LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101132.D

Aca On : 5 Dec 2017 18:48

Operator : SJ/JU

Sample : 16709-05

Misc :

ALS Vial : 21 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-BF113017.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 5.087 506 510 520 rBV 73761 109424 6.26% 0.857%
2 5.475 571 576 579 rBVY 1334089 1381995 79.07% 10.826%
3 6.486 743 748 757 rBVY 1318063 1435909 82.16% 11.249%
4 6.622 766 771 774 rBVY 1605670 1468986 84.05% 11.508%
5 6.845 806 809 813 rBV 361538 290759 16.64% 2.278%
6 7.004 832 836 839 rBVY 1309601 1156548 66.17% 9.060%
7 7.416 901 906 909 rBV 933704 876056 50.12% 6.863%
8 8.127 1023 1027 1031 rBV 459344 379108 21.69% 2.970%
9 9.204 1205 1210 1213 rBVY 1824834 1747799 100.00% 13.692%
10 9.598 1273 1277 1284 rVB 203150 164899 9.43% 1.292%
11 9.804 1308 1312 1317 rBvV2 32230 30263 1.73% 0.237%
12 9.886 1322 1326 1330 rBV 495697 416017 23.80% 3.259%
13 10.304 1395 1397 1400 rVB 35166 26583 1.52% 0.208%
14 10.680 1456 1461 1464 rBVY 1010011 927441 53.06% 7.265%
15 10.774 1474 1477 1485 rVB 29449 31954 1.83% 0.250%
16 11.227 1550 1554 1556 rBvV 23046 22430 1.28% 0.176%

17 11.374 1575 1579 1582 rBV 474379 392589 22.46% 3.075%
18 12.962 1844 1849 1852 rBV 1360155 1306743 74.77% 10.237%
19 13.839 1994 1998 2003 rBV 31569 33012 1.89% 0.259%
20 14.015 2024 2028 2036 rBV 301173 267730 15.32% 2.097%

21 14.845 2164 2169 2174 rVB 20946 21576 1.23% 0.169%
22 15.492 2273 2279 2288 rBV 212418 277255 15.86% 2.172%

Sum of corrected areas: 12765076
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF120517\

BF101132.D

5 Dec 2017 18:48

SJ/JuU

16709-05

21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101132.D

Aca On : 5 Dec 2017 18:48

Operator : SJ/JU

Sample : 16709-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.09 7.53 ng 109424 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 511 (5.092 min): BF101132.D (-506) (-) m/z 43.00 100.00%
a3
59
5000
101 R A L S IR
| | a3 | 4.80 5.00 5.20 5.40
e e e m/z 59.10 56.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA U UL LIS I
59 480 500 520 5.40
m/z 101.00 22 .45%
"'|“"|'“‘?%'“W“"w""l“"l'“'lg?“lg?'}ﬁ%"v"'l“"l'“'l"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 14 _.02%
68
50 126 142
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R B
43 480 5.00 520 5.40
m/z 41.00 9.00%
5000
101
15 31 [ 50% 69 g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101132.D

Aca On : 5 Dec 2017 18:48

Operator : SJ/JU

Sample : 16709-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.62 Concentration Rank 1

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

6.62 101.05 ng 1468990 1,4-Dichlorobenzene-d4 6.85
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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 771 (6.622 min): BF101132.D (-766) (-) m/z 132.00 100.00%
132
5000 68
96 IR A S
40 gy 28 06 6.20 6.40 6.60 6.80 7.00
e B m/z 68.10 39.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR I UL LU I
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.15%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 24 . 75%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine- proplonyl RS R e e ]
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.14%
5000 98 116
S n,m...“,.nh.,uh..h, W .- N 189 SRS | R | SN
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120517\
Data File : BF101132.D

Aca On : 5 Dec 2017 18:48

Operator : SJ/JU

Sample : 16709-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.
13.84 2.47 ng 33012 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 58
2 n-Tetracosanol-1 354 C24H500 000506-51-4 52
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 50
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 43
5 1H-Imidazole, 4,5-dihydro-2-(1-m... 112 C6H12N2 040029-86-5 38
Abundance Scan 1998 (13.839 min): BF101132.D (-1994) (-) m/z 55.00 100.00%
[
5000 111
| \ 13.60 13.80 14.00 14.20

—e e m/z 57.05 95.59%

m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43
5000 83
13.60 13.80 14.00 14.20
18 11 m/z 83.10 92.98%
‘h“\ we ‘Jﬂ “ L 139 168 196 224 252 278 308 336 364
B e e an T
m/z--> 50 100 150 200 250 300 350
Abundance
43
SN | N S S
13.60 13.80 14.00 14.20
5000 83 m/z 43.10 85.75%
18 111
65 140 168 196 238 266 308 336
e e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57 13.60 13.80 14.00 14.20
m/z 97.10 68.35%
5000
111
M | M‘ ‘ I ‘ \1139 168 196 224 253
— T T
m/z--> 50 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120517\
Data File : BF101132.D

Acq On : 5 Dec 2017 18:48

Operator : SJ/JU

Sample - 16709-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 7.5 ng 109424 1 6.85 290759 20.0
unknown6 .62 6.62 101.1 ng 1468990 1 6.85 290759 20.0
1-Hexacosanol 13.84 2.5 ng 33012 5 14.02 267730 20.0
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