LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator =: SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 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-BF020116.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 4.087 172 175 180 rBvV 218544 307574 5.41% 0.831%
2 4.807 235 238 240 rBY 1050669 1557174 27.39% 4.208%
3 5.253 275 277 280 rBVY 2058778 1848146 32.51% 4.994%
4 5.596 304 307 310 rBV 62989 62808 1.10% 0.170%
5 5.653 310 312 315 rVB 170953 175001 3.08% 0.473%
6 6.316 367 370 372 rBVY 1073590 1199165 21.09% 3.240%
7 6.430 378 380 382 rBVY 3630328 3165056 55.67% 8.553%
8 6.659 398 400 402 rBVY 1353021 1106676 19.47% 2.991%
9 6.819 411 414 416 rBV 4511673 4234412 74.48% 11.443%
10 7.230 447 450 453 rBVY 2661526 3232974 56.86% 8.736%

11 7.950 510 513 515 rBV 1456847 1471130 25.88% 3.975%
12 9.025 604 607 610 rBV 4258097 5685386 100.00% 15.363%
13 9.425 640 642 644 rBvV 384279 317234 5.58% 0.857%
14 9.470 644 646 649 rVB 263923 239043 4._.20% 0.646%
15 9.642 659 661 663 rBvV 101022 86158 1.52% 0.233%

16 9.699 663 666 668 rvv 1495457 1504185 26.46% 4._.065%
17 10.145 701 705 706 rBv2 132121 168440 2.96% 0.455%
18 10.362 721 724 727 rBV 51018 81671 1.44% 0.221%
19 10.488 732 735 737 rBV 2026972 2308659 40.61% 6.239%
20 10.613 743 746 749 rBV 155633 182430 3.21% 0.493%

21 10.819 761 764 769 rBV 90239 133273 2.34% 0.360%
22 11.059 781 785 786 rBV 75019 76740 1.35% 0.207%
23 11.173 793 795 797 rVB 1590817 1314029 23.11% 3.551%
24 12.602 918 920 922 rBV 229518 284520 5.00% 0.769%
25 12.762 931 934 937 rBV 4182025 4000763 70.37% 10.811%

26 13.299 979 981 983 rBV 212190 190390 3.35% 0.514%
27 13.665 1011 1013 1017 rBV 143108 214550 3.77% 0.580%

28 13.802 1022 1025 1027 rBV 1098557 965563 16.98% 2.609%
29 15.174 1142 1145 1147 rBV 802362 892739 15.70% 2.412%

Sum of corrected areas: 37005889
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084920.D

4000000
6.43

3000000
7.23

5.25
2000000

6.66

4.81 6.32
1000000

4/.\09 5 %@5
T

L Y L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084920.D

4000000

3000000

10.49
2000000

95 9.70 11.17

1000000
9
L 6579' 10140 54{16%0.82 11 0 12.60 1230 36
0 —A T = s

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084920.D

4000000

3000000

2000000

3.80
1000000 15.17

Ot ey

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 5

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

4.09 5.56 ng 307574 1,4-Dichlorobenzene-d4 6.66
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. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 83

Abundance Scan 175 (4.087 min): BF084920.D (-172) (-) m/z 55.10 100.00%
55 a3
5000
43 o8
34 50 3.80 4.00 4.20 4.40
o TR v X P 1 AN £ A PR N m/z 83.10 99.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R SR SR U
29 98 3.80 4.00 4.20 4.40
m/z 43.05 40.44%
0 \‘\ ‘ 3?‘ 1y 49\ ‘ | 62 67 7 ! 89 .
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% BBSSSABENAAENAR AR
43 3.80 4.00 4.20 4.40
5000 m/z 98.10 34.16%
29
98
37 49 62 69
S I S SR SRS SIS UL SIS I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3338: 2-Pentene, 4,4-dimethyl-, (E)- EE AmmaEaE R D
55 83 3.80 4.00 4.20 4.40
m/z 39.10 26.31%
5000 41
- 98
Pl | o
0"P'M'P"*I”'*k“"rmlul'”hl'”'I'h'l'”'l'”' IR SRR SR U
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 28.14 ng 1557170 1,4-Dichlorobenzene-d4 6.66
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 238 (4.807 min): BF084920.D (-235) (-) m/z 43.10 100.00%
43
59
5000
T 450 40 2B0 500 520
o...,....,....,....-,':...‘??.':!,...‘??....,E.‘~.3..,...=,|....,....,....,....,...., m/z 59.10 62.07%
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
5000 59 USRI LA U N
440 4.60 4.80 5.00 5.20
m/z 101.10 21.41%
3} 83 g3 101
L R AR AR RS RARAS RN RERAN RRRAN SRS AL BARAN SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500 520
5000 m/z 58.10 15.03%
29 101
o 2 7383
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 e e
509 440 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000 41
68
0 || s0, 126 142
mz> 10 20 % 40 % e'o % 80 9 100 110 120 130 150 | | 440 460 480 800 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 8

