LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031517\

Data File : BF093696.D

Aca On - 16 Mar 2017 6:56 Instrument :

Operator : SJ/MA BNA_F

Sample  : 12162-02 UGt

o : 031317-PRRT-F-U-M
isc :

ALS Vial : 31 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-BF030717.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 4.836 257 258 269 rBV 511233 841684 22.36% 3.285%
2 5.316 298 300 318 rBV 673966 1651344 43.87% 6.445%
3 6.379 391 393 400 rBV2 553123 1092836 29.04% 4 .265%
4 6.482 400 402 414 rVB 2328407 2757658 73.27% 10.763%
5 6.710 419 422 429 rVB 710327 925221 24.58% 3.611%

6 6.859 433 435 438 rBV 3475525 3379365 89.79% 13.189%
7 7.282 470 472 475 rBV 2389189 2727374 72.46% 10.645%
8 8.002 532 535 537 rBvV 857622 893042 23.73% 3.485%
9 9.076 627 629 632 rBV 2903847 3763805 100.00% 14.690%
10 9.488 663 665 670 rVvB 113679 106593 2.83% 0.416%
11 9.762 686 689 691 rBvV 590207 818308 21.74% 3.194%
12 10.276 732 734 739 rVB 45606 49288 1.31% 0.192%
13 10.551 756 758 766 rBvV2 817635 1034038 27.47% 4_.036%
14 10.665 766 768 772 rVB 32837 43395 1.15% 0.169%

15 11.248 817 819 822 rBV 736489 702191 18.66% 2.741%

16 12.837 955 0958 960 rBV 2306658 2914838 77.44% 11.376%
17 13.888 1048 1050 1053 rBV 834758 804268 21.37% 3.139%

18 14.940 1139 1142 1145 rBvV 25713 38265 1.02% 0.149%

19 15.294 1170 1173 1183 rVB 546934 803231 21.34% 3.135%

20 15.660 1202 1205 1209 rVB 46868 69826 1.86% 0.273%

21 16.106 1241 1244 1250 rVB2 37070 73336 1.95% 0.286%

22 16.620 1286 1289 1293 rVB 29542 63755 1.69% 0.249%

23 17.226 1338 1342 1348 rVB2 26284 67993 1.81% 0.265%
Sum of corrected areas: 25621654
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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:\HPCHEMI\BNA F\DATA\BF031517\

BF093696.D

16 Mar 2017 6:56

SJ/MA

12162-02

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093696.D

Aca On : 16 Mar 2017 6:56

Operator : SJ/MA

Sample : 12162-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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.

4.84 18.19 ng 841684 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 258 (4.836 min): BF093696.D (-257) (-) m/z 43.10 100.00%
431
50.1 \\_
5000
101.1 T RN 4RO EOD E DO
4.60 4.80 5.00 5.20
O e SLOL 90 831 | h77 59.10  54.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20
m/z 58.10 14.60%

310 ‘ 83.0 g3 1010
Ot e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
_l_l_l_l—rl_l_l_l—r

4.60 4.80 5.00 5.20

5000 m/z 101.10 12.79%
41.0
29.0 101.0
50.0 73.0 86.0
L B £ S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T
59.0 4.60 4.80 500 520
m/z 41.10 8.59%
5000 41.0
31.0
69.0 87.0
1o |yl syl | | 980
0..“...“...“...“...“..w...w...w...w...w...w. A Y.
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093696.D

Aca On : 16 Mar 2017 6:56

Operator : SJ/MA

Sample : 12162-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.48 Concentration Rank 2

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

6.48 59.61 ng 2757660 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 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 402 (6.482 min): BF093696.D (-400) (-) m/z 132.10 100.00%
130.1
5000 68.0
200 S "% Chy 66 ok
01 T o e m/z 68.05 42 .63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR RS LR R L
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.33%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 27 .81%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.63%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031517\
Data File : BF093696.D

Acq On : 16 Mar 2017 6:56

Operator : SJ/MA

Sample : 12162-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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... 4.84 18.2 ng 841684 1 6.71 925221 20.0
unknown6 .48 6.48 59.6 ng 2757660 1 6.71 925221 20.0
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