LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021017\

Data File : BF092911.D

Acq On : 11 Feb 2017 7:26 Instrument :
Operator : SJ/MA BNA_F

Sample - 11766-02 ClientSampleld :
Misc : 020717-PR-E-U-M
ALS Vial : 28 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-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 height area % max. total

5.059 258 260 271 rVB 553327 607120 11.12% 1.896%
5.493 295 298 300 rBV 1387467 1585094 29.03% 4.949%
rBvV 1229822 1084641 19.86% 3.387%
6.659 397 400 402 rBV 2953584 2596814 47.56% 8.108%
6.887 418 420 423 rBvV 875293 936064 17.14% 2.923%
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6 7.047 432 434 437 rBV 3315804 3358654 61.51% 10.487%
7 7.459 467 470 473 rBV 2533050 2836326 51.94% 8.856%
8 8.179 530 533 536 rBV 1390405 1258082 23.04% 3.928%
9 9.253 624 627 630 rBVY 3681988 5460364 100.00% 17.049%
10 9.939 684 687 689 rBV 1096176 1454318 26.63% 4.541%
11 10.362 720 724 726 rBV 94886 85669 1.57% 0.267%

12 10.728 753 756 758 rBV 1630016 2056098 37.65% 6.420%
13 10.831 764 765 770 rVB 94779 131188 2.40% 0.410%
14 11.288 802 805 810 rvB2 50307 87021 1.59% 0.272%
15 11.425 814 817 819 rBV 1044571 1454298 26.63% 4.541%

16 13.014 952 0956 958 rBV 3980354 4990837 91.40% 15.583%
17 13.905 1031 1034 1040 rBV 31913 60776 1.11% 0.190%

18 14.054 1045 1047 1050 rvVB 1198692 1092146 20.00% 3.410%
19 15.505 1171 1174 1181 rBV 613893 892017 16.34% 2.785%

Sum of corrected areas: 32027527
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF021017\

BF092911.D

11 Feb 2017 7:26

SJ/MA

11766-02

28 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Library
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092911.D

Acq On : 11 Feb 2017 7:26

Operator : SJ/MA

Sample - 11766-02

Misc :

ALS Vial : 28 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

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.

5.06 12.97 ng 607120 1,4-Dichlorobenzene-d4 6.89
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 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 260 (5.059 min): BF092911.D (-258) (-) m/z 43.05 100.00%
43
59
5000
101 USSR RN UL SRR
480 5.00 5.20 5.40
e Bt s 88 | h77 59.10  55.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.10 15.76%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 15.61%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e R wc )
59 480 5.00 5.20 5.40
m/z 41.10 8.49Y%
5000 41
31
| [
T |'}§'|' 'ﬂll" 'Ji*t' '|??H""" RS '|"'9?|"" N AR AR RN SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092911.D

Acq On : 11 Feb 2017 7:26

Operator : SJ/MA

Sample - 11766-02

Misc :

ALS Vial : 28 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

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 unknown6.66 Concentration Rank 2

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

6.66 55.48 ng 2596810 1,4-Dichlorobenzene-d4 6.89
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 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 400 (6.659 min): BF092911.D (-397) (-) m/z 132.10 100.00%
5000 68
96 U SRR R UL SR
40 5y -8 | 106 6.40 6.60 6.80 7.00
AN N A | N m/z 68.10 42.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I IR UL L
6.40 6.60 6.80 7.00
m/z 134.10 31.96%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 m/z 66.10 27 .28%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e R i)
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16 .50%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN | Y SR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092911.D

Acq On : 11 Feb 2017 7:26

Operator : SJ/MA

Sample - 11766-02

Misc :

ALS Vial : 28 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... 5.06 13.0 ng 607120 1 6.89 936064 20.0
unknown6 .66 6.66 55.5 ng 2596810 1 6.89 936064 20.0
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