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

5.65 3.16 ng 175001 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 38
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 25
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 17
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 10

Abundance Scan 312 (5.653 min): BF084920.D (-310) (-) m/z 43.10 100.00%
43 73
5000
55 e 100 U5 540 560 580 6.00
o Y R 71§ VB - N m/z 73.10 85.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 U LU R U I
5.40 5.60 5.80 6.00
m/z 41.05 9.91%
J 5 g % g | s 100 TP
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 5.40 5.60 5.80 6.00
5000 m/z 115.10 9.83%
o P 51 58 83 100 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7962: 1,3-Dioxolane, 2-(1-methylethyl)- B
73 5.40 5.60 5.80 6.00
m/z 39.10 7.06%
5000
43
0 2‘?\ \H\ ?\(\3 L 86 101 1:!'5
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.43 Concentration Rank 2

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

6.43 57.20 ng 3165060 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 380 (6.430 min): BF084920.D (-378) (-) m/z 132.00 100.00%
132
5000 68
96 NESESARBE RARBE RN S
40 5y -8 | 106 J 6.00 6.20 6.40 6.60 6.80
01 B L e m/z 68.10 42 .92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I IR L R
6.00 6.20 6.40 6.60 6.80
31 51 m/z 134.00 33.62%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 27 .89%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R R e e S
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.05 17.75%
5000 98 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. NN A U | G
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 6 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.24 ng 168440 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 705 (10.145 min): BF084920.D (-701) (-) m/z 57.10 100.00%
57
43
71
5000 85
99 113 17 9.80 10.00 10.20 1040
o...,....,...“,.."..,....J,..:.,....1?.1.1.“??.1?.9.,.... e || M/z 43.10  66.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane
57
43
71
5000 85 BSRUNARRUAERABARER
9. 80 10. oo 10 20 10.40
29 m/z 71.10 54 _.65%
oL 15 “ L 9% 113 127 141 155 169 198
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 200 250 250
Abundance
57
a 9.80 10.00 10.20 1040
5000 g5 m/z 85.10 38.18%
29 99
o 113127141155169182196210 240
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 240
Abundance #73965: Hexadecane AR e A L
a3 57 9. 80 10. oo 10 20 10 40
m/z 41.05 29.53%
5000 n
85
29
o L “ 99 113 127 141155 160183107 __ 226
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 140 160 180 200 22'0 24'10 9. 80 10. oo 10 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 9
R.T. EstConc Area Relative to ISTD R.T.
10.61 2.78 ng 182430 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 746 (10.613 min): BF084920.D (-743) (-) m/z 57.10 100.00%
57
5000 g5
113 10.20 10.40 10.60 10.80 11.00
ol dd g e m/Zz 43.10 64.97%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 AR ISR SN SR B
85 10.20 10.40 10.60 10.80 11.00
29 m/z 71.10 52.34Y%
ol ‘,L .h‘- p S e 22
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,20 10.40 10.60 10.80 11.00
5000 m/z 85.05 36.25%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> §0 160 1%0 260 250 360 3éo
Abundance #73965: Hexadecane e R e L.
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 29.59Y%
5000
85
29
0 ‘\w L J 113 141 169 197 226
L I L L T I T T A AR A A
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.03 ng 133273 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 87
2 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 87
3 Octaethvlene alvcol 370 C16H3409 1000289-34-2 72
4 Heptaethvlene alvcol 326 C14H3008 005617-32-3 64
5 Hexagol 282 C12H2607 002615-15-8 59
Abundance Scan 764 (10.819 min): BF084920.D (-761) (-) m/z 45.10 100.00%
45
5000

10.40 10.60 10.80 11.00 11.20

163

0 m/z 57.10 56.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114007: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
89 10.40 10.60 10.80 11.00 11.20
9 ‘ m/z 89.10 31.19%
103
o\wwf’“”33147163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
e o e e R
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 20.29%
89
29 59

