LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085231.D

Aca On : 5 Mar 2016 4:30

Operator =: SJ/1Z

Sample : H1686-06

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-BF030316.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 5.179 250 253 262 rVB 725699 1028157 23.41% 2.784%
2 5.579 285 288 290 rBVY 3600383 3803574 86.60% 10.299%
3 6.596 373 377 379 rBVY 3599493 3983792 90.71% 10.787%
4 6.733 387 389 392 rBVY 3194369 4200771 95.65% 11.375%
5 6.973 407 410 412 rBV 736162 830319 18.91% 2.248%
6 7.122 421 423 426 rVB 2365828 3235612 73.67% 8.761%
7 7.533 456 459 461 rBV 2851425 2883289 65.65% 7.807%
8 8.253 519 522 524 rBVY 1389766 1143264 26.03% 3.096%
9 9.328 613 616 619 rBY 3723231 4391999 100.00% 11.892%
10 9.716 648 650 652 rBV 457536 455316 10.37% 1.233%
11 9.933 665 669 672 rBvV2 35229 54021 1.23% 0.146%

12 10.013 673 676 678 rvB 1078089 1196974 27 .25% 3.241%
13 10.436 710 713 715 rBV2 97695 100867 2.30% 0.273%
14 10.653 729 732 736 rBV 37697 67132 1.53% 0.182%
15 10.802 742 745 747 rBV 2434034 2845462 64.79% 7.705%

16 10.905 752 754 759 rvVv 71722 142545 3.25% 0.386%
17 11.362 792 794 795 rBV 36642 50537 1.15% 0.137%
18 11.488 803 805 808 rBvV 822729 1135375 25.85% 3.074%
19 12.014 849 851 853 rBvV 188733 182451 4._.15% 0.494%
20 12.265 871 873 876 rVB 50552 53859 1.23% 0.146%

21 12.802 917 920 925 rBV 60518 91732 2.09% 0.248%
22 13.077 941 944 947 rBV 3250732 3481068 79.26% 9.426%
23 13.968 1020 1022 1028 rBV 122401 158448 3.61% 0.429%
24 14.128 1033 1036 1038 rBV 880570 791551 18.02% 2.143%
25 15.591 1161 1164 1167 rBV 412860 622818 14.18% 1.686%

Sum of corrected areas: 36930933
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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:\HPCHEM1I\BNA F\DATA\BF030416\

BF085231.D

5 Mar 2016 4:30

SJ/1Z

H1686-06

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085231.D

Aca On : 5 Mar 2016 4:30

Operator : SJ/1Z

Sample : H1686-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.18 24_.77 ng 1028160 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 253 (5.179 min): BF085231.D (-250) (-) m/z 43.05 100.00%
43
59
5000
101 N
480 500 5.20 540 5.60
83
0...,....,....,....','::..‘?.1.'51,...‘.3?....,.-...,...:,....,....,....,....,...., m/z 59.10 61.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LS SR
480 500 5.20 5.40 5.60
59 101 m/z 101.10 23.62%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.10 17.00%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #208: Acetone i B et o
43 4.80 500 5.20 5.40 5.60
m/z 41.10 9.10%
5000
58
15 o
0”'PH”P'm\””Wh'W”'W”'W'”W'”'P”'P'”P'“I””I”'W”'W AR LS LR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085231.D

Aca On : 5 Mar 2016 4:30

Operator : SJ/1Z

Sample : H1686-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.73 Concentration Rank 1

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

6.73 101.19 ng 4200770 1,4-Dichlorobenzene-d4 6.97
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 389 (6.733 min): BF085231.D (-387) (-) m/z 132.10 100.00%
5000 68
40 % 6.40 660 6.80 7.00
54 : : : :
0 .l??....',’ﬂ.o?..,...,....,....,.... m/z 68.10 44.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U S AN R
6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.39%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 m/z 66.10 28.05%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LS DL B L B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.37%
5000 og 116
) AN | VIR A N HW..LL,..“u N 189 SN L U A SN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085231.D

Aca On : 5 Mar 2016 4:30

Operator : SJ/1Z

Sample : H1686-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.90 2.51 ng 142545 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 754 (10.905 min): BF085231.D (-752) (-) m/z 57.10 100.00%
57
5000 85
\ 13 14 10.60 10.80 11.00 11.20
) SN et — m/z 43.10 70.51%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 BRI SRR SR
85 10.60 10.80 11.00 11.20
29 m/z 71.10 67.91%
ol ;“ ,h. f S se0 w2
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.60 10.80 11.00 11.20
5000 85 m/z 85.10 41.65%
29
0 113 141 169 198
mz-> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane T T
57 10.60 10.80 11.00 11.20
m/z 41.10 29.24%
5000
85
0 %9 (118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085231.D

Aca On : 5 Mar 2016 4:30

Operator : SJ/1Z

Sample : H1686-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.21 ng 182451 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 81

Abundance Scan 851 (12.014 min): BF085231.D (-849) (-) m/z 73.10 100.00%

143157171185 199 "7 500 256 11.60 11.80 12.00 12.20 12.40
o’ m/z 43.10 82.74%

43 60 P
5000 129
97 115 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
43 60 73
5000 LA L L L L L L LB
29 11. 60 11. 80 12. 00 12 20 12. 40
115 129 171 214 m/z 60.10 82.68%
I H\ M\ | ‘ 143157 | 1859
O HL.JL.”,”..ﬁ.”,“..J.”  RAAmEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 o 73
11.60 11.80 12.00 12.20 12.40
5000{ o9 m/z 57.10 67.53%
129
85 256
. % 115 143157171185199213227239
A S B o e A B Ao AR anEs S e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid A e e
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.10 63.99%
o “ S REAsmREE R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030416\
Data File : BF085231.D

Aca On : 5 Mar 2016 4:30

Operator : SJ/1Z

Sample : H1686-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6 1-Octadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.00 ng 158448 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1022 (13.968 min): BF085231.D (-1020) (-) m/z 83.10 100.00%
43 57 97
5000
s 0 12 1400 a0
153167 193208 . . . .
Ot el 281 m/z 57.10 94.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol
43 57
5000 U R B SRR B
13. 60 13. 80 14. oo 14.20
12139 m/z 43.10 91.48%
ok ....,.” 153168182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 oo
97 13.I60 13.|80 14.'00 14.'20 '
5000 m/z 97.10 90.50%
29 111
125
0 139153 168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester I B i
43 57 13.60 13.80 14.00 14.20
m/z 55.10 90.18%
5000 83

97

%

125139154168183 210204 252
S Bl
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 1380 14.00 14.20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030416\
Data File : BF085231.D

Acq On : 5 Mar 2016 4:30

Operator : SJ/1Z

Sample : H1686-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 24_.8 ng 1028160 1 6.97 830319 20.0
unknown6.73 6.73 101.2 ng 4200770 1 6.97 830319 20.0
Eicosane 10.90 2.5 ng 142545 4 11.50 1135380 20.0
Tridecanoic acid 12.01 3.2 ng 182451 4 11.50 1135380 20.0
1-Octadecanol 13.97 4.0 ng 158448 5 14.13 791551 20.0
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