LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 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-BF113015.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 3.904 192 194 203 rBvV 46336 120076 2.24% 0.256%
2 4 .658 258 260 274 rBV 815256 1428124 26.60% 3.047%
3 5.138 299 302 318 rBVY 4266018 4700114 87.55% 10.027%
4 6.224 394 397 399 rBVY 3421200 5067784 94.39% 10.811%
5 6.327 403 406 408 rBY 3702594 4728057 88.07% 10.086%
6 6.544 423 425 428 rBV 941495 975574 18.17% 2.081%
7 6.704 437 439 442 rBV 3533646 3140080 58.49% 6.699%
8 7.116 473 475 478 rBVY 2370676 3049046 56.79% 6.504%
9 7.264 486 488 495 rVB 90291 144906 2.70% 0.309%
10 7.836 536 538 547 rVB 1399915 1291873 24.06% 2.756%

11 8.922 630 633 635 rBV 4572226 5368702 100.00% 11.453%
12 9.322 666 668 670 rBV 1117410 1015453 18.91% 2.166%
13 9.539 685 687 689 rBvV 101392 101738 1.90% 0.217%
14 9.585 689 691 693 rBV 1419635 1418501 26.42% 3.026%
15 9.790 706 709 711 rBV3 34675 68923 1.28% 0.147%

16 10.042 729 731 733 rVB 183005 157073 2.93% 0.335%
17 10.259 747 750 751 rBV 80842 104135 1.94% 0.222%
18 10.373 757 760 762 rBV 3074545 3153427 58.74% 6.727%
19 10.522 771 773 777 rVB 175288 267867 4._.99% 0.571%
20 11.013 814 816 818 rBV 118841 125216 2.33% 0.267%

21 11.128 823 826 827 rBV 1056259 1511174 28.15% 3.224%
22 11.219 830 834 837 rVB3 54860 115023 2.14% 0.245%

23 11.528 858 861 864 rVB 45102 75232 1.40% 0.160%
24 11.768 881 882 885 rvB 64874 75225 1.40% 0.160%
25 11.825 885 887 889 rBvV 192047 252268 4._70% 0.538%
26 12.156 914 916 920 rVB2 36267 79980 1.49% 0.171%
27 12.465 940 943 945 rBV2 62780 94861 1.77% 0.202%
28 12.659 957 960 963 rBV 249764 306346 5.71% 0.654%
29 12.899 979 981 983 rBV 54025 76256 1.42% 0.163%

30 12.968 983 987 989 rVvB2 236234 353834 6.59% 0.755%

31 13.219 1006 1009 1012 rBV 3687471 4892238 91.13% 10.436%
32 14.671 1133 1136 1140 rBV2 56055 153386 2.86% 0.327%
33 14.751 1140 1143 1145 rVV 797494 1366771 25.46% 2.916%
34 14.785 1145 1146 1150 rVB 96695 121345 2.26% 0.259%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.305 1276 1279 1281 rBV 57225 100722 1.88% 0.215%

36 16.808 1321 1323 1330 rBV 514877 875161 16.30% 1.867%

Sum of corrected areas: 46876491
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF083382.D
7000000

6000000

5000000
5.14

4000000

6. g '_33 6.70

3000000
7.12

2000000
7.84

1000000 4.66

3.90 k 7.26
0 L :

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50

Abundance TIC: BF083382.D
7000000

6000000

5000000 .92

4000000 13.22

10.37
3000000

2000000
9.58

9.32 11.13
1000000 14.75

9.54 9.7910.040.210.52 11041 2 13 533582 1216 12.46%,°03%97 || 14&79

L E e i e e e St 4 SN

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00

Abundance TIC: BF083382.D
7000000

6000000
5000000
4000000
3000000
2000000

1000000
16.81

16.31

L i B O L .

