LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 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-BF103015.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 5.070 257 261 270 rVB 2026235 3120131 49.42% 5.104%
2 5.481 294 297 300 rBY 4697214 5499470 87.10% 8.997%
3 6.510 384 387 389 rBVY 5464773 5920725 93.77% 9.686%
4 6.647 396 399 401 rBVY 6540155 6313871 100.00% 10.329%
5 6.876 417 419 421 rBV 1485328 1202889 19.05% 1.968%
6 7.036 430 433 435 rVB 5392866 4735223 75.00% 7.746%
7 7.436 465 468 471 rBY 3268494 3750006 59.39% 6.135%
8 8.167 529 532 534 rBVY 1288840 1465609 23.21% 2.398%
9 8.396 550 552 553 rBV 43081 65892 1.04% 0.108%
10 9.116 613 615 618 rBV 101341 110620 1.75% 0.181%

11 9.242 623 626 629 rvV 5901496 6309704 99.93% 10.322%
12 9.367 635 637 639 rvB 140962 122781 1.94% 0.201%
13 9.630 658 660 663 rBvV 833226 984554 15.59% 1.611%
14 9.916 683 685 688 rBV 1714618 1659628 26.29% 2.715%
15 10.339 720 722 723 rBV 109359 95084 1.51% 0.156%

16 10.362 723 724 726 rVB 127565 102511 1.62% 0.168%
17 10.590 741 744 746 rBV 51541 80304 1.27% 0.131%
18 10.705 751 754 757 rBV 4369090 4469962 70.80% 7.312%
19 10.842 764 766 770 rvB2 120210 249729 3.96% 0.409%
20 10.922 771 773 777 rVB2 42705 64146 1.02% 0.105%

21 11.288 803 805 806 rBv2 156730 148214 2.35% 0.242%
22 11.310 806 807 810 rVvB 47466 66320 1.05% 0.108%
23 11.402 812 815 817 rvV 2039026 1683153 26.66% 2.753%
24 11.642 833 836 838 rBV 364873 452328 7.16% 0.740%
25 11.711 840 842 845 rVB 163513 137652 2.18% 0.225%

26 11.871 854 856 860 rBV5 17174 66700 1.06% 0.109%
27 11.939 860 862 864 rBvV 782902 813950 12.89% 1.332%
28 12.122 874 878 880 rBvV 119452 142048 2.25% 0.232%
29 12.202 882 885 887 rBV 60243 78403 1.24% 0.128%
30 12.453 906 907 910 rBV 151853 246042 3.90% 0.402%

31 12.511 910 912 914 rVB 119525 107867 1.71% 0.176%
32 12.648 920 924 929 rBV5 47587 104859 1.66% 0.172%
33 12.728 929 931 938 rBV 461380 517989 8.20% 0.847%
34 12.819 938 939 941 rVB 109800 140633 2.23% 0.230%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.876 941 944 952 rBV2 94963 203331 3.22% 0.333%

36 12.991 952 954 957 rBV 4357273 5996865 94.98% 9.810%
37 13.242 973 976 977 rVB 104581 118685 1.88% 0.194%
38 13.471 992 996 1000 rBvV2 138360 281042 4._.45% 0.460%
39 13.528 1000 1001 1004 rVv2 90577 105623 1.67% 0.173%
40 13.585 1004 1006 1010 rVB 92759 125906 1.99% 0.206%

41 13.894 1031 1033 1043 rBVY 354680 625565 9.91% 1.023%
42 14.042 1043 1046 1048 rVV 1401507 1335578 21.15% 2.185%
43 14.225 1060 1062 1068 rVB 78906 97450 1.54% 0.159%
44 14.545 1087 1090 1096 rVB 57730 113905 1.80% 0.186%
45 15.494 1170 1173 1175 rBVY 783854 1095744 17 .35% 1.793%

Sum of corrected areas: 61128691
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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\BF110415\

BF082687.D

4 Nov 2015 6:45

umsiz

G4240-15

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082687.D
65
6.51 7.04

5.48

7.44

5.07
6.88

0
Time-->

5.00 5.50

6.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082687.D
9.24

10.70 12.99

11.40

9.92
14.04

9.63

13.8
9,14 9.37 13.241331%39
A NN

16)36,0.50104 14.23 14.55

0

Time-->

14.00

14.50

13.00 13.50

11.50 12.00 12.50

9.50 10.00 10.50

A
L I

T
9.00 11.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082687.D

15.49

0
Time-->

19.50 20.00

17.50 18.00

18.50 19.00

15.50 16.00 16.50 17.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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.

