LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 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-BF101015.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 3.291 98 101 110 rBV 41202 83053 1.37% 0.265%
2 4.343 188 193 195 rBY 2122960 4022942 66.23% 12.819%
3 5.040 247 254 256 rBVY 2261811 6074072 100.00% 19.355%
4 6.457 375 378 383 rBV 126809 150389 2.48% 0.479%
5 6.823 407 410 412 rBV 470354 434659 7.16% 1.385%
6 6.983 421 424 426 rBV 1168641 1522507 25.07% 4.851%
7 7.395 457 460 462 rBV 1170071 1158796 19.08% 3.692%
8 8.115 520 523 525 rBV 525233 579847 9.55% 1.848%
9 9.189 614 617 620 rBY 2020818 2238421 36.85% 7.133%
10 9.589 650 652 653 rBV 327782 275947 4 .54% 0.879%

11 9.623 653 655 657 rvv 720339 767729 12.64% 2.446%
12 9.795 668 670 673 rVB 185477 186765 3.07% 0.595%
13 9.863 673 676 679 rBvV 516203 850051 13.99% 2.709%
14 10.778 753 756 760 rVB 242571 373642 6.15% 1.191%
15 10.961 770 772 776 rBv4 35422 79480 1.31% 0.253%

16 11.166 786 790 791 rBV3 35008 91087 1.50% 0.290%
17 11.224 793 795 796 rBV 136067 124017 2.04% 0.395%
18 11.246 796 797 800 rvB 116454 130303 2.15% 0.415%
19 11.361 804 807 808 rBvV 699381 712751 11.73% 2.271%
20 11.532 820 822 823 rBV 56732 62906 1.04% 0.200%

21 11.601 823 828 830 rvv3 126856 311026 5.12% 0.991%
22 11.646 830 832 835 rvv 241782 281668 4.64% 0.898%
23 11.704 835 837 839 rvv2 61719 90795 1.49% 0.289%
24 11.818 844 847 849 rBvV2 97478 243145 4._00% 0.775%
25 11.978 857 861 862 rBV3 97475 290170 4.78% 0.925%

26 12.035 864 866 867 rvVv 67317 80667 1.33% 0.257%
27 12.058 867 868 870 rBvV 350626 350465 5.77% 1.117%
28 12.126 872 874 875 rVvV 89346 105283 1.73% 0.335%
29 12.218 880 882 886 rBv4 144744 378697 6.23% 1.207%
30 12.344 891 893 895 rBvV 350934 437482 7.20% 1.394%

31 12.412 897 899 900 rBV 230565 267660 4.41% 0.853%
32 12.458 901 903 904 rVvB 295384 260390 4._.29% 0.830%
33 12.504 905 907 910 rBv2 151971 340657 5.61% 1.085%
34 12.561 910 912 914 rBV2 204894 347963 5.73% 1.109%

8270-BF101015.M Fri Oct 16 17:28:47 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.675 920 922 923 rBV 233465 299745 4._.93% 0.955%
36 12.812 932 934 935 rBV 295056 361925 5.96% 1.153%
37 12.961 945 947 950 rBV 1447301 2479747 40.83% 7.902%

38 13.338 978 980 982 rBV 485741 806754 13.28% 2.571%
39 16.824 1282 1285 1293 rVB 1438381 3729577 61.40% 11.884%

Sum of corrected areas: 31383180
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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\BF101615\

BF082298.D

15 Oct 2015 9:38

umsiz

G4016-05

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
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TIC: BF082298.D

16.82

O+
Time-->

19.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.34 185.11 ng 4022940 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 193 (4.343 mm) BF082298.D (-188) (-) m/z 83.10 100.00%

55.1 83.1
5000
43.0 98.1

| 67.1 751 400 420 440 460
0...,”..,”..,”..ﬂ”..ﬂnI.,”..,”:.,J..,”.u,”.., m/z 55.10 92.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl- A
55.0 83.0
5000 20,0 430 98.0 400 420 440 460

m/z 43.05 34.77%

“ ‘\\ M‘ 670750 |
Ot e T e e )
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
55.0

