LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096600.D

Aca On 10 Jul 2017 14:51

Operator : SJ/JU

Sample : 14061-07

Misc :

ALS Vial : 12 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-BF070117.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 4.875 469 474 483 rVB 511084 662569 20.70% 2.515%
2 5.298 541 546 549 rBVY 2742727 2756900 86.13% 10.466%
3 6.328 715 721 725 rBV 2849423 3200909 100.00% 12.152%
4 6.451 737 742 746 rBY 2584154 2709129 84.64% 10.285%
5 6.681 777 781 785 rBV 779876 639286 19.97% 2.427%
6 6.839 803 808 811 rBVY 2234386 2050827 64.07% 7.786%
7 7.245 871 877 880 rBVY 1654518 1781689 55.66% 6.764%
8 7.963 994 999 1002 rBV 976108 886601 27.70% 3.366%
9 9.039 1177 1182 1186 rBV 2625975 2897529 90.52% 11.000%
10 9.433 1244 1249 1252 rBV 376810 304485 9.51% 1.156%
11 9.622 1274 1281 1285 rBv4 17007 33048 1.03% 0.125%
12 9.716 1291 1297 1300 rBV 950010 960169 30.00% 3.645%
13 10.163 1369 1373 1375 rVB 51818 46744 1.46% 0.177%
14 10.498 1425 1430 1434 rBV 1542379 1560032 48.74% 5.923%
15 10.633 1449 1453 1459 rBvV 73168 84385 2.64% 0.320%
16 11.080 1525 1529 1531 rBvV2 37808 38290 1.20% 0.145%
17 11.192 1543 1548 1551 rBVY 1077708 953670 29.79% 3.621%
18 11.733 1636 1640 1643 rBvV2 34880 34113 1.07% 0.130%

19 12.780 1812 1818 1821 rBV 2544519 2659809 83.10% 10.098%
20 13.680 1967 1971 1978 rBV 220740 239256 7.47% 0.908%

21 13.821 1990 1995 1998 rBV 952907 968661 30.26% 3.677%

22 14.310 2075 2078 2083 rBV 44326 55150 1.72% 0.209%
23 14.674 2136 2140 2143 rBV 48952 51724 1.62% 0.196%
24 15.215 2226 2232 2237 rBV 534583 623324 19.47% 2.366%
25 15.662 2305 2308 2312 rBV2 22703 34316 1.07% 0.130%
26 15.704 2312 2315 2323 rVB7 23335 40806 1.27% 0.155%
27 16.127 2382 2387 2392 rVB2 18632 33938 1.06% 0.129%
28 17.292 2580 2585 2591 rVB7 16122 33038 1.03% 0.125%
Sum of corrected areas: 26340397
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096600.D

Aca On 10 Jul 2017 14:51

Operator : SJ/JU

Sample : 14061-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096600.D
530 6 38
.45
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Abundance TIC: BF096600.D
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2000000
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13.
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Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096600.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096600.D

Aca On 10 Jul 2017 14:51

Operator : SJ/JU

Sample : 14061-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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.

4._.87 20.73 ng 662569 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 473 (4.869 min): BF096600.D (-469) (-) m/z 43.00 100.00%
43.0
59.0
5000
| g "ok 480 5b0 520
Y 1 N Mt SR SR m/z 59.00 53.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L I
59.0 460 480 500 520
m/z 101.10 14.88%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 13.60%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate e e
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.76%
5000
58.0
15‘.0 270 7%.0 100.0
Ot e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096600.D

Aca On 10 Jul 2017 14:51

Operator : SJ/JU

Sample : 14061-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknown6.45 Concentration Rank 1

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

6.45 84.75 ng 2709130 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF096600.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 so || % %0 640 680 650
o T PO NS N .- D NSRS 2 B | N m/z 68.10 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 "
5000 IRSENUAEE SRR RN A
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.52%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 26.49%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.24%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096600.D

Aca On 10 Jul 2017 14:51

Operator : SJ/JU

Sample : 14061-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 4.94 ng 239256 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1971 (13.680 min): BF096600.D (-1967) (-) m/z 57.05 100.00%
57.0
97.1
5000
SR AR SN SR B
39.1 13.40 13.60 13.80 14.00
o Fl--.?.f‘f’?....,....,....,...., m/z 55.00 97.01%
m/z--> 50 10 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55,0
5000 LR BRI DU UL B
anmnmmm
m/z 43.10 93.39%
o100 | | \‘ H ‘H‘ I ‘3?0‘ 1820 2240 2660
m/z--> 50 260 2%0 360 3éo '
Abundance
57.0
97.0 1340 13,60 1380 1400
5000 m/z 83.05 77 .80%
oL 270 126.0 1680 208.0238.0 2830 3340
m/z--> 55 160 1éo 260 2%0 360 3éo ' L
Abundance #215904: Octacosanol e T T T T T
57.0 13.40 13.60 13.80 14.00
m/z 97.10 68.25%
5000
0 27.0| H A ; 13?? 181.0 222.0251.0 292.0322.0 362.0392.0 LM
m/z--> 50 50 260 250 300 3éo ' 1340 1360 1380 1400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071017\
Data File : BF096600.D

Acq On 10 Jul 2017 14:51

Operator : SJ/JU

Sample - 14061-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.87 20.7 ng 662569 1 6.68 639286 20.0
unknown6 .45 6.45 84.8 ng 2709130 1 6.68 639286 20.0
1-Heneicosanol 13.68 4.9 ng 239256 5 13.82 968661 20.0
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