LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 4.994 247 250 252 rBV 559074 934341 52.01% 6.226%
2 5.417 285 287 289 rBVY 1429089 1379012 76.77% 9.188%
3 6.457 376 378 381 rBV 949050 1363414 75.90% 9.084%
4 6.594 387 390 392 rBVY 1452335 1554371 86.53% 10.357%
5 6.640 392 394 397 rVB 108576 110758 6.17% 0.738%
6 6.823 408 410 413 rBV 494486 425660 23.70% 2.836%
7 6.983 421 424 426 rBVY 1222188 1270724 70.74% 8.467%
8 7.394 458 460 462 rBV 979027 900212 50.11% 5.998%
9 8.115 520 523 525 rBV 654662 606407 33.76% 4.040%
10 8.537 558 560 564 rBV 76145 131177 7 .30% 0.874%
11 8.709 573 575 577 rBV 64335 82845 4.61% 0.552%

12 9.132 611 612 615 rBvV 150277 117350 6.53% 0.782%
13 9.189 615 617 620 rBV 1359119 1796317 100.00% 11.969%
14 9.269 622 624 626 rBvV 156568 161262 8.98% 1.074%
15 9.589 650 652 653 rBv 348069 296942 16.53% 1.979%

16 9.623 653 655 656 rvB2 109964 109229 6.08% 0.728%
17 9.795 669 670 673 rvB2 87600 111735 6.22% 0.744%
18 9.875 673 677 679 rBvV 655306 717663 39.95% 4.782%
19 10.126 697 699 701 rBV3 41795 67860 3.78% 0.452%
20 10.206 703 706 708 rBV 166023 176986 9.85% 1.179%

21 10.298 710 714 716 rvv2 83623 128124 7.13% 0.854%
22 10.515 731 733 735 rBV 67420 102466 5.70% 0.683%
23 10.663 744 746 749 rBV 935587 890793 49.59% 5.935%
24 10.778 754 756 760 rvVv 247865 376719 20.97% 2.510%
25 10.972 771 773 774 rBV2 50323 91171 5.08% 0.607%

26 11.098 783 784 786 rBvV2 43079 75166 4.18% 0.501%
27 11.223 794 795 796 rBV 102108 105511 5.87% 0.703%

28 11.258 796 798 800 rvB 253587 281091 15.65% 1.873%
29 11.361 805 807 810 rBV 584798 642942 35.79% 4.284%

Sum of corrected areas: 15008248

8270-BF101015.M Fri Oct 16 17:34:36 2015 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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

Abundance TIC: BF082307.D
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4.99 6.82 8.11
) | b L es
0 T
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Abundance TIC: BF082307.D
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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
Abundance TIC: BF082307.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 43.90 ng 934341 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 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 250 (4.994 min): BF082307.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 I I U
| 831 4.60 4.80 5.00 5.20 5.40
e 1N MM S m/z 59.10 66.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ik 2 b0 Sk Sk
0,
150 4, 1010 m/z 101.10 24 .04%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 410 m/z 58.10 16.85%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R e e B
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.73%
5000 1010
28.0 59.0
84.0
...,%‘?5(.),..:‘M....q‘.:..,.:‘l:‘i....ﬁ.'(.).,.‘l..,....,;...,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 unknown6.59 Concentration Rank 1

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

6.59 73.03 ng 1554370 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 390 (6.594 min): BF082307.D (-387) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 SSAREERARNE SARNE SRR NN
401 541 ‘ J 6.20 6.40 6.60 6.80 7.00
Ol it -|-|.'.8,19. Ao im0 ) m/z 134.00  34.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL AR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 33.16%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 22.18%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! BEREES A P e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.40%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN . O § CH——
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 3 Benzene, 1,2,3-trimethyl- Concentration Rank 6

