LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 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-BF120916.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 2.235 11 13 16 rVvB2 67335 94809 1.31% 0.133%
2 4.956 248 251 254 rBVY 1592672 2562884 35.52% 3.582%
3 5.390 286 289 292 rBVY 4848689 6206932 86.03% 8.675%
4 6.441 377 381 383 rVB 4909154 7084847 98.20% 9.902%
5 6.567 389 392 394 rBVY 5714180 6774163 93.90% 9.467%
6 6.796 409 412 414 rBV 1794140 1750002 24.26% 2.446%
7 6.944 423 425 428 rBVY 3723783 4852095 67.25% 6.781%
8 7.356 458 461 464 rBV 3843051 3803819 52.72% 5.316%
9 8.076 522 524 527 rBVY 2484639 2284056 31.66% 3.192%
10 9.162 616 619 621 rBY 7021788 7214537 100.00% 10.083%

11 9.276 628 629 632 rVB 89170 106260 1.47% 0.149%
12 9.550 651 653 656 rvB 871507 730214 10.12% 1.021%
13 9.836 675 678 679 rBV 2403855 2566593 35.58% 3.587%
14 10.248 711 714 715 rBV 97539 96611 1.34% 0.135%
15 10.625 744 747 749 rBV 3638404 4466460 61.91% 6.242%

16 10.750 756 758 762 rVB 88414 152798 2.12% 0.214%
17 11.196 792 797 802 rBv4 115426 276174 3.83% 0.386%
18 11.310 805 807 811 rvv2 2488092 3126408 43.33% 4 _.369%
19 11.390 811 814 815 rVB 130830 178706 2.48% 0.250%
20 11.505 819 824 825 rBV2 60291 111324 1.54% 0.156%

21 11.551 825 828 830 rvv3 522067 548590 7.60% 0.767%
22 11.619 832 834 835 rBvV 159013 130945 1.82% 0.183%
23 11.813 849 851 852 rBvV 187308 158308 2.19% 0.221%
24 11.848 852 854 856 rvv2 248143 348589 4.83% 0.487%
25 11.882 856 857 859 rvv 90252 102014 1.41% 0.143%

26 11.928 859 861 865 rvv3 169263 357233 4._.95% 0.499%
27 12.019 868 869 874 rvv 76744 126411 1.75% 0.177%
28 12.111 874 877 881 rvB2 109269 196578 2.72% 0.275%
29 12.259 887 890 891 rBvV2 62497 74202 1.03% 0.104%
30 12.362 897 899 901 rBvV 536742 611637 8.48% 0.855%

31 12.442 905 906 911 rVB3 65390 96685 1.34% 0.135%
32 12.522 911 913 915 rBV 876916 820998 11.38% 1.147%
33 12.636 921 923 925 rBV2 43203 83699 1.16% 0.117%

34 12.751 930 933 934 rvv 668980 846298 11.73% 1.183%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.785 934 936 942 rVvB3 182803 244324 3.39% 0.341%

36 12.899 944 946 949 rVV 5430742 5414860 75.05% 7.568%
37 12.968 949 952 956 rvVB4 67634 111022 1.54% 0.155%
38 13.071 958 961 963 rVB 82944 180454 2.50% 0.252%
39 13.139 963 967 969 rBV 230004 268760 3.73% 0.376%
40 13.185 969 971 972 rBV 80719 103771 1.44% 0.145%

41 13.482 992 997 1000 rBV3 118714 204265 2.83% 0.285%
42 13.585 1003 1006 1010 rVB2 53409 99832 1.38% 0.140%
43 13.688 1013 1015 1017 rBVZ2 61107 89363 1.24% 0.125%
44 13.802 1022 1025 1029 rVB3 256641 324673 4 _50% 0.454%
45 13.939 1034 1037 1043 rVB 1539378 2389007 33.11% 3.339%

