LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101166.D

Aca On : 6 Dec 2017 14:37

Operator : SJ/JU

Sample : 16642-02

Misc :

ALS Vial : 8 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 5.075 505 508 522 rBB 47641 66463 4.87% 0.610%
2 5.469 571 575 578 rBVY 1128510 1039768 76.21% 9.539%
3 6.481 742 747 761 rVB 1077695 1107769 81.19% 10.163%
4 6.616 766 770 773 rBVY 1274653 1130864 82.89% 10.375%
5 6.845 805 809 814 rBB 343180 274396 20.11% 2.517%
6 7.004 831 836 839 rBV 945468 889071 65.17% 8.156%
7 7.410 900 905 908 rBV 690863 681909 49.98% 6.256%
8 8.128 1023 1027 1042 rBV 445698 367964 26.97% 3.376%
9 9.204 1205 1210 1213 rBV 1594910 1364333 100.00% 12.516%
10 9.598 1273 1277 1283 rVB 104335 106560 7.81% 0.978%
11 9.804 1308 1312 1316 rBV 32889 27783 2.04% 0.255%
12 9.880 1321 1325 1338 rVB 434506 425543 31.19% 3.904%
13 10.304 1393 1397 1400 rVB 31873 24684 1.81% 0.226%
14 10.675 1456 1460 1471 rVB 858630 787288 57.70% 7.223%
15 10.775 1474 1477 1484 rVB 28606 26775 1.96% 0.246%

16 11.375 1575 1579 1582 rBV 515272 454986 33.35% 4._.174%
17 12.957 1844 1848 1852 rBV 1379447 1344879 98.57% 12.338%
18 13.151 1876 1881 1884 rBV 19748 17388 1.27% 0.160%
19 13.839 1994 1998 2006 rBV 126044 132684 9.73% 1.217%
20 14.016 2024 2028 2038 rVB 389446 359446 26.35% 3.298%

21 15.492 2274 2279 2289 rBV2 182634 251421 18.43% 2.307%
22 15.968 2355 2360 2367 rBv4 9701 18439 1.35% 0.169%

Sum of corrected areas: 10900413
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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\

BF101166.D

6 Dec 2017 14:37

SJ/Ju

16642-02

8 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 : BF101166.D

Aca On : 6 Dec 2017 14:37

Operator : SJ/JU

Sample : 16642-02

Misc :

ALS Vial : 8 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 4.84 ng 66463 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 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 507 (5.069 min): BF101166.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101 S S LA S AR
| | 4.80 500 5.20 5.40
o 1 N E— m/z 59.00 57.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL I I
59 480 500 520 540
m/z 101.00 17.93%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.00 16.14%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- A e e R ma
43 4.80 500 5.20 5.40
m/z 41.10 10.34%
5000
29 | 55 83 98
G S S UL UL I I I SIS UL S R RN LS IR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101166.D

Aca On : 6 Dec 2017 14:37

Operator : SJ/JU

Sample : 16642-02

Misc :

ALS Vial : 8 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 82.43 ng 1130860 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF101166.D (-766) (-) m/z 132.00 100.00%
132
5000
68
© s |l e B 650 6w 660 680 700
o} I B e B B m/z 134.00 32.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 R R UL LR
6.20 6.40 6.60 6.80 7.00
104 m/z 68.10 31.58%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 19.35%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T BRaa e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 12.89%
117
5000
39 91
27 51 65 77 105 ‘
0"'I'h"P'w'lm'”“'“"WL'EH'P‘W""I'”'I"" SRS S
m/z--> 20 40 60 80 100 120 140 160 180 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 : BF101166.D

Aca On : 6 Dec 2017 14:37

Operator : SJ/JU

Sample : 16642-02

Misc :

ALS Vial : 8 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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 7.38 ng 132684 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Docosene 308 C22H44 001599-67-3 91
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 91
Abundance Scan 1998 (13.839 min): BF101166.D (-1994) (-) m/z 57.10 100.00%
87 83
5000 111
3 139 13.60 13.80 14.00 14.20
o 18 m/z 43.05 95.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
111 e q#kMAAAM%wN

5000
13.60 13.80 14.00 14.20
29 m/z 55.05 93.65%
ol 167 196 224 252 280 308
AL s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 83.10 90.06%
29

139 167 106 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 k
Abundance #186968: n-Tetracosanol-1 B e EEam s mae
83 13.60 13.80 14. 00 14. 20

m/z 97.10 83.47%

5000 ‘

o \“ 167 195 222 250 280 308 336 L
.”“”q“”.”... e
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 : BF101166.D

Acq On : 6 Dec 2017 14:37

Operator : SJ/JU

Sample - 16642-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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 4.8 ng 66463 1 6.85 274396 20.0
unknown6 .62 6.62 82.4 ng 1130860 1 6.85 274396 20.0
Behenic alcohol 13.84 7.4 ng 132684 5 14.02 359446 20.0
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