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

6.64 5.20 ng 110758 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 394 (6.640 min): BF082307.D (-392) (- m/z 105.10 100.00%
105.1
5000 120.1
391 511 g51 ‘1 9Ll 6.40 6.60 6.80 7.00
Y Y U Vi N ' NS N 1| OO | R m/z 120.10 40.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9123: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.40 6.60 6.80 7.00
m/z 77.10 12 .44%
150 270 390 510 0 77 90 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.15%
o150 270 390 510 650 770910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9114: Benzene, 1,3,5-trimethyl-
105.0 6.40 6.60 6.80 7.00
120.0 m/z 91.10 10.94%
5000
150 270 30 510 gso "7 00 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Octane, 2,6-dimethyl- Concentration Rank 9

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

8.54 4.33 ng 131177 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 83
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 78
3 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 72
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 560 (8.537 min): BF082307.D (-558) (-) m/z 57.10 100.00%
57.1
5000
4101
851 1131 ab0 ann 80 aRro
8.20 8.40 8.60 8.80
o o 2862152 Tm/z 71.10  76.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18443: Octane, 2,6-dimethyl-
57.0
5000 L A L U L I
a1l 8.20 8.40 8.60 8.80
m/z 43.10 52.43%
‘ g50 1130
0 |1|5|.O||‘|‘||‘|‘|||‘|‘|||H=|||‘||||||l‘lll||]|-4|.2|.9|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
820 840 8.60 880
5000 m/z 41.10 26.98%
41.0
85.0
o 130 1410 1690 197.0
RS SR SURLELEL UL LA SRR AL DRI SR WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27133: Nonane, 2,6-dimethyl- B
43.0 8.20 8.40 8.60 8.80
71.0 m/z 56.05 22.20%
5000
27.0
Oy J*'l‘h ??fxflffi"'lﬂﬁﬁq' U SR S L A I R L I
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Tridecane Concentration Rank 16

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

8.71 2.73 ng 82845 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Pentadecane 212 C15H32 000629-62-9 64
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
4 Undecane 156 C11H24 001120-21-4 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 575 (8.709 min): BF082307.D (-573) (-) m/z 57.10 100.00%
57.1
5000 il 851
T
112.2 8.40 8.60 8.80 9.00
0...,....'i'.-..“-,..'|.=.,'!-...'",..-.".,.--..1.4,1.'1...,....,....,...., m/z 43.10 69.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45544: Tridecane
57.0
5000 IR R LR LN SR
85.0 8.40 8.60 8.80 9.00
410 m/z 71.10 52.76%
oL 20.0/ “\‘ b “‘ 180 1410 184.0
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260 '
Abundance
57.0
840 8.60 880 9.00
5000 410 85.0 m/z 85.10 36.98%
0 113.0 1410 168.0 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 |
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0 8.40 8.60 8.80 9.00
m/z 41.10 34.97%
5000 85.0
41)0
141.0
o220 i | 4y 1130 | 169.0
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 160 180 2(')0 ' 8.l10 8.|60 8.50 9.60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Dodecane, 2,7,10-trimethyl- Concentration Rank 12

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

9.13 3.27 ng 117350 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
2 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 72
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 64
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 64

Abundance Scan 612 (9.132 min): BF082307.D (-611) (-) m/z 57.10 100.00%
57.1
5000
s e e N
1271 8.80 9.00 9.20 9.40
o A AL 1832 m/z 71.10 75.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64587: Dodecane, 2,7,10-trimethyl-
57.0
5000 AR AN RS R
8.80 9.00 9.20 9.40
29.0 85.0 m/z 43.10 53.86%
0 \‘ ‘ ‘ A ‘ ! 11? 0 141.0 183 0
m/z--> 20 45 éo 85 100 150 140 160 180 200 220 240 260
Abundance
57.0
880 9.00 9.20 9.40
5000 m/z 41.10 32.49%
85.0
0 113.0 141.0 182 0 225 0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18461: Octane, 3,6-dimethyl- A ERmmaE R
57.0 8.80 9.00 9.20 9.40
m/z 85.10 30.44%
5000
29.0 113.0
0 \‘ \‘\ I 1y 8?0 | 142.0
m/z--> 20 40 60 80 100 120 14'10 160 180 200 220 240 260 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Octacosane Concentration Rank 8