507 s51.88ng 3120130  1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 23

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2-Butanone. 3-ethoxv-3-methvl- 130 C7H1402 036687-99-7 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
Abundance Scan 261 (5.070 min): BF082687.D (-257) (-) m/z 43.05 100.00%

43.0
590.1
5000
101.1 e
711 83.1 480 5.00 5.20 5.40
rer e e e e e e e e e e e m/z 59.10 60.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L LB LB
59.0 4.80 5.00 520 5.40
m/z 101.10 20.42%
31‘.0 83.0 101.0
T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
T
570 4.80 500 5.20 5.40
5000 m/z 58.10 15.70%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R B A m I
59.0 480 5.00 5.20 5.40
m/z 41.10 9.17%
5000 41.0
Wl 730 1260 1420
rer e e e o e e e e T e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.65 Concentration Rank 1

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

6.65 104.98 ng 6313870 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 399 (6.647 min): BF082687.D (-396) (-) m/z 132.10 100.00%
13R.1
68.1
5000
96.1 S L L UL UL
401 541 M 850 | 115.0 6.40 6.60 6.80 7.00
SRS A1 TP S NI N | R m/z 68.10 52.09%
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 3
5000 UL U IR I
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.10 34 .49%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 33.39%
33.0 44.0 105.0
s60 00 860
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #2744: 2-Cyclohexen-1-one e EAmmmmmmn s S
64.0 6.40 6.60 6.80 7.00
m/z 69.10 21.44%
5000
96.0
40.0
150 270 | %80 | g
m/z--> 10 20 30 40 50 60 fo 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.84 2.97 ng 249729 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 766 (10.842 min): BF082687.D (-764) (-) m/z 57.10 100.00%
57.1
5000 851
113.2 10.60 10.80 11.00 11.20
et b b o2 1882 2442 82981 hso43.10  63.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73967: Hexadecane
57.0
5000 85.0 LR UL B B B
10 60 10 80 11. oo 11. 20
29.0 m/z 71.10 62.98%
M“Mdﬁwmmm%mmﬂm
m/z--> 2'0 4'0 6|O 80 1(')0 120 140 1('30 180 200 220 240 260 25';0 3(')0 350 !
Abundance
57.0
"' 10.60 10:80 11.00 11.20
5000 85.0 m/z 85.10 38.58%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

Wmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64574: Pentadecane e
57.0 10.60 10.80 11.00 11.20
m/z 41.10 32.22%

85.0
5000

29.0
‘113 0 141 0 169.0 212 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.64 5.37 ng 452328 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 1-Pentadecene 210 C15H30 013360-61-7 97
3 1-Tetradecene 196 C14H28 001120-36-1 95
4 1-Hexadecanol 242 C16H340 036653-82-4 95
5 1-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 836 (11.642 min): BF082687.D (-833) (-) m/z 55.10 100.00%

551 831

5000

é

11.40 11.60 11.80 12.00
m/z 83.10 85.87%

140.1

168.2 196.1 242.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53621: Cyclotetradecane
55.0