46 14.328 1069 1071 1073 rBV 73368 83886 1.16% 0.117%
47 14.431 1076 1080 1081 rBV4 42658 99984 1.39% 0.140%
48 14.671 1099 1101 1109 rBV3 145918 304939 4.23% 0.426%
49 14.797 1110 1112 1117 rVB2 49306 77717 1.08% 0.109%

50 14.957 1123 1126 1131 rVB 182286 361236 5.01% 0.505%

51 15.242 1148 1151 1153 rVB 87207 134950 1.87% 0.189%
52 15.288 1153 1155 1158 rBV 113121 165612 2.30% 0.231%
53 15.357 1158 1161 1164 rBV 1420161 1678801 23.27% 2.346%
54 16.705 1276 1279 1284 rVB2 69617 145486 2.02% 0.203%
55 17.117 1312 1315 1323 rVB 51559 127366 1.77% 0.178%

Sum of corrected areas: 71552187

8270-BF120916.M Thu Dec 15 17:06:22 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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: BF091598.D

6000000 .
5000000 530 6.44
4000000 o 736
3000000

2000000 4.96 6.80

1000000 J

o——— St e e e

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

Abundance -
7000000 olis TIC: BF091598.D

6000000
12.90

5000000
4000000 10.62
3000000

8.08 084 11.31
2000000

1000000 : 125215 75

B, .f8 134806
o JAVA A

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 -
7000000 TIC: BF091598.D

6000000
5000000
4000000
3000000

2000000 13.94 15.36

1000000
3.80| 148843 14,@1.854-96 15 16.71 17.12

G e e e e e e e B e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF120916.-M Thu Dec 15 17:06:22 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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.

4.96 29.29 ng 2562880 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.956 min): BF091598.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SRS S S
| 711 830 | 460 4.80 5.00 5.20
SMBSMNSBSSMSNSSSS | ASSNP | SN 5SS S m/z 59.10 57.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS SN S
460 4.80 5.00 5.20
59.0 1010 m/z 101.10 18.15%
"'I”"I'?T:?""P"'I""I"Zq4q"??:g'l'”'l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 14.68%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R
54.0 460 4.80 5.00 5.20
m/z 41.05 9.12%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.57 Concentration Rank 1

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

6.57 77.42 ng 6774160 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 392 (6.567 min): BF091598.D (-389) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 80 oo J S0 om0 6o 6B 7ho
Aot 2089 Tn/z 68.10 38.67%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 AR RS AR AR
6.20 6.40 6.60 6.80 7.00
310 5L0 ‘ m/z 134.00 34 .50%
P H | !
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.26%
41.0 97.0
117.0
82.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13916: Benzene, 1,3,5-trifluoro- R A R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.63%
5000
63.0 81.0
310 480 | |~ 1120
s a0 @ o 130 7o 1% o o 620 640 6.60 6.80 7.00

8270-BF120916.M Thu Dec 15 17:06:24 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1-Pentadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 3.51 ng 548590 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 95
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 1-Pentadecanol 228 C15H320 000629-76-5 94
4 1-Heptadecene 238 C17H34 006765-39-5 94
5 Cyclotetradecane 196 C14H28 000295-17-0 93
Abundance Scan 828 (11 551 min): BF091598.D (-825) (-) m/z 55.05 100.00%
) 1
5000
1120 1140 1160 11.80
m/z 83.10 94 .62%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #63048: 1-Pentadecene
43.0
83.0
5000
11.20 11.40 11.60 11.80
111.0 m/z 43.10 85.09%
oo ess || moo o 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
69.0 RSN AR UL BN I
11.20 11.40 11.60 11.80
5000 97.0 m/z 69.10 83.87%
26.0 1250 154. 0 196.0 224.0
m/z--> 25 45 éo 85 160 150 140 160 180 260 250
Abundance #75200: 1-Pentadecanol e e BARREEESE S
43.0 83.0 11.20 11.40 11.60 11.80
m/z 57.10 77.24%
5000
111.0
as0ll 1L 552 \\ L0 e 0 2100 1 s e
m/z--> 20 40 100 120 140 160 180 200 220 11.20 1140 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Phenanthrene, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.23 ng 348589 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 91
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 83
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83
Abundance Scan 854 (11.848 min): BF091598D(852)() m/z 192.10 100.00%
5000
M52 ges || 11601180 1200 1250
e A R L m/z 191.10 56.70%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50622: Phenanthrene, 4-methyl-
192.0
5000
11.60 11.80 12.00 12.20
400 165.0 m/z 73.00 55.99%
eo T° e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 43.10 55.11%
96.0 165.0
63.0 115.0 139.0
m/z--> 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 1éo 200 220 240 2('30 M
Abundance #92227: n-Hexadecanoic acid S e sl i
43.0 nmnmnmnm
m/z 60.00 54 _.05%
73.0
5000
129.0 256.0
I mgﬂf’ LT 15201710 19402130 2370”7 [\\
m/z--> 4b ' 100 120 150 160 180 200 220 240 2éo 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.93 2.29 ng 357233 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 58
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 35
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30