43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 34.46%
29.0
98.0
69.0
o) S S Y PSSSTOU USSRt IS RS,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-  Rmma L EEEmama

55.0 83.0 400 420 440 460

m/z 39.10 24 .25%

41.0
5000 270 8.0
15.0 ‘ 69.0
0 ‘ ! ‘ 1 11 ‘ | | ‘ | |

m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1

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

5.04 279.49 ng 6074070 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 254 (5.040 min): BF082298.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SSSRY U SN
4.80 500 5.20 5.40
83.1
0 ...,....,....,....','::..,..'.".|,...6.9-,1....,.~...,....~,....,. m/z 59.10 69.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T sk sk sk
0
150 a0 . 1010 m/z 101.10 23.29%
0"'w't'w'““ﬁ"“m"'w'*'w"'w"'wx"w"‘m"'w
m/z--> 10 40 50 70 80 90 100 110
Abundance
43.0 59.0
480 500 520 540
5000 18.0 m/z 58.10 17 .39%
28.0
e S S S LIRS SURIS SURILLS IULILS IR SIS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B Eamaa s
59.0 4.80 500 5.20 5.40
m/z 41.10 9.82%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown9.79 Concentration Rank 20

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

9.79 4.39 ng 186765 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxabicvclol4.4.01decan-10-one.... 210 C13H2202 1000139-31-6 25
2 2-Oxabicvclol4.4.01decan-10-one.... 210 C13H2202 1000139-31-5 12
3 3H-Pvrazole-3-carboxvlic acid. 4... 254 C14H26N202 1000164-25-6 10
4 Pentadecane. 6-methvl- 226 C16H34 010105-38-1 10
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 10

Abundance Scan 670 (9.795 min): BF082298.D (-668) (-) m/z 57.10 100.00%
57.1
5000 153.1
111.1
| 85.0 | 135.1 1771 20?'2 9.40 9.60 9.80 10.00 10.20
Obprrrrlp ..'.i.".”..“'” T—_ ,".'..|!||..l.l.l'....l...lll.... S m/z 43.10 57 .20%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62869: 2-Oxabicyclo[4.4.0]decan-10-one, 1,3,7,7-tetrameth...
43.0
5000 153.0 R e E e R
1120 9.40 9.60 9.80 10.00 10.20
69.0 : m/z 153.10 40.10%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
153.0 9.40 9.60 9.80 10.00 10.20
5000 m/z 41.10 39.33%
69.0 111.0
. 1770 210.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90666: 3H-Pyrazole-3-carboxylic acid, 4,5-dihydro-5,5-di-... R R RE T
57.0 9.40 9.60 9.80 10.00 10.20
m/z 111.10 25.01%
5000 111.0
29.0
83.0
o ol L a0 1970 1080 2390
m/z--> 2'0 4'0 6|O 80 100 120 140 1('30 180 200 220 240 260 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Methoxyacetic acid, 2-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.78 10.48 ng 373642 Phenanthrene-d10 11.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 91
2 Tetradecane 198 C14H30 000629-59-4 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 756 (10.778 min): BF082298.D (-753) (-) m/z 57.10 100.00%

