LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 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-BF042716.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 4.956 249 251 258 rBV 196226 325286 7.26% 0.747%
2 5.379 285 288 291 rBVY 3192388 3340220 74.55% 7.666%
3 6.430 376 380 382 rBVY 3174486 4480806 100.00% 10.284%
4 6.556 388 391 393 rBY 3891644 4107017 91.66% 9.426%
5 6.785 409 411 416 rBV 1122779 1054795 23.54% 2.421%
6 6.945 422 425 427 rBV 3316893 3255586 72.66% 7.472%
7 7.356 458 461 463 rBVY 2528396 2910646 64.96% 6.680%
8 7.447 467 469 477 rVB 59842 130915 2.92% 0.300%
9 7.813 499 501 504 rvB 128879 139356 3.11% 0.320%
10 8.076 521 524 526 rBVY 1047762 1346681 30.05% 3.091%

11 9.150 615 618 621 rBV 3929974 4050473 90.40% 9.296%
12 9.550 650 653 655 rBv 307596 410728 9.17% 0.943%
13 9.768 666 672 674 rBvY 151334 149568 3.34% 0.343%
14 9.825 674 677 680 rBVY 1659548 1511163 33.73% 3.468%
15 10.259 711 715 717 rBV2 144326 242050 5.40% 0.556%

16 10.476 731 734 738 rBV2 86014 192657 4 _30% 0.442%
17 10.613 743 746 748 rBV 1675981 1922173 42.90% 4.411%
18 10.659 748 750 753 rvVv 91350 198857 4._.44% 0.456%
19 10.739 755 757 761 rVB 247016 343776 7.67% 0.789%
20 10.934 772 774 776 rBvV2 26411 56264 1.26% 0.129%

21 11.185 792 796 797 rBV 180719 178974 3.99% 0.411%
22 11.208 797 798 802 rVB 52193 66791 1.49% 0.153%
23 11.299 805 806 810 rvv 882851 1325555 29.58% 3.042%
24 11.368 810 812 816 rVB3 52973 107636 2.40% 0.247%
25 11.539 824 827 832 rBV 647595 687405 15.34% 1.578%

26 11.608 832 833 840 rVvB 122394 133257 2.97% 0.306%

27 11.848 852 854 855 rBv2 34520 45501 1.02% 0.104%
28 11.871 855 856 858 rvB 133952 119271 2.66% 0.274%
29 11.916 858 860 865 rvB4 39455 79777 1.78% 0.183%
30 12.019 867 869 870 rBvV 40945 46948 1.05% 0.108%
31 12.099 873 876 877 rBV 45442 57850 1.29% 0.133%
32 12.362 897 899 900 rBvV2 38774 60240 1.34% 0.138%
33 12.408 900 903 904 rVvB3 36489 53602 1.20% 0.123%

34 12.511 910 912 914 rBV 277778 273079 6.09% 0.627%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 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-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.739 928 932 934 rBV2 254314 489213 10.92% 1.123%

36 12.888 943 945 948 rBV 2596956 3097551 69.13% 7.109%
37 13.128 965 966 968 rvB2 86524 69345 1.55% 0.159%
38 13.368 985 987 990 rVvB 65089 79424 1.77% 0.182%
39 13.425 990 992 994 rBV 157878 161277 3.60% 0.370%
40 13.471 994 996 997 rBV 137829 118216 2.64% 0.271%

41 13.791 1022 1024 1029 rVB 395925 560615 12.51% 1.287%
42 13.940 1034 1037 1043 rVB2 576633 1081967 24.15% 2.483%
43 14.111 1050 1052 1054 rBV 236911 250538 5.59% 0.575%
44 14.420 1077 1079 1081 rBV 286766 299757 6.69% 0.688%
45 14.717 1101 1105 1109 rBV2 200535 447366 9.98% 1.027%

46 14.945 1123 1125 1129 rVB 107087 210932 4.71% 0.484%
47 15.025 1130 1132 1135 rBV2 145522 189903 4.24% 0.436%
48 15.220 1147 1149 1152 rVB 63407 84778 1.89% 0.195%
49 15.277 1152 1154 1157 rBV 67182 98746 2.20% 0.227%
50 15.334 1157 1159 1162 rBV 527364 785578 17.53% 1.803%