[o0]
w
o

5000 e e e

29.0 11.40 11.60 1180 1200
111.0 m/z 43.10 83.93%
L™ Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
T T T
83.0 11.40 11.60 11.80 12.00
5000 m/z 69.10 78.86%
111.0
65.0 140.0 1820 210.0
R a H e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53618: 1-Tetradecene R T R AR
43.0 11.40 11.60 11.80 12.00
m/z 57.10 72 .64%
69.0
5000
I JLMMLJ
125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 9.67 ng 813950 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 862 (11.939 min): BF082687.D (-860) (-) m/z 43.10 100.00%
431 731
5000
P oo 1250 oo o0
- 150.0 "1 194.2 2563 m/z 73.10  99.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 S U SRR DU R B
129.0 11.60 11.80 12.00 12.20
97.0 ] m/z 60.10 87.91%
L] 1570 1850
Illllll‘”ﬂlull\l IH ‘HI‘H‘Ilulwlllwlllllll‘ll |‘||‘|‘|||‘| ||2|3|6'0||||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
AR AR B
11.60 11.80 12.00 12.20
5000 m/z 41.10 78.01%
129.0 242.0
97.0 199.0
15201710 2230
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid R e e B
73.0 11.60 11.80 12.00 12.20
43.0 m/z 57.10 75.75%
5000 129.0
171.0
e Lm0
Il‘lll‘l‘l\llulml‘lh IHH ‘H‘ ‘Hlu‘u‘uu‘::l-usuzupuuuuu‘uuu — S RRmREESEC L ma
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:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Cyclohexadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.45 2.92 ng 246042 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 91
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 68
5 Pentafluoropropionic acid, 4-hex... 388 C19H33F502 1000283-04-1 68

Abundance Scan 907 (12.453 min): BF082687.D (-906) (-) m/z 55.10 100.00%
54.1
83.1
5000
206.1 12.20 12.40 12.60 12.80
142.0 163.2 185.1 225.1 77 4310 84 64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72491: Cyclohexadecane
55.0
5000 LRI UL BULLN SUCLN I
29.0 111.0 1220 12.40 12.60 12.80
m/z 57.10 78.98%
A \H ‘\ | 1390 1670 1960 2240
mz-> 20 40 60 "sb'"ic')é' 150 140 160 180 200 230 2k0
Abundance
43.0
69.0 RS SURILR DU SURIURA S
12.20 12.40 12.60 12.80
5000 97.0 m/z 83.10 75.16%
22.0 125.0 154.0 1960 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140345: Bromoacetic acid, pentadecy! ester T
43, 83.0 12.20 12.40 12.60 12.80
m/z 69.10 70.92%
5000
. 141.0 6, ;1820 208.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.73 7.76 ng 517989 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 931 (12.728 min): BF082687.D (-929) (-) m/z 43.10 100.00%
431 731
ot 185.2 RN BN SRR SRR
1571 | 2133 % omas 12.40 12.60 12.80 13.00
e e ' m/z 73.10 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0
12.40 12.60 12.80 13.00
: m/z 60.10 80.54Y%
150 ‘-‘--‘.‘ﬂ--
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
12.40 12.60 12.80 13.00
5000 730 m/z 55.10 80.07%

97.0 129.0 256.0

171.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #83686: Pentadecanoic acid e
43.0 73.0 12.40 12.60 12.80 13.00

m/z 57.10 79 .39%

-

5000 129.0

3

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.82 2.11 ng 140633 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 81
2 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 38
3 1-Heptene. 2-methvyl- 112 C8H16 015870-10-7 38
4 Hexadecanoic acid. butyl ester 312 C20H4002 000111-06-8 35
5 2-Methyl-1-tetradecene 210 C15H30 052254-38-3 35

Abundance Scan 939 (12.819 min): BF082687.D (-938) (-) m/z 56.10 100.00%

1

5000

12.40 12.60 12.80 13.00 13.20
m/z 57.10 57.42%

129.0 171.2 213.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 LA I B L LB L L B}
29.0 12:40 12.60 12.80 13.00 13.20
830 129 m/z 43.10 54 _.29%
257.0
‘ h M‘ ‘H\ H\ sl 157.0 1850 2130 L \ 281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R B s B
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.10 48 .33%
95.0 128.0
wwwwmwwwmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6499: 1-Heptene, 2-methyl- R i e e
56.0 12. 40 12. 60 12. 80 13 00 13. 20

m/z 55.10 38.97%

5000
29.0
84.0 112.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13 00 13. 20

8270-BF103015.M Wed Nov 04 15:54:55 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 10 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.88 3.04 ng 203331 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Octacosane 394 C28H58 000630-02-4 83
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Docosane 310 C22H46 000629-97-0 80
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 944 (12.876 min): BF082687.D (-941) (-) m/z 57.10 100.00%