5000
10.40 10.60 10.80 11.00
183.2 238.3
o} m/z 43.10 66.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109917: Methoxyacetic acid, 2-tetradecy! ester
57.0
5000 850 T[T I T[T rrrrrrprrrrm
290 : 10.40 10.60 10.80 11.00
m/z 71.10 65.18%
ool b S0 00 70zt
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 40.43%
29.0
113.0 141.0 1690 198.0
o NSRS Y SN BN S oo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73967: Hexadecane T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 33.88%
5000 85.0
29.0
113 0
eyl by e A 1220, 30203500 agro 200 1 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Tritetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.60 8.73 ng 311026 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 87
2 Nonadecane 268 C19H40 000629-92-5 83
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 828 (11.601 min): BF082298.D (-823) (-) m/z 57.10 100.00%
57.1
5000
J 119670, 1120 1140 1160 113 12100
ol e e | M7z 71.10 72.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57.0
5000 NI A BRI AR BN
nmnmnmnmnm
m/z 43.10 64 .44Y%
o ‘mﬂ 10 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> 50 160 1%0 200 250 300 350 400 4éo 500 5%0 660
Abundance
57.0
11.20 1140 11.60 11.80 12.00
5000 m/z 85.10 42 .39%
o 113.0 169.0 268 0
m/z--> 50 160 1%0 200 250 300 3%0 460 450 500 5%0 660
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- R B e B
57.0 11.20 11.40 11.60 11.80 12.00
m/z 55.10 35.49Y%
5000
0 113?} 1830 239.0 2960
m/z--> 50 160 150 200 250 300 3%0 460 450 500 5%0 660 1120 1140 1160 1180 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 16
R.T. EstConc Area Relative to ISTD R.T.
11.65 7.90 ng 281668 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 80

Abundance Scan 832 (11.646 min): BF082298.D (-830) (-) m/z 57.10 100.00%

57.1
5000

11.40 11.60 11.80 12.00

113.1 141.1 169.2 203.2

0! m/z 43.10 61.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L L
85.0 11.40 11.60 11.80 12.00
29.0 m/z 71.10 55.04%
0 ‘ h\ " Jll?o 141.0 169.0 282.0
.”,””P.”P”.P”q.”wnulnup.upn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R e R S REEEE R
85.0 11.40 11.60 11.80 12.00
5000 ' m/z 85.10 37.31%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane e

57.0 11.40 11.60 11.80 12.00

m/z 41.10 26.31%
5000
85.0
29.0
0 | “ L 1130 1410 1690 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Heptacosane, l1-chloro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.82 6.82 ng 243145 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 58
2 Tritetracontane 605 C43H88 007098-21-7 58
3 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 52
4 Tetratetracontane 619 C44H90 007098-22-8 52
5 Tetradecane 198 C14H30 000629-59-4 49
Abundance Scan 847 (11.818 min): BF082298.D (-844) (-) m/z 57.10 100.00%
57.
5000
1251 1595 a4 1113 1180 1180 12160 1250
o 7 N m/z 71.10 82.58%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #159267: Heptacosane, 1-chloro-
57.0
5000 SRR UL BN SN S
11,40 11.60 11.80 12.00 12.20
m/z 43.10 73.87%
oL h\‘1f9“18302310 287.0 343.0 414.0
mz-> 0 éo 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
11:40 11.60 11.80 12.00 12.20
5000 m/z 97.10 64 .47%
o 111.0 169.0 2250 2810 3370 393.0 463.0 519.0 575.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110991: Octadecane, 1-chloro- L e TS A
57.0 11,40 11.60 11.80 12.00 12.20

m/z 55.10 56 .57%

5000
heo

161.0 217.0 288.0

B M e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Octadecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.98 8.14 ng 290170 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 86
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 861 (11.978 min): BF082298.D (-857) (-) m/z 57.10 100.00%