Time--> 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Cyclopropane, 1,1,2-trimethyl- Concentration Rank 6

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

3.90 2.46 ng 120076 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1.2-trimethvl- 84 C6H12 004127-45-1 72
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 45
3 3-Penten-1-ol. 2-methvl- 100 C6H120 062238-37-3 43
4 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 40
5 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 40

Abundance Scan 194 (3.904 min): BF083382.D (-192) (-) m/z 41.10 100.00%
411
69.1 ﬂ\‘—
5000
55.1
I | 670 360 380 400 420
o Ly m/z 69.10 73.98%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #1497: Cyclopropane, 1,1,2-trimethyl-
41.0
69.0
5000 L L UL LN I
3.60 3.80 4.00 4.20
84.0 m/z 43.10 50.39%

27.0 55.0 ‘
0 ‘\ A \‘\ !
L B LA o o R B N N
m/z--> 20 30 40 50 60 70 80 90 100
Abundance

3.60 3.80 4.00 4.20

5000 5.0 m/z 55.10 33.60%
84.0
27.0
o) ARS8 Y T4 S VIS PN
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3801: 3-Penten-1-ol, 2-methyl- e
41.0 3.60 380 400 420

m/z 39.10 16.45%

69.0
5000
21.0 55.0 82.0
0 W | Nl Ll ‘\‘ | 100.0

T
m/z--> 20 30 40 50 60 70 80 90 100 3.60 3. 80 4. OO 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.66 29.28 ng 1428120 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 260 (4.658 min): BF083382.D (-258) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
4.40 4.60 4.80 5.00
O e SLOL €93 831 | h77 59.10  54.04%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R R UL R
4.40 4.60 4.80 5.00
59.0 1010 m/z 101.10 14.24%
0 WO%mu‘mo‘ 67.0 830 91.0 | |
L UL SU LI SURLELEL SRR JLELELEL UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 4.80 500
5000 m/z 58.10 14 .03%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.40 4.60 4.80 5.00

m/z 41.10 9.30%

5000 41.0
31.0

69.0 87.0

15.0 M‘ N ﬂmﬂ 98.0

0..“...“...“...p...“..w...w...w...w...w...w.

m/z--> 10 20 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 3 unknown6.33 Concentration Rank 1

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

6.33 96.93 ng 4728060 1,4-Dichlorobenzene-d4 6.54
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 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 406 (6.327 min): BF083382.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
01 50 || o™ weo | T 650 k0 68
Obrrprrrr e e bbb P2 et e e e m/z 68.10 41.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SNBSS SRR
6.00 6.20 6.40 6.60
2.0 510 ‘ m/z 134.10 34 .98%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 640 6.60
5000 67.0 m/z 66.10 25.44%
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 #14006: 5-Aminoindole e RRAREEEEEE R
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.17%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.26 2.24 ng 144906 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 53
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
4 1.4-Dioxane 88 C4H802 000123-91-1 47
5 Methyl 4-0-acetyl-2,3-di-0O-methy... 248 C11H2006 072945-56-3 36

Abundance Scan 488 (7.264 min): BF083382.D (-486) (-) m/z 73.10 100.00%
73.1
5000 411 /\/\
Jb d o1 "0 720 70 780
ol bt e m/z 88.10 73.36%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000 R UL I I R
41.0 7.00 7.20 7.40 7.60
01.0 m/z 41.10 39.95%

o

14.0] A ,‘ A0
m/z--> 50 100 150 200 250 300 350
Abundance
88.0

7.00 7.20 7.40 7.60

5000 m/z 57.10 38.80%
41.0
0 158.0
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester TSNP YV E MBI Y W
43.0 88.0 7.00 7.20 7.40 7.60

m/z 43.10 24 .28%

- AMJ\JV\/
M JJ ‘ ii ‘ !‘115 01420 1730 214024202720 3130 3550

T
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.04 2.21 ng 157073 Acenaphthene-d10 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Eicosane 282 C20H42 000112-95-8 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 731 (10.042 min): BF083382.D (-729) (-) m/z 57.10 100.00%

