LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101188.D

Aca On : 7 Dec 2017 1:24

Operator : SJ/JU

Sample : 16656-01

Misc :

ALS Vial : 28 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 5.075 504 508 519 rBV 43782 60783 5.51% 0.697%
2 5.469 571 575 588 rBV 968748 911332 82.56% 10.448%
3 6.481 742 747 758 rBV 951106 936568 84.85% 10.737%
4 6.616 766 770 773 rBVY 1105273 979911 88.77% 11.234%
5 6.845 806 809 816 rBB 338869 266950 24.18% 3.060%
6 7.004 832 836 839 rBV 943551 800747 72.54% 9.180%
7 7.410 901 905 909 rBV 599423 594652 53.87% 6.817%
8 8.128 1024 1027 1042 rVB 415491 334770 30.33% 3.838%
9 9.204 1206 1210 1213 rBV 1419002 1103830 100.00% 12.655%
10 9.598 1272 1277 1285 rBV 106780 101931 9.23% 1.169%
11 9.804 1309 1312 1316 rBV 37453 29221 2.65% 0.335%
12 9.886 1322 1326 1330 rBV 389884 340409 30.84% 3.903%
13 10.304 1394 1397 1400 rVB 39130 27190 2.46% 0.312%
14 10.675 1457 1460 1470 rBV 553554 471130 42.68% 5.401%
15 10.775 1475 1477 1482 rVB 24347 21009 1.90% 0.241%
16 11.375 1575 1579 1582 rBvV 352868 291214 26.38% 3.339%
17 11.886 1663 1666 1672 rBB2 15479 16964 1.54% 0.194%
18 12.586 1783 1785 1789 rBB 17239 15654 1.42% 0.179%
19 12.822 1820 1825 1828 rBvV 19942 19447 1.76% 0.223%

20 12.957 1844 1848 1851 rBV 890876 735693 66.65% 8.434%
21 13.839 1994 1998 2009 rBV 71313 76653 6.94% 0.879%
22 14.021 2024 2029 2032 rBV 288457 285242 25.84% 3.270%

23 15.498 2273 2280 2288 rBV 223384 281644 25.52% 3.229%
24 15.980 2357 2362 2367 rBV5 10113 19589 1.77% 0.225%

Sum of corrected areas: 8722533
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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\BF120617\

BF101188.D

7 Dec 2017 1:24

SJ/Ju

16656-01

28 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101188.D

Aca On : 7 Dec 2017 1:24

Operator : SJ/JU

Sample : 16656-01

Misc :

ALS Vial : 28 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 4

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

5.07 4_.55 ng 60783 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Pentanol 88 C5H120 000584-02-1 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 2-Nonanone 142 C9H180 000821-55-6 9

Abundance Scan 507 (5.069 min): BF101188.D (-504) (-) m/z 43.00 100.00%
43
59
5000
101 IIIl|llll|llll|llll|lf\lll
| 83 | 4.80 5.00 5.20 5.40
ottt m/z 59.10 56.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL UL UL
59 480 500 520 540
m/z 101.00 20.27%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.00 12.90%
29 101
o 15 37 51 73 83 95
LR UL SR SR SRR UL FULRLIL IR SO S S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2096: 3-Pentanol A e AR Ram
59 480 5.00 5.20 5.40
m/z 41.00 8.61%
31
5000
41
0 \H‘ 1 11 53\ ‘ il 70 87
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101188.D

Aca On : 7 Dec 2017 1:24

Operator : SJ/JU

Sample : 16656-01

Misc :

ALS Vial : 28 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 73.42 ng 979911 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 771 (6.622 min): BF101188.D (-766) (-) m/z 132.00 100.00%
132
5000
68
96 """"""""""
40 54 -8 06 6.20 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 33.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 T AT T T
a1 o7 6.0 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.24%
Ouuuluuuu‘l‘...‘. |||||]|-()|7|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
132
|'“'|“"ﬂ"w"“|'“
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 22 .36%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl IR e e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 13.29%
5000 og 116
| I n,m...“,.nh.,uh..h, W .- 189 SN | G | 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\BF120617\
Data File : BF101188.D

Aca On : 7 Dec 2017 1:24

Operator : SJ/JU

Sample : 16656-01

Misc :

ALS Vial : 28 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-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.37 ng 76653 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Octacosanol 410 C28H580 000557-61-9 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1998 (13.839 min): BF101188.D (-1994) (-) m/z 55.10 100.00%
55 83
5000 111
139 229 13.60 13.80 14.00 14.20
Obrreprre el m/z 83.10 88.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000
13.60 13.80 14.00 14.20
29 m/z 57.10 87 .09%
ol Lol 167 196 238 266 294
m/z--> 2'0 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 43.00 85.22%
29
0 139 167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
83 13.60 13.80 14.00 14.20

m/z 97.10 77.11%

5000
| ‘

29
ol 167 195 222 250 280 308 336
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\
Data File : BF101188.D

Acq On > 7 Dec 2017 1:24

Operator : SJ/JU

Sample - 16656-01

Misc :

ALS Vial : 28 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... 5.07 4.5 ng 60783 1 6.85 266950 20.0
unknown6 .62 6.62 73.4 ng 979911 1 6.85 266950 20.0
1-Heneicosanol 13.84 5.4 ng 76653 5 14.02 285242 20.0
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