57.1

5000

113.1 IIIIIIIIIIIIIIIIIIIIIIII
41552 1832 22529473 11.60 11.80 12.00 12.20

o m/z 43.10 69.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99486: Octadecane, 2-methyl-
57.0
5000 T[T I T[T rrrrrrprrrrm
85.0 11.60 11.80 12.00 12.20
29.0 2950 m/z 71.10 66.35%
113.0 :
Jzo L O 1610 1690 1970 T 2590
T T T e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
B RE R S
11.60 11.80 12.00 12.20
5000 85.0 m/z 85.10 51.96%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82614: Hexadecane, 2-methyl-  REaEE e e
57.0 11.60 11.80 12.00 12.20
m/z 41.10 32.37%
5000 85.0
113.0 197.0
0 LR 100 ae90 T 2o
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF101015.M Fri Oct 16 17:28:53 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.06 9.83 ng 350465 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Heptacosane 380 C27H56 000593-49-7 78
Abundance Scan 868 (12.058 min): BF082298.D (-867) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 11.80 12.00 12.20 12.40
Obrrr ety el e e 1092 1972 2222 2472 7z 43.10  60.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LB UL UL SULRLN B
85.0 11.80 12.00 12.20 12.40
29.0 ' m/z 71.10 58.64%
0 ‘\ L Ll ‘ 1130 141 0 169.0 197 0 226.0
m/z--> 25 4b 65 8b 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
85.0 " 11'80 12.00 12,20 12.40
5000 m/z 85.10 40.00%
29.0 113.0

141.0 169.0 197.0 240.0

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

Abundance #107652: Eicosane I

57.0 11.80 12.00 12.20 12.40
m/z 41.10 25.72%

5000
85.0
29.0
o L Ly 1130 1410 169.0 282.0

A o R R s L e R m e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

8270-BF101015.M Fri Oct 16 17:28:53 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.22 10.63 ng 378697 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 52
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 52
3 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 50
4 1-Bromodocosane 388 C22H45Br 006938-66-5 49
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 49
Abundance Scan 882 (12.218 min): BF082298.D (-880) (-) m/z 57.10 100.00%
57.1
5000 97 1
126.2 11:80 12.00 12.20 12.40 12.60
155.2 )
o 25 1902 2232818 "m/z 43.10 65.55%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57.0
5000 LU SRR BN S

11,80 12,00 12.20 12.40 12.60
m/z 71.10 62.17%

99.0
ﬂoilﬂomwzﬁommsmowmmo

oL N.rr.“ﬂ‘ e e o e a e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R A RRREE R
11.80 12.00 12.20 12.40 12.60
5000 m/z 85.10 52.73%
99.0 154.0
0 27.0 267.0
— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #45596: Decane, 2,4,6-trimethyl- A BEmasEEan S
43.0 11.80 12.00 12.20 12.40 12.60
m/z 55.10 40.70%
5000 85.0
i L] 127.0
- RS AR ES maame S
m/z--> 50 100 150 200 250 300 350 11. 80 12. 00 12 20 12. 40 12. 60

8270-BF101015.M Fri Oct 16 17:28:54 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.34 12.28 ng 437482 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 87
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 893 (12.344 min): BF082298.D (-891) (-) m/z 57.10 100.00%

57.1
5000

12.00 12.20 12.40 12.60

1
A .FM | ] 1412 1832 239.3274.3

] P A RPN D i e S | M/z 71.10 49.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57.0
5000 LA LI L L LN L L LB

12,00 12.20 12.40 12.60
m/z 43.10 42.10%

oL ‘ \ ‘\ “ }4}9 1830 225.0 267.0 309.0 351.0 393.0 436.0
S B A R A

m/z--> 50 lOO 150 200 250 300 350 400
Abundance
57.0
R R RRR
12.00 12.20 12.40 12.60
5000 m/z 85.10 29.47%
9.0 1470 2110
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #107662: Nonadecane, 2-methyl- R AR R
57.0 12.00 12.20 12.40 12.60
m/z 55.10 20.32%
5000
99.0
NS S BN R
m/z--> 50 100 150 200 250 300 350 400 12. OO 12. 20 12. 40 12. 60