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

9.27 4.49 ng 161262 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 624 (9.269 min): BF082307.D (-622) (-) m/z 57.10 100.00%
57.1
5000
99.1 193.2 9.00 9.20 9.40 9.60
o..‘-,u!.h.",.--.44.1',2....-,.... | m/Zz 43.10 68.16%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 R UL L I
9.00 9.20 9.40 9.60
99.0 m/z 71.10 50.03%
o 27,0 h ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 '
Abundance
57.0
900 920 9.40 9.60
5000 m/z 41.10 33.79%
0 27.0 990 1410 1830 226.0
m/z--> 55 160 1%0 200 250 360 3%0 '
Abundance #107652: Eicosane R A REEES S S
57.0 9.00 9.20 9.40 9.60
m/z 85.10 31.96%
5000
700 | ™2 a0
m/z--> 55 160 1%0 260 2éo 360 3%0 ' 960 950 gho 9%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Tridecane, 6-methyl- Concentration Rank 13

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

9.79 3.11 ng 111735 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59

Abundance Scan 670 (9.795 min): BF082307.D (-669) (-) m/z 57.10 100.00%
57.1
5000
85.1 Y WA T A STV
153.1 9.40 9.60 9.80 10.00 10.20
- -,'...J.-ﬁl.:*.l..,....2,0?'2...,....,....,.. m/z 43.10 68.63%
m/z--> 50 100 150 200 250 300 350
Abundance #55022: Tridecane, 6-methyl-
57.0
5000 R L LI UL
9.40 9.60 9.80 10.00 10.20
29.0 850 .60 m/z 71.10 43.31%
0..“. I[N N P e .“. |15|4-|Of|-8|3-|0| ————
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 41.10 29.38%
85.0
29.0
0 113.0141.0169.0197.0226.0
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane e ERmaw mEEa
57.0 9.40 9.60 9.80 10.00 10.20
m/z 85.10 26.61%
5000 85.0
13.0
OZ%MWLMfWMWm%wMQMEw 295.0, 366.0
m/z--> 50 100 150 200 250 300 350 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 : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 10 unknownl10.21 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.21 4.93 ng 176986 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Dimethvl-4-(1-methvlethvl)cy... 210 C15H30 000645-10-3 38
2 Cvclohexanone. 5-methvl-2-(1l-met... 154 C10H180 010458-14-7 35
3 Fluorene. 2.4a-dihvdro- 168 C13H12 059247-36-8 30
4 Acetamide. N-cvcloheptvl-2.2-dip... 307 C21H25NO 351062-01-6 27
5 Heptane, 4-methylene- 112 C8H16 015918-08-8 27
Abundance Scan 706 (10.206 min): BF082307.D (-703) (-) m/z 57.10 100.00%
511 167.1
41.1
5000
g31 111
| || 139 1 103.1209.1 9.80 10.00 10.20 10.40 10.60
3 S— ,.' Lt L b TR sz 167.10 0 83.70%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #63061: 1,7- D|methy| 4-(1-methylethyl)cyclodecane
58.0
97.0
5000 A AU
29.0 9.80 10.00 10.20 10.40 10.60
71.0 1250 167.0 m/z 69.10 79.79%
0....,....,....,....,.. ‘l‘,..“l.,‘:“:..|:.L§:‘I."9|.”:..|....|....
m/z--> 60 80 100 120 140 160 180 200
Abundance
41.0 69.0 112.0
9.80 10.00 10.20 10.40 10.60
5000 m/z 55.10 76 .55%
139.0
15.0 95.0
155.0
e S S UL UL L WL B B B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34867: Fluorene, 2,4a-dihydro- R
165.0 9.80 10.00 10.20 10.40 10.60
m/z 41.10 59.19%
630 o290 11~“30 139.0 ‘ |
0::::||||||||“|||‘l||‘|||||||||||||‘|||‘|| S R N R A AREREsm
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.30 3.57 ng 128124 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 72
2 Eicosane 282 C20H42 000112-95-8 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Heptadecane 240 C17H36 000629-78-7 59
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 714 (10.298 min): BF082307.D (-710) (-) m/z 57.10 100.00%

