LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101975.D

Aca On : 10 Jan 2018 1:31

Operator : SJ/JU

Sample = J1038-03

Misc :

ALS Vial : 24 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-BF010918.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 4.928 478 483 488 rVB 208605 261807 5.13% 0.699%
2 5.340 548 553 556 rBY 3108682 2911823 57 .00% 7.769%
3 6.363 722 727 737 rVB 1919621 1922859 37.64% 5.131%
4 6.498 745 750 753 rBVY 4915935 4727030 92.54% 12.613%
5 6.728 785 789 792 rBVY 1702766 1348787 26.40% 3.599%

6 6.887 811 816 819 rvVB 4838193 4407623 86.29% 11.760%
7 7.298 880 886 889 rBV 3670065 3668891 71.82% 9.789%
8 7.487 914 918 920 rBV 91506 71060 1.39% 0.190%
9 8.010 1003 1007 1010 rBV 2034106 1629083 31.89% 4._.347%
10 8.569 1100 1102 1105 rVB 90930 66157 1.30% 0.177%
11 9.092 1185 1191 1194 rBV 5635643 5108141 100.00% 13.629%
12 9.481 1254 1257 1260 rBV 128563 98328 1.92% 0.262%
13 9.763 1301 1305 1309 rVB 1652541 1327225 25.98% 3.541%
14 10.481 1423 1427 1429 rBV 103962 92701 1.81% 0.247%

15 10.551 1434 1439 1442 rBV 2590207 2301949 45.06% 6.142%

16 10.657 1454 1457 1465 rVB 49085 59727 1.17% 0.159%
17 11.245 1553 1557 1560 rBV 1381981 1101570 21.56% 2.939%
18 11.780 1645 1648 1652 rBV2 130735 129826 2.54% 0.346%
19 12.839 1823 1828 1831 rBV 3682889 3891299 76.18% 10.383%
20 13.733 1976 1980 1987 rBV 312882 323664 6.34% 0.864%

21 13.880 2001 2005 2009 rBV 1411936 1223064 23.94% 3.263%
22 15.304 2242 2247 2251 rBV 664656 806264 15.78% 2.151%

Sum of corrected areas: 37478878
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101975.D

Aca On - 10 Jan 2018 1:31

Operator : SJ/JU

Sample : J1038-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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: BF101975.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101975.D

Aca On : 10 Jan 2018 1:31

Operator : SJ/JU

Sample - J1038-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.93 3.88 ng 261807 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 483 (4.928 min): BF101975.D (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 460 480 500 520
o B0 L2010 s 9,00 53607
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL R
59.0 460 480 500 520
0
150 1010 m/z 101.00 17.76%
0 wl ol " 83.0 \ ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 5.00 520
5000 410 m/z 58.00 16.36%
126.0142.0
e Y L I S L S BN BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3686: 1-Propen-2-ol, acetate A e
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.51%
5000
15.0 ‘ 7%.0 100.0
0...‘. T U — e e Y
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101975.D

Aca On : 10 Jan 2018 1:31

Operator : SJ/JU

Sample - J1038-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.50 Concentration Rank 1

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

6.50 70.09 ng 4727030 1,4-Dichlorobenzene-d4 6.73
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF101975.D (-745) (-) m/z 132.00 100.00%
13p.0
5000 68.1
400 % oo J "6k G40 660 650
0! e L T A e e S m/z 68.10 41 .43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 AR LR L S
6.20 6.40 6.60 6.80
104.0 m/z 134.00 32.86%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 ou0 oho ok
5000 ogo 1160 m/z 66.00 26 .52%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R m
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.66%
117.0
5000
91.0
s
0"'I'h"W'm'VW'”M'“*'N“'“I'PMI""I”"I"" ISR LR L S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101975.D

Aca On : 10 Jan 2018 1:31

Operator : SJ/JU

Sample - J1038-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.36 ng 129826 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 87
Abundance Scan 1648 (11.780 min): BF101975.D (-1645) (-) m/z 43.05 100.00%
430 73.0
5000 1291
97.1 1569 1852 2131 .. 1140 11.60 11.80 12.00
(o} m/z 73.00 96.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.40 11.60 11.80 12.00
Ji 1570 1geo 2130 2560 | M/Z 59.95  89.89%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 80.96%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 Ww
Abundance #95851: Pentadecanoic acid S B B ma i R
43.0 | 73.0 11.40 11.60 11. 80 12. 00
m/z 55.00 79.91%
5000 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101975.D

Aca On : 10 Jan 2018 1:31

Operator : SJ/JU

Sample - J1038-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Trifluoroacetoxy hexadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.73 5.29 ng 323664 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 1979 (13.727 min): BF101975.D (-1976) (-) m/z 55.00 100.00%
540
83.1
5000
ISR N BN SR RS
139.1 13.40 13.60 13.80 14.00
o 168.2195.1 223.0 251.1 281.1 77 57 05 99 910
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 ISR N SRR BRI RS
13.40 13.60 13.80 14.00
29.0 m/z 43.05 99.78%
oo b 1540 196.0224.0 269.0 3200
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
1340 13.60 13.80 14.00
5000 111.0 m/z 83.10 76.20%

o 1390 167.0196.0222.0  266.0294.0325 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester N SRR R e atas
13.40 13.60 13.80 14.00

m/z 69.05 75.63%

:

5000

m/z-->

196.0 224.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

[y
N
a1
o

T T T T
13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010918\
Data File : BF101975.D

Acq On : 10 Jan 2018 1:31

Operator : SJ/JU

Sample - J1038-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
Quant Title : 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... 4.93 3.9 ng 261807 1 6.73 1348790 20.0
unknown6 .50 6.50 70.1 ng 4727030 1 6.73 1348790 20.0
n-Hexadecanoic acid 11.78 2.4 ng 129826 4 11.25 1101570 20.0
Trifluoroacetoxy ... 13.73 5.3 ng 323664 5 13.88 1223060 20.0
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