8270-BF101015.M Fri Oct 16 17:28:55 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 13 Cyclohexane, undecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.41 7.51 ng 267660 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. undecvl- 238 C17H34 054105-66-7 68
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 53
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 53
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 53
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
Abundance Scan 899 (12.412 min): BF082298.D (-897) (-) m/z 83.10 100.00%
8.1
55.1
5000
e 206.2 12.00 1220 12.40 12.60 12.80
139.1 - : : - : :
ol 1052 23322552 2903 "'m/z 55.10 60.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81257: Cyclohexane, undecyl-
83.0
55.0
5000 UL B SRR
12.00 12.20 12.40 12.60 12.80
m/z 82.10 59.90%
o 218 H J | 1110 1540 238.0
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280
Abundance
83.0
55.0 12.00 1220 12.40 12.60 12.80
5000 m/z 69.10 35.93%
112.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17300: Cyclohexane, butyl- A EREEEEEES A
83.0 12.00 12.20 12.40 12.60 12.80
m/z 97.10 30.31%
55.0
5000 Aﬁ/J¢¢AJm,/\f“fAA/VUN\AWN
29.0 140.0
0'”Pw'ﬂ“mjhwt'fﬁ{?””v'”P”'P”'P”W'”W”'W””I””I NS BN SRR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60 12.80

8270-BF101015.M Fri Oct 16 17:28:55 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 14 2-Bromo dodecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.46 7.31 ng 260390 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 903 (12.458 min): BF082298.D (-901) (-) m/z 57.10 100.00%
51.1
5000 85.1
1132 12120 1240 12,60 12.80
141.2
Ol b e 24121692 10720212 246.32708 1 s ST 67 47
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86886: 2-Bromo dodecane
57.0
5000 LS BN RS SULRLS B
85.0 1220 1240 12.60 12.80
29.0 m/z 43.10 57 .59%
113.0 169.0
o...,.‘.‘..‘,‘...l,..‘..,u...“,...‘.,.‘.1.‘.‘0.-9.. S - X S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
" 12120 1240 12,60 12.80
5000 85.0 m/z 85.10 48 .41%
28.0
113.0 155.0 183.0 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151357: Octadecane, 1-iodo- I
57.0 12.20 12.40 12.60 12.80
m/z 41.10 22.63%
5000 85.0
29.0
ool [0 1550 1830 2110 2530
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260 280 360 12'20 12. 40 12. 60 12|80

8270-BF101015.M Fri Oct 16 17:28:57 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 15 unknownl12.50 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.50 9.56 ng 340657 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 43
2 Eilcosane 282 C20H42 000112-95-8 43
3 Tetracosane 338 C24H50 000646-31-1 38
4 Hexadecane 226 C16H34 000544-76-3 38
5 Octacosane 394 C28H58 000630-02-4 38
Abundance Scan 907 (12.504 min): BF082298.D (-905) (-) m/z 71.10 100.00%
711
5000
123.1 1950 1940 1960 1280

225.1 981 3 12.20 12.40 12.60 12.80

0|----| ﬂ-lﬂlh%ﬂﬁwmmm m/Z 57-10 78-88%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0

5000 L e e
13.0

12.20 12.40 12.60 12.80
m/z 43.10 49 _.86%
h | I 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
.”.,.” W rthaaa s LA sl R ass B S s s

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

D

57.0

12.20 12.40 12.60 12.80
5000 m/z 55.10 45.78%

11301690 2820 M
0|----|----|----|---- L e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136481: Tetracosane B A e B
57.0 12. 20 12. 40 12 60 12. 80

m/z 97.10 34 .85%

Ll b

1130 160.0 225.0 281.0 338.0

e N

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 12. 20 12. 40 12 60 12. 80

8270-BF101015.M Fri Oct 16 17:28:58 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 16 Tridecane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 9.76 ng 347963 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 81
2 Tetratetracontane 619 C44H90 007098-22-8 78
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 74
4 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 72
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 72
Abundance Scan 912 (12.561 min): BF082298.D (-910) (-) m/z 57.10 100.00%
57.1
5000
13.1 T T T T T
183.2 12.20 12.40 12.60 12.80
ob kbbb Ly, 1832 20222808 m/z 71.10 69.42%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #86886: 2-Bromo dodecane
57.0
5000 AR AR AR SR