57.1

5000
39 113.1 9.80 10.00 10.20 10.40
0 141.1 165.1 m/z 43.10 71.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57.0
5000 85.0 LI L B B
9.80 10.00 10.20 10.40
29.0 m/z 71.10 49_.27%
. | I [ 1130 1410 1600 1980
”'|“"w"w"”|'“'|“"w"'"“ R EEREEEEE S R
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 41.10 33.45%
85.0
29.0
o 1130 1410 1690 212.0
L A e o B e B R EAmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane T
57.0 9.80 10.00 10.20 10.40
m/z 85.10 33.19%
5000
85.0
29.0
0 ‘ “ I 4l ‘ , 1130 141.0 169.0 197.0 226.0
I LI o e e e o L R EE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 7 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.52 3.55 ng 267867 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 773 (10.522 min): BF083382.D (-771) (-) m/z 57.10 100.00%

57.1
5000 85.1

10.20 10.40 10.60 10.80

ﬂ131 154.1183.2

ob——b b e m/z 43.10 76.71%
miz--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
85.0 10.20 10.40 10.60 10.80
29.0 m/z 71.10 61.50%
L Ll B30 asso w0
miz--> 50 100 150 200 250 300 350
Abundance
57.0
A A
10.20 10.40 10.60 10.80
5000 m/z 85.10 40.67%
85.0
29.0
0 113.0 155.0183.0 226.0
e
miz--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R e R
57.0 10.20 10.40 10.60 10.80
m/z 41.10 33.25%
5000
85.0
290
0 ||y ) A130 15501830 22502530 295.0323.0  380.0
b ...., e T e s sttt
miz--> 50 100 150 200 250 300 350 1020 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 8 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.82 3.34 ng 252268 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 887 (11.825 min): BF083382.D (-885) (-) m/z 43.10 100.00%
431 731
5000
"' 11/60 11.80 12.00 12.20
0 m/z 73.10 86.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 R SURIULE SURRURN SURISN SN
11.60 11.80 12.00 12.20
120.0 256.0 m/z 60.10 78.07%
oI, . Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 "' 1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 70.67%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid R B EREE R
43.0 730 11.60 11.80 12.00 12.20
m/z 41.10 67.79%
5000 129.0
0 I R EEmEL T Rt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083382.D

Aca On : 1 Dec 2015 19:56

Operator : UM/I1Z

Sample : 6G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 9 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.24 ng 153386 Chrysene-di12 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Tetracosanol 354 C24H500 000506-51-4 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1136 (14.671 min): BF083382.D (-1133) (-) m/z 57.10 100.00%

5000

-

14.40 14.60 14.80 15.00
m/z 55.10 92.74%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester
.0

-

14.40 14.60 14.80 15.00
m/z 43.10 91.18%

5000

196.0 224.0

125.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

43.0
R R S REEEE R
14.40 14.60 14.80 15.00
5000 83.0 m/z 83.10 78.09%
18.0 111.0

o 140.0 168.0196.0  238.0266.0 308.0336.0

mm@wmmm‘m‘mmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148859: Trichloroacetic acid, pentadecy! ester

14.40 14.60 14.80 15.00
m/z 69.10 74.61%

5000

182.0210.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120115\
Data File : BF083382.D

Acq On : 1 Dec 2015 19:56

Operator : UM/1Z

Sample - G4593-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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]
Cyclopropane, 1,1... 3.90 2.5 ng 120076 1 6.54 975574 20.0
2-Pentanone, 4-hy... 4 .66 29.3 ng 1428120 1 6.54 975574 20.0
unknown6 .33 6.33 96.9 ng 4728060 1 6.54 975574 20.0
Hexanoic acid, 2-... 7.26 2.2 ng 144906 2 7.84 1291870 20.0
Tetradecane 10.04 2.2 ng 157073 3 9.58 1418500 20.0
Eicosane 10.52 3.5 ng 267867 4 11.13 1511170 20.0
n-Hexadecanoic acid 11.82 3.3 ng 252268 4 11.13 1511170 20.0
Trichloroacetic a... 14.67 2.2 ng 153386 5 14.75 1366770 20.0
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