Abundance Scan 861 (11.928 min): BF091598.D (-859) (-) m/z 189.10 100.00%
189.1
5000
%40 165.1
63.0 139.0 : 11.60 11.80 12.00 12.20
89.1 131 208.1 m/z 190.05  96.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
' m/z 192.10 82.22%
390 630 || 1100 1370 1630 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
11.60 11.80 12,00 12.20
5000 m/z 191.05 57 .57%
63.0
133.0
280 970 172.0
47.0 81.0 153.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189.0 11.60 11.80 12.00 12.20
m/z 94.60 21.42%
5000
94.0
”'l'“'|'“'|'”'f'“'|'“'|'“'|'“?$%p“|'“'|'“'| U DA IR SUNLIN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.36 3.91 ng 611637 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
2 7-Hexadecene. (2)- 224 C16H32 035507-09-6 91
3 Cvclotetradecane 196 C14H28 000295-17-0 90
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 89
5 1-Hexadecanol 242 C16H340 036653-82-4 86
Abundance Scan 899 (12.362 min): BF091598.D (-897) (-) m/z 55.10 100.00%
.0
- \\J\L’/\\
12.00 12.20 12.40 12.60
ey m/z 43.10 96.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
57.
5000 NN BSUREN SUNLRE
20.0 111.0 12.00 12.20 12.40 12.60
' m/z 83.05 90.61%
“ | 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
12.00 12.20 12.40 1260
5000 83.0 m/z 57.10 89.79%

29.0
111.0

140.0 167.0 196.0 224.0

wﬁmﬁmrwwwwmwﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53619: Cyclotetradecane T
12.00 12.20 12.40 12.60

m/z 69.10 84 .26%

-

5000

111.0

:

139.0 168.0 1960

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 9
R.T. EstConc Area Relative to ISTD R.T.
13.14 2.25 ng 268760 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 62
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 62
3 Tetracosane 338 C24H50 000646-31-1 62
4 Heptacosane 380 C27H56 000593-49-7 62
5 Eicosane 282 C20H42 000112-95-8 62
Abundance Scan 967 (13.139 min): BF091598.D (-963) (-) m/z 57.10 100.00%
51.1
5000
216.1 AR ity
| 99[1 11 1832 12.80 13.00 13.20 13.40
ol hb g 2920 1882, m/z 43.10 68.88%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 SR R UL SRR SRR B
nmnmnmwm
99.0 m/z 71.10 66.88%
27.0 h [ H , 141.0 1830 2250 281.0 337.0 394.0
m/z--> 55 100 1%0 200 250 360 3éo
Abundance
57.0
12:80 13.00 13.20 1340
5000 m/z 85.10 44 .10%
99.0
Ll M0 as30  *BOhes0 a0 gs20
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane B B L
57.0 12.80 13.00 13.20 13.40
m/z 41.05 25.04%
5000
99.0
ﬁM]|idimw:m02%omm:mmwo
m/z--> 50 1(')0 150 200 250 3(')0 3&'30 ' 12. 80 13. oo 13 20 13. 40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
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 9 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.72 ng 324673 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 94
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
Abundance Scan 1025 (13.802 min): BF091598.D (-1022) (-) m/z 57.10 100.00%