12.20 12.40 12,60 12.80
m/z 43.10 43.79%

‘ 13.0 169.0
T § U NI~ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T
12.20 12.40 12.60 12.80
5000 m/z 85.10 34.18%
113.0 160.0
ol A 727 2250 261.0 357.0 393.0 449.0 505.0 5620 £17.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99478: Tridecane, 7-hexyl- e REREE
57.0 12.20 12.40 12.60 12.80
m/z 55.10 27.60%
5000
182.0
0 13.0 238.0
R B A B e e R B i BARAS EamEs s R AR RREES R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 12 20 12.40 12.60 12.80

8270-BF101015.M Fri Oct 16 17:28:58 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 17 Tetradecane, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.68 8.41 ng 299745 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 89
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 70
3 Hexadecane 226 Cl16H34 000544-76-3 58
4 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 58
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 52

Abundance Scan 922 (12.675 min): BF082298.D (-920) (-) m/z 57.10 100.00%

57.1
5000 9r.1

12.40 12.60 12.80 13.00

226.1 267.3 298.3

0 m/z 71.10 95.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64578: Tetradecane, 4-methyl-
43.0  71.0
5000 LIS L L L L L L L
12. 40 12. 60 12. 80 13. 00
99.0 m/z 43.10  82.44%
3 S ..‘l,..‘:.,....,...‘.1,2.‘..(.)g.... .l‘.. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 71.0

12.40 12.60 12.80 13.00
5000 m/z 55.10 61.34%

99.0 1410
0l15.0 169.0

mmmwwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73967: Hexadecane B A B B
57.0 12.40 12.60 12.80 13.00
m/z 97.10  48.26%

5000 85.0
29.0 1

| 130 1410 1690 197 2260

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 18 Cyclohexane, eicosyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.81 8.97 ng 361925 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. eicosvl- 364 C26H52 004443-55-4 86
2 n-Heptadecvlcvclohexane 322 C23H46 019781-73-8 83
3 Dodecvlcvclohexane 252 C18H36 001795-17-1 72
4 Cvclohexane. tetradecvl- 280 C20H40 001795-18-2 64
5 Cyclohexane, decyl- 224 C16H32 001795-16-0 64
Abundance Scan 934 (12.812 min): BF082298.D (-932) (-) m/z 83.10 100.00%
83.1
55.1
5000
111.1 202.1 0 1960 1920 1200 12 90
12.40 12.60 12.80 13.00 13.20
o A 13921602 | 2542 2083 m/z 82.10 73.11%
m/z--> 50 100 150 200 250 300 350
Abundance #146453: Cyclohexane, eicosyl-
83.0
5000 LA SRR SR SURIER B
55.0 12:40 1260 12.80 13.00 13.20
m/z 55.10 53.41%
0 9] ‘Jqd‘h ﬂll0139016701950223025202800 335.0364.0
m/z--> 50 100 150 200 250 300 350
Abundance
82.0
12.40 12,60 12.80 13.00 13.20
5000 m/z 57.10 22.23%
43.0
o 111.0139.0 238.0 322.0
m/z--> 50 100 150 200 250 300 350
Abundance #89789: Dodecylcyclohexane A EREEEEEES A
83.0 12.40 12.60 12.80 13.00 13.20
m/z 69.10 20.72%
5000 550
o 2L0M il 911013901680196022402520
m/z--> 50 100 150 200 250 300 350 12:40 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 19 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.34 20.00 ng 806754 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 81
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 72
3 Nonadecane 268 C19H40 000629-92-5 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 980 (13.338 min): BF082298.D (-978) (-) m/z 57.10 100.00%
57.1
85.1
5000
113.2 13.00 13.20 13.40 13.60
141.2
OII| s 169.2 197.2 224.3249.3 2812 323.4 71 .10 67 38h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99478: Tridecane, 7-hexyl-
57.0
29.0
5000 85.0 R UL BRI BN R B
13.00 13.20 13.40 13.60
182.0 m/z 85.10 54 .56%
o L bl 130 1410 “ 211.0 238.0 266.0
T T IIIII A SR AR DA SR B SR DA S DR A B B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57.0

