LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092515\
Data File : BF081806.D

Acq On : 25 Sep 2015 16:44

Operator : UM/1Z

Sample - PB85698BL

Misc :

ALS Vial : 30 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-BF092415_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 5.143 260 263 266 rBvY 328191 397940 9.26% 1.350%
2 5.543 295 298 300 rBV 2384183 2227077 51.83% 7 .553%
3 6.560 384 387 389 rBV 2139461 2061217 47.97% 6.991%
4 6.709 397 400 402 rBV 2540448 2345020 54.58% 7.953%
5 6.949 418 421 423 rBVY 835488 928579 21.61% 3.149%

7.097 432 434 437 rBV 2470446 2494134 58.05% 8.459%
7.509 467 470 472 rBV 2087712 1996292 46.46% 6.771%
8.229 531 533 536 rBV 1408354 1252660 29.15% 4.249%
9.303 625 627 630 rBV 2860255 4142912 96.42% 14.051%
9.989 684 687 689 rBV 1748543 1527926 35.56% 5.182%

=
QO ~NO®

11 10.778 753 756 758 rBV 1266694 1464761 34.09% 4.968%
12 11.475 814 817 819 rBV 1877943 1627109 37.87% 5.519%
13 13.064 953 956 958 rBV 4293792 4296793 100.00% 14.573%
14 14.115 1045 1048 1050 rBV 1681653 1577610 36.72% 5.351%
15 15.578 1173 1176 1179 rBV 749159 1144386 26.63% 3.881%

Sum of corrected areas: 29484416
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092515\
Data File : BF081806.D

Acq On : 25 Sep 2015 16:44

Operator : UM/1Z

Sample : PB85698BL

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092515\
Data File : BF081806.D

Acq On : 25 Sep 2015 16:44

Operator : UM/I1Z

Sample : PB85698BL

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415._M
Quant Title : 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.

5.14 8.57 ng 397940 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 263 (5.143 min): BF081806.D (-260) (-) m/z 43.10 100.00%
a3
59
5000
101 DRSS SARRE SRS RN
|51 83 | 4.80 5.00 5.20 5.40
R A R o e o L B e m/z 59.10 57.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRS RS R
59 480 500 520 540
m/z 101.10 17 .54%
15 31 101
‘ \M‘ L1 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.10 16.77%
41
o9 101
50 73 86
wﬁmﬁmﬁwﬁmﬂwﬂmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R A
59 4.80 5.00 5.20 5.40
m/z 41.10 8.83%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I S R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092515\
Data File : BF081806.D

Acq On : 25 Sep 2015 16:44

Operator : UM/I1Z

Sample : PB85698BL

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415._M
Quant Title : 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 2 unknown6.71 Concentration Rank 2

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

6.71 50.51 ng 2345020 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 400 (6.709 min): BF081806.D (-397) (-) m/z 132.10 100.00%
5000 68
96 ISR AR LA S
40 54 || 78 | 106 6.40 6.60 6.80 7.00
SRS TR RSOTY | 2N N - | N m/z 68.10  40.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R LR RS
6.40 6.60 6.80 7.00
m/z 134.00 33.05%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 27 .43%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 I
Abundance #48639: Tranylcypromine- proplonyl AR maa e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.61%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SNEEN £ | S —
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092515\
Data File : BF081806.D

Acq On : 25 Sep 2015 16:44

Operator : UM/1Z

Sample - PB85698BL

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415._M
Quant Title : 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... 5.14 8.6 ng 397940 1 6.95 928579 20.0
unknown6.71 6.71 50.5 ng 2345020 1 6.95 928579 20.0
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