57.1 83.1

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 43.10 89.98%

139.1 16711930 230.1 281.1 327.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72491: Cyclohexadecane
0 830

2}
131

-

5000

13.40 13.60 13.80 14.00 14.20
m/z 83.10 88.64%

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

57.0 83.0

E

13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 55.05 82.99%

29.0
139.0 1680  210.0 238.0 5560 295.0

L L L L N L L L L N R RN R RN LR RN LRy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

F

Abundance #137330: 1-Heneicosyl formate T
57.0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 76.21%
I 167.0196.0222.0 266.0294.0327 9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00 14. 20
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091598.D

Aca On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl4.67 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1467 3.63ng 304939  Perylene-di2 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4.4"-Dihvdroxvdiphenvisulphone 250 C12H1004S 000080-09-1 38

2 1.3-Benzenediol. 4.4"-thiobis- 250 C12H1004S 000097-29-0 38
3 Benzene. l1l-methvl-2-nitroso- 121 C7H7NO 000611-23-4 12
4 Phenoxvacetonitrile 133 C8H7NO 003598-14-9 12

5 Benzene,

1-nitro-2-(p-methylphen... 247 C13H10FNO3

028987-57-7 10

Abundance Scan 1101 (14.671 min): BF091598.D (-1099) (-) m/z 110.00 100.00%
110.0 141.0
65.0
5000 250.1
38.1 14.40 14.60 14.80 15.00
. 324.2 355.1
221 m/z 141.00 89.11%
m/z--> 50 100 150 200 250 300 350
Abundance #88047: 4,4'-Dihydroxydiphenylsulphone
110.0 141.0 250.0
39.0
5000 o fri T rrrrprrrrprrors
14. 40 14 60 14. 80 15. OO
81.0 m/z 65.00 65.52%
186.0
120\\ L H‘\ ‘M L b L L |22|19 . I“ SN
m/z--> 50 100 150 200 250 300 350
Abundance
110.0
R A man
14.40 14.60 14.80 15.00
5000 250.0 m/z 39.05 56.62%
69.0 141.0
39.0 °% 171.0 203.0
i I e e e e e e o LA B e e e e e e LA
m/z--> 50 100 150 200 250 300 350
Abundance #9244: Benzene, 1-methyl-2-nitroso- T T e T
65.0 14. 40 14. 60 14. 80 15. 00
m/z 142.00 47 .48%
5000
30. 93.0 121.0
..‘JJAJMA.H,.:\..,. T T = = N PR
m/z--> 50 100 150 200 250 300 350 14. 40 14 60 14. 80 15. OO

8270-BF120916.
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
Data File : BF091598.D

Acq On : 14 Dec 2016 21:41

Operator : UM/SJ

Sample : H6006-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 4.96 29.3 ng 2562880 1 6.80 1750000 20.0
unknown6 .57 6.57 77.4 ng 6774160 1 6.80 1750000 20.0
1-Pentadecene 11.55 3.5 ng 548590 4 11.31 3126410 20.0
Phenanthrene, 4-m... 11.85 2.2 ng 348589 4 11.31 3126410 20.0
4H-Cyclopenta[def... 11.93 2.3 ng 357233 4 11.31 3126410 20.0
3-Eicosene, (E)- 12.36 3.9 ng 611637 4 11.31 3126410 20.0
Octacosane 13.14 2.3 ng 268760 5 13.95 2389010 20.0
Cyclohexadecane 13.80 2.7 ng 324673 5 13.95 2389010 20.0
unknownl14 .67 14.67 3.6 ng 304939 6 15.36 1678800 20.0
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