51.1
5000

90.1

12.60 12.80 13.00 13.20
| | 157.2189.2 237.2
S U0 0 0 P 22 o e O m/z 43.10 70.57%

m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 LA L L L L L L L LB L
12. 60 12. 80 13 00 13 20
m/z 71.10 57.32%
99.0
27\-0‘ | T, 1410 1830 2250 2820
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
Al Emaas R S
12.60 12.80 13.00 13.20
5000 m/z 85.10 38.88%
99.0
27.0 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #114972: Dodecane, 1-iodo- A EmEEs B S
57.0 12.60 12.80 13.00 13.20
m/z 41.10 26.56%
5000
99.0 155.0
s = N PP s ) e
m/z--> 50 100 150 200 250 300 350 12. 60 12. 80 13 00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 11 Hexadecanamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.47 4.21 ng 281042 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 78
2 Dodecanamide 199 C12H25NO 001120-16-7 64
3 Octanamide 143 C8H17NO 000629-01-6 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 56
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 53
Abundance Scan 996 (13.471 min): BF082687.D (-992) (-) m/z 59.10 100.00%
5d.1
5000 j\/\
L m
39 . 13.20 13.40 13.60 13.80
138.0 167.0 190.1 217.2 77 7510 60 430
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59.0
5000
13.20 13.40 13.60 13.80
m/z 55.10 44 .78%
200 1140 1420 1700 10,02120251,0 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
13.20 13.40 13.60 13.80
5000 m/z 41.10 38.06%
28.0
86.0 128.0 156.0 199 0
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 250 2éo
Abundance #19501: Octanamide B REREE Lo S
59.0 13.20 13.40 13.60 13.80
m/z 43.10 33.29%
5000
200 | | 8?0 1140 143.0
| |
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 13 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082687.D

Aca On > 4 Nov 2015 6:45

Operator : UM/I1Z

Sample : G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 12 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.89 9.37 ng 625565 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 91

Abundance Scan 1033 (13.894 min): BF082687.D (-1031) (-) m/z 55.10 100.00%

53|]1 83.0

5000

%

13.60 13.80 14.00 14.20
m/z 57.10 98.78%

139.1 167.2 1931 2211

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 LA L L L L L L LB
13.60 13.80 14.00 14.20
29.0 m/z 43.10 95.22%
‘ Al 139.0 167.0 196.0 223.0 252.0 280.0

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

43.0 97.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.05 85.62%
125.0

15.0 154.0 182.0 210.0 238.0 266.0

W‘mﬁwwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T T T

Abundance #106399: 9-Eicosene, (E)- T T
51.0 830 13.60 13.80 14.00 14.20

m/z 69.10 71.88%

5000
29.0

:

139.0 168.0 196.0 223.0 252.0 280.0
LRSI e Qs
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110415\
Data File : BF082687.D

Acq On > 4 Nov 2015 6:45

Operator : UM/1Z

Sample - G4240-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.07 51.9 ng 3120130 1 6.88 1202890 20.0
unknown6 .65 6.65 105.0 ng 6313870 1 6.88 1202890 20.0
Hexadecane 10.84 3.0 ng 249729 4 11.40 1683150 20.0
Cyclotetradecane 11.64 5.4 ng 452328 4 11.40 1683150 20.0
n-Hexadecanoic acid 11.94 9.7 ng 813950 4 11.40 1683150 20.0
Cyclohexadecane 12.45 2.9 ng 246042 4 11.40 1683150 20.0
Octadecanoic acid 12.73 7.8 ng 517989 5 14.04 1335580 20.0
Hexadecanoic acid... 12.82 2.1 ng 140633 5 14.04 1335580 20.0
Eicosane 12.88 3.0 ng 203331 5 14.04 1335580 20.0
Hexadecanamide 13.47 4.2 ng 281042 5 14.04 1335580 20.0
5-Eicosene, (E)- 13.89 9.4 ng 625565 5 14.04 1335580 20.0
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