5000

34

10.00 10.20 10.40 10.60

127.1149.1 173 1

0! m/z 43.10 71.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36159: Dodecane
57.0
5000 TT T[T T T T[T T T T[T TITT[rrIorr)
85.0 10.00 10.20 10.40 10.60
29.0 m/z 71.10 53.52%
\‘. 1l ‘ I 1120 1410 170.0
(o NN 7 o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e
10.00 10.20 10.40 10.60
5000 m/z 85.10 35.28%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane L
57.0 10.00 10.20 10.40 10.60
m/z 41.10 32.55%
5000 85.0
29.0
0 i 113 O ]_4]_ 0 169 0 198 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 00 10. 20 10 40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.51 2.86 ng 102466 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 733 (10.515 min): BF082307.D (-731) (-) m/z 57.10 100.00%
57.1
113.1 169 2 10.20 10.40 10.60 10.80
ol e 207.2 m/z 71.10 48.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 UL AR R R
1020 1040 10,60 10.80
0.0 85.0 m/z 43.10 47.90%
ol ‘ [ “ |20 1a10 ‘1830 2110 239.0
m/z--> 20 ' éo 80 160 120 140 160 180 200 220 240
Abundance
57.0
10.20 10.40 10.60 10.80
0
5000 85.0 m/z 85.10 26.32%
29.0
o 1130 141.0 1g9.0 212.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73963: Hexadecane e
57.0 10.20 10.40 10.60 10.80
m/z 41.10 24 .01%
5000 85.0
29.0
o L Loy | 1180 1410 1690 1970 2260
m/z--> 20 4'0 60 80 1(')0 120 14'10 1('30 180 200 220 240 1020 10140 10,60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.78 11.72 ng 376719 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 756 (10.778 min): BF082307.D (-754) (-) m/z 57.10 100.00%

51.1
5000 851

10.40 10.60 10.80 11.00

113.1 141.1 183.2

Obrrrrrrretbrh e it AL 1832 | M/Z 43.10  65.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 850 T[T I T[T rrrrrrprrrrm
10 40 10. 60 10.80 11.00
m/z 71.10 62.72%
113.0
o I ‘ ‘ T 1410 183.0 211.0 239.0 267.0 296.0
T e T T T e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e Ra e R
10.40 10.60 10.80 11.00
5000 m/z 85.10 36.06%

85.0
29.0
113.0 141.0 184.0

537

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

Abundance #107652: Eicosane T

57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.85%

5000
85.0
29.0
ol L i 1180 1410 1600 282.0

AR AA B o e LA mana s Ean s S o e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Tetradecane, 1l-bromo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.34 ng 75166 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1l-bromo- 276 C14H29Br 000112-71-0 59
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 58
3 Hexadecane. 1l-bromo- 304 C16H33Br 000112-82-3 53
4 Tetratetracontane 619 C44H90 007098-22-8 53
5 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 53
Abundance Scan 784 (11.098 min): BF082307.D (-783) (-) m/z 57.10 100.00%
5%.1
5000 hk,y/\vNJJ“vff’“ﬁAvvp/\”rJ
71 ML 061 ana 10.80 11.00 11.20 11.40
ol o ” | m/z 43.10 50.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance ) #103952: Tetradecane, 1-bromo-
57.0 135.0
5000 LN UL SULRLE BRI R
mmnmnmnm
0 m/z 71.10 44 .32%
&m%' 197.0 233.0 276.0
m/z--> éo 160 1%0 260 250 300 3%0 460
Abundance
57.0
110.80 11.00 11.20 11.40
5000 m/z 41.10 42 . 70%
97.0
0 141.0 183.0 217 0  273.0 309.0343.0378.0 414.0
m/z--> éo 160 1%0 200 250 360 350 460
Abundance #119630: Hexadecane, 1-bromo- R B LA M e e
57.0 10.80 11.00 11.20 11.40
m/z 55.10 35.06%
5000 135.0
F?.o
0140J L, |l 189.0  225.0 304.0
m/z--> 50 1(')0 1&1;0 2(')0 25'30 3(')0 3&1,0 4c')o 10. 80 11. 00 11. 20 11'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.22 3.28 ng 105511 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Hexadecane 226 C16H34 000544-76-3 64
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
4 Heneicosane 296 C21H44 000629-94-7 59
5 Tridecane 184 C13H28 000629-50-5 47