g5.0 13.00 13.20 13.40 13.60
5000 ' m/z 43.10 48 .24%

29.0 1130 ., 196.0 W
0168.0 2240  265.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99477: Nonadecane B
57.0 13.00 13.20 13.40 13.60
m/z 97.10 33.80%
5000 85.0
29.0
o “ ‘ /1130 141.0 160.0 197.0 2050 268.0
L B I e L o R e e A R B o o e RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082298.D

Aca On : 15 Oct 2015 9:38

Operator : UM/I1Z

Sample : G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 20 _beta.-iso-Methyl ionone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.82 20.00 ng 3729580 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 68
2 2.4.5.5.8a- Pentamethvl 6.7.8.8a-... 206 C14H220 1000195-40-9 59
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 58
4 2- (2—((2—ChIoro—6—f|uorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 43
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 43
Abundance Scan 1285 (16.824 min): BF082298.D (-1282) (-) m/z 191.20 100.00%
191.2
95.1
s |2 e 974 e " 16/60 16,80 17160 1720
0 ' 13 33z ABAIBAS "m/z 95.10 34.01%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000280 TT T T[T T T T[T T T T[T T T T [TT
16.60 16.80 17.00 17.20
95,0 1350 m/z 81.10 29.93%
0|||||||||||||||’|| |‘....l....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191.0
16,60 16.80 17.00 17.20
5000 m/z 69.10 24 .64%
43.0 910 149.0
L U L UL U UL WL L LR S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R A BEREE R
191.0 16.60 16.80 17.00 17.20
m/z 123.10 22.74%
107.0 149.0
T 0 A P S —
m/z--> 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
Data File : BF082298.D

Acq On : 15 Oct 2015 9:38

Operator : UM/1Z

Sample - G4016-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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]
3-Penten-2-one, 4. .. 4.34 185.1 ng 4022940 1 6.82 434659 20.0
2-Pentanone, 4-hy... 5.04 279.5 ng 6074070 1 6.82 434659 20.0
unknown9.79 9.79 4.4 ng 186765 3 9.86 850051 20.0
Methoxyacetic aci... 10.78 10.5 ng 373642 4 11.36 712751 20.0
Tritetracontane 11.60 8.7 ng 311026 4 11.36 712751 20.0
Eicosane 11.65 7.9 ng 281668 4 11.36 712751 20.0
Heptacosane, 1-ch... 11.82 6.8 ng 243145 4 11.36 712751 20.0
Octadecane, 2-met... 11.98 8.1 ng 290170 4 11.36 712751 20.0
Hexadecane 12.06 9.8 ng 350465 4 11.36 712751 20.0
Heptacosane 12.22 10.6 ng 378697 4 11.36 712751 20.0
Hentriacontane 12.34 12.3 ng 437482 4 11.36 712751 20.0
Cyclohexane, unde... 12.41 7.5 ng 267660 4 11.36 712751 20.0
2-Bromo dodecane 12.46 7.3 ng 260390 4 11.36 712751 20.0
unknownl12 .50 12.50 9.6 ng 340657 4 11.36 712751 20.0
Tridecane, 7-hexyl- 12.56 9.8 ng 347963 4 11.36 712751 20.0
Tetradecane, 4-me... 12.68 8.4 ng 299745 4 11.36 712751 20.0
Cyclohexane, eico... 12.81 9.0 ng 361925 5 14.08 806754 20.0
Pentadecane, 8-he... 13.34 20.0 ng 806754 5 14.08 806754 20.0
-beta.-iso-Methyl... 16.82 20.0 ng 3729580 6 15.68 3729580 20.0

8270-BF101015.M Fri Oct 16 17:29:05 2015 Page: 23