75
103179 144 141175189 207221

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148152: Octaethylene glycol I B
45 10.40 10.60 10.80 11.00 11.20
m/z 59.10 16.19%
5000
89
59 73 133
o 28 | 973 | 10313713 147 163177191 207221 251 267 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.60 5.89 ng 284520 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 68
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 68
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 25

Abundance Scan 920 (12.602 min): BF084920.D (-918) (-) m/z 56.10 100.00%
56
5000 057
73 129 239
97 213
3 i 1 157 185 12.20 12.40 12.60 12.80 13.00
Obrr vt m/z 57.05 56.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 SRR
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—r
12.20 12.40 12.60 12.80 13.00
29 257 m/z 43.05 39.36%
101 185 213 239 312
R P i g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
12120 12,40 12.60 12.80 13.00
5000 m/z 257.30 34.44Y%
4 239
257
3 129
ol 18 98113 157 185 213 282 312
L L R A R A R KRN LA LS AN LA RAAAN LA LR RN AR
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 T R
56 12.20 12.40 12.60 12.80 13.00
m/z 55.05 33.63%
5000
29 73
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2é0 360 ' 12 20 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Octadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.30 3.94 ng 190390 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 98
2 n-Butvl mvristate 284 C18H3602 000110-36-1 90
3 4.7.7-Trimethvl-3.9-dioxatricvcl... 182 C10H1403 1000187-22-5 43
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 43
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 38

Abundance Scan 981 (13.299 min): BF084920.D (-979) (-) m/z 56.05 100.00%
96
5000
73
3 l 97 129 157 185 ,0g 241 267285 340 13.00 13.20 13.40 13.60
Ot m/z 57.10 58.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 R S RN BN B
13.00 13.20 13.40 13.60
29 129 - m/z 43.10 41.33%
267
0 P h H‘ \N\ .‘.“‘ ‘.‘h - “]I'|57””1|8ﬁ| IZIEI-?”IZIA:]:” .‘... l‘... ?.].':!' ”|3:4|0”
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 41.05 36.59%
229
73 211
129 284
ol 101 157 % 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #43767: 4,7,7-Trimethyl-3,9-dioxatricyclo[6.1.0.0(2,4)]non... o N
56 13.00 13.20 13.40 13.60
m/z 55.10 30.61%
3 25
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60

8270-BF020116.-M Mon Feb 08 17:18:08 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084920.D

Aca On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample : H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Trifluoroacetic acid, n-hep... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.67 4.44 ng 214550 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1013 (13.665 min): BF084920.D (-1011) (-) m/z 43.05 100.00%
43
13.40 13.60 13.80 14.00
Ol m/z 57.10 99.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43
57
69
5000 L B U UL SR
83 9 1340 13.60 13.80 14.00
" m/z 55.05 87.68%
Ol Ml ML) 15 140152 1s2 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
13.40 13.60 13.80 14.00
5000 69 m/z 83.05 73.17%
83
29 97
111
o 125 140 155167 181 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #148859: Trichloroacetic acid, pentadecy! ester A ST
43 57 13.40 13.60 13.80 14.00
69 83 m/z 69.05 68.73%
97
5000
111
0.,.‘.‘.1‘ B Y R m .1.?9. Rier iz  z0
m/z--> 40 60 80 100 120 140 160 180 200 220 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020616\
Data File : BF084920.D

Acq On : 6 Feb 2016 19:07

Operator : SJ/1Z

Sample - H1348-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.09 5.6 ng 307574 1 6.66 1106680 20.0
2-Pentanone, 4-hy... 4.81 28.1 ng 1557170 1 6.66 1106680 20.0
2-Pentanone, 4-me... 5.65 3.2 ng 175001 1 6.66 1106680 20.0
unknown6 .43 6.43 57.2 ng 3165060 1 6.66 1106680 20.0
Tetradecane 10.14 2.2 ng 168440 3 9.70 1504190 20.0
Eicosane 10.61 2.8 ng 182430 4 11.17 1314030 20.0
3,6,9,12,15-Penta... 10.82 2.0 ng 133273 4 11.17 1314030 20.0
Hexadecanoic acid... 12.60 5.9 ng 284520 5 13.80 965563 20.0
Octadecanoic acid... 13.30 3.9 ng 190390 5 13.80 965563 20.0
Trifluoroacetic a... 13.67 4.4 ng 214550 5 13.80 965563 20.0
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