Abundance Scan 795 (11.223 min): BF082307.D (-794) (-) m/z 57.10 100.00%

57.1
5000 851

11.00 11.20 11.40 11.60

fll3 11411 1861 231.2

0 ..nqn s T T m/z 43.10 67.97%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 LANL I L L L L INL L  L
85.0 11.00 11.20 11.40 11.60
m/z 71.10 55.40%
29 0
0 ||, A130 15501830 22502530 295.0323.0  380.0
R T e S £t
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
RS B m S
11.00 11.20 11.40 11.60
5000 m/z 85.10 38.24%
85.0
29.0
0 113.0 1550183.0 226.0
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl- R B LN B
57.0 11.00 11.20 11.40 11.60
m/z 41.10 28.90%
5000 85.0
13.0 154.0
0 I] oo . 1 1830 2390 2810
el e L e T S EEBEEEEEEE R
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082307.D

Aca On : 15 Oct 2015 14:13

Operator : UM/I1Z

Sample : 6G4016-01

Misc :

ALS Vial : 32 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 Hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.26 8.74 ng 281091 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 798 (11.258 min): BF082307.D (-796) (-) m/z 57.10 100.00%
57.1
5000 85.1
"t 1412 183.2 11.00 11.20 11.40 11.60
Obrrrrrrrepbreb e e e 2132348 "m/z 71.10  75.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73966: Hexadecane
57.0
5000 85.0 LB UL LR BULRLE B
11.00 11.20 11.40 11.60
90,0 1130 m/z 85.10 40.89%
0 ‘ I ‘ ‘ H\ Ili ‘ \\‘ 1l 141 0 169. O 197 0 226 0
m/z--> ﬁo 45 eb éo 160 150 150 1éo 180 200 220 240 2éo 2éo 300
Abundance
57.0
" 11/00 11,20 1140 11.60
5000 85.0 m/z 43.10 39.83%
o 1130 1410 1830 211.0 239.0 267.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99478: Tridecane, 7-hexyl- I
57.0 11.00 11.20 11.40 11.60
m/z 41.10 21.06%
29.0
5000 85.0
182.0
o | 1L \1¥30 141.0 2110 238.0 2660
m/z--> ﬁo 45 eb éo 160 150 150 1éo 180 200 220 240 260 280 300 1foo 1120 1140 1f60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
Data File : BF082307.D

Acq On : 15 Oct 2015 14:13

Operator : UM/1Z

Sample : G4016-01

Misc :

ALS Vial : 32 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]
2-Pentanone, 4-hy... 4 .99 43.9 ng 934341 1 6.82 425660 20.0
unknown6 .59 6.59 73.0 ng 1554370 1 6.82 425660 20.0
Benzene, 1,2,3-tr... 6.64 5.2 ng 110758 1 6.82 425660 20.0
Octane, 2,6-dimet... 8.54 4.3 ng 131177 2 8.11 606407 20.0
Tridecane 8.71 2.7 ng 82845 2 8.11 606407 20.0
Dodecane, 2,7,10-... 9.13 3.3 ng 117350 3 9.87 717663 20.0
Octacosane 9.27 4.5 ng 161262 3 9.87 717663 20.0
Tridecane, 6-methyl- 9.79 3.1 ng 111735 3 9.87 717663 20.0
unknown10.21 10.21 4.9 ng 176986 3 9.87 717663 20.0
Dodecane 10.30 3.6 ng 128124 3 9.87 717663 20.0
Pentadecane, 2,6,... 10.51 2.9 ng 102466 3 9.87 717663 20.0
Heptadecane, 2,6,... 10.78 11.7 ng 376719 4 11.36 642942 20.0
Tetradecane, 1-br... 11.10 2.3 ng 75166 4 11.36 642942 20.0
Heptacosane 11.22 3.3 ng 105511 4 11.36 642942 20.0
Hexadecane 11.26 8.7 ng 281091 4 11.36 642942 20.0
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