LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082011.D

Aca On : 3 Oct 2015 8:32

Operator : UM/I1Z

Sample : G3905-05

Misc :

ALS Vial : 33 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-BF092815.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 5.074 253 257 267 rBVY 1014445 1542571 44.40% 5.603%
2 5.486 290 293 295 rBVY 2331531 2652196 76.33% 9.633%
3 6.514 380 383 392 rBVY 2189130 2492606 71.74% 9.054%
4 6.651 392 395 398 rBVY 2664425 2615111 75.26% 9.499%
5 6.891 414 416 427 rBV 331441 552740 15.91% 2.008%

6 7.040 427 429 432 rBV 2233050 2039432 58.70% 7.408%
7 7.452 462 465 468 rBV 1394272 1509170 43.43% 5.482%
8 8.172 526 528 537 rBV 782127 762348 21.94% 2.769%
9 9.257 620 623 625 rBV 2896247 3390815 97.59% 12.316%
10 9.646 655 657 660 rBvV 561835 566133 16.29% 2.056%
11 9.932 679 682 685 rBV 1020175 918874 26.45% 3.338%
12 10.366 716 720 721 rBV 33441 47496 1.37% 0.173%
13 10.720 749 751 754 rBV2 1458564 1989477 57.26% 7.226%
14 10.835 760 761 768 rVB 61472 81813 2.35% 0.297%
15 11.292 799 801 806 rvB2 26977 57595 1.66% 0.209%

16 11.418 810 812 823 rBV 600854 956646 27.53% 3.475%
17 13.018 949 952 955 rBV 3043969 3474589 100.00% 12.621%
18 13.921 1029 1031 1042 rBV 46040 163238 4._70% 0.593%
19 14.069 1042 1044 1056 rVB 819709 964391 27.76% 3.503%
20 15.532 1169 1172 1186 rBV 477251 753996 21.70% 2.739%

Sum of corrected areas: 27531237
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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\BF100215\

: BF082011.D
: 3 Oct 2015
> um/i1z

= G3905-05

33

8:32

Sample Multiplier: 1

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092815._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082011.D

Aca On : 3 Oct 2015 8:32

Operator : UM/I1Z

Sample : G3905-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.07 55.82 ng 1542570 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 257 (5.074 min): BF082011.D (-253) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1

4.80 500 520 540

83.1
o...,....,....,....',':...,..~:I,...6?,°....,....,...:,....,. m/z 59.10 61.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L LB L LB B
59.0 4.80 500 5.20 5.40
m/z 101.10 20.18%
31.0 83.0 10‘1.0
‘- e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
R REEEE e
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 17.70%
20.0 101.0
15.0 73.0 83.0
O T T T T T e T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.80 5.00 5.20 5.40

m/z 41.10 8.67%

5000 41.0
31.0
69.0 87.0
o 15.0 \ 500\ﬂ ‘ \ 98.0

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\BF100215\
Data File : BF082011.D

Aca On : 3 Oct 2015 8:32

Operator : UM/I1Z

Sample : G3905-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 94 .62 ng 2615110 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 395 (6.651 min): BF082011.D (-392) (-) m/z 132.10 100.00%
1321
5000 68.1
%0 %1 s ek oko 6ho 7b0
01 T e e m/z 68.10 41.22%
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 IR S A L
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.10%
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
640 6.60 6.80 7.00
5000 m/z 66.10 27 .55%
104.0
0 270 510 %80 494
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #48639: Tranylcypromine-propiony! I A REEEEE s
57.0 13p.0 6.40 6.60 6.80 7.00
m/z 69.10 16.87%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||h|||‘|||‘H“||‘|“|||“||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082011.D

Aca On : 3 Oct 2015 8:32

Operator : UM/I1Z

Sample : G3905-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 4 1-Hexacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.92 3.39 ng 163238 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 86
3 1-Octadecene 252 C18H36 000112-88-9 72
4 1-Tetracosanol 354 C24H500 000506-51-4 72
5 1-Pentadecanol 228 C15H320 000629-76-5 68

Abundance Scan 1031 (13.921 min): BF082011.D (-1029) (-) m/z 57.10 100.00%

57.1
5000 (e

13.60 13.80 14.00 14.20

207.1

o m/z 43.05  76.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152038: 1-Hexacosanol
43.0
5000 83.0

13.60 13.80 14.00 14.20
m/z 55.10 63.90%

oL ‘\ M d‘ %250168020902520 322.03640
080208 2t ko

m/z--> 0 5 150 200 250 300 350 400 450
Abundance
43.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 58.59%
125.0
o 167.0 210.0 267.0307.0 490.0
L o o o o LA Bt et o e o o o o S R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #89783: 1-Octadecene A AN
7.0 13 60 13. 80 14. 00 14. 20
20 m/z 71.10 52.24%
5000
oA 1%3901820 2520
e e e e e e e e .. ....,
m/z--> 0 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. 00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100215\
Data File : BF082011.D

Acq On : 3 Oct 2015 8:32

Operator : UM/1Z

Sample - G3905-05

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.07 55.8 ng 1542570 1 6.89 552740 20.0
unknown6 .65 6.65 94.6 ng 2615110 1 6.89 552740 20.0
1-Hexacosanol 13.92 3.4 ng 163238 5 14.07 964391 20.0
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