 6.63 73.9 ng 4920520 1 6.86 1332120 20.0
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