51 15.780 1196 1198 1200 rBV 101972 153878 3.43% 0.353%
52 15.985 1214 1216 1225 rVB3 74296 218547 4._.88% 0.502%
53 16.248 1236 1239 1243 rVB2 47646 88993 1.99% 0.204%
54 16.728 1278 1281 1285 rBV 564711 1100329 24.56% 2.525%
55 17.083 1310 1312 1319 rVB 47127 118938 2.65% 0.273%

56 17.426 1337 1342 1348 rVB3 47813 176722 3.94% 0.406%
57 18.020 1390 1394 1401 rVB2 98359 284735 6.35% 0.653%

Sum of corrected areas: 43572251
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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: BF086475.D

3500000 6.94
5.38 6.43

3000000

7.36
2500000

2000000

1500000
6.78

1000000

500000 4.96
: 7.81
0 i { s 2

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: BF086475.D

3500000
3000000
12.89
2500000
2000000
9.82 10.61
1500000

8.08
1000000

500000 955 12.5112.74

10.74
10.2610.440.6
o

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: BF086475.D

3500000
3000000
2500000
2000000

1500000

1000000} 13 94 15.33 16.73
3.79

14.42
14.11 14.72
500000 14499355 15.7815.99 16,25 17.08 17.43 18.02

o T T

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

8270-BF042716.M Fri Apr 29 13:19:20 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 7

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

4.96 6.17 ng 325286 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.956 min): BF086475.D (-249) (-) m/z 43.00 100.00%
43.0
5000 59.1
| NECE Tk ko sho sk "
ol e e el et e e | mM/z 59.10  46.39%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20
59.0 m/z 58.05 12.95%
0 20 | 9o 830 gpp "%
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 101.10 11.79%
58.0
15.0 27.0 72.0 100.0
R T B e B B R R AR R R R N
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #224: Butane LI L L L L L B
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.40%
5000 29.0
58.0
10 150 \‘\‘ [
e L RS UL SRS LS RS AN RS RS IR RRRRS RS SN SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.56 Concentration Rank 1

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

6.56 77.87 ng 4107020 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 391 (6.556 min): BF086475.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.0 A\
©1 50 | o0 T% i b0 ok
0 .,....,....l!'!...,.l!..,.-!.l.',..7.5?,1....,..J.,%??.l,.l.l.??....,"...,... m/z 68.05 45.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 NSRS S SRR
6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.10 33.17%
. 00 7% a0 || s
s % % A B e o B & B0 116 1% 1% 150
Abundance
132.0
620 640 6.60 680
5000 m/z 66.10 31.20%
92.0
o270 390 510 20 270 105.0 .54
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal S RREE . e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.59%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0 .|....|....‘l.‘...|‘..‘..l‘.‘.‘.l|..‘.‘.‘l‘....lunululuozlou..‘.‘luuuul ‘...luuu
m/z--> 20 30 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.26 3.20 ng 242050 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 72
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 715 (10.259 min): BF086475.D (-711) (-) m/z 57.10 100.00%

57.1
5000

10.00 10.20 10.40 10.60
m/z 43.10 83.97%

o 113.1 149.1172.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0

5000 e s
10.00 10.20 10. 40 10. 60

29.0 8.0 m/z 71.10 A47.07%
J‘ L ﬂwlmomwlwonm

O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R T e R
10.00 10.20 10.40 10.60
5000 m/z 41.10 39.37%
85.0
29.0

113.0 1410 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45564: Undecane, 2,3-dimethyl- R Eama e e
43.0 10.00 10.20 10.40 10.60
m/z 85.10 27.50%
71.0
5000
140.0
990
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\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknownl10.48 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.48 2.55 ng 192657 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 49
2 Heptacosane 380 C27H56 000593-49-7 49
3 Tetracosane 338 C24H50 000646-31-1 43
4 Hexadecane 226 C16H34 000544-76-3 43
5 Pentadecane 212 C15H32 000629-62-9 43
Abundance Scan 734 (10.476 min): BF086475.D (-731) (-) m/z 57.10 100.00%
57.1
5000
85.1 M) ) W ATV
J ﬂ a1 1501 10.20 10.40 10.60 10.80
ob— sl bt 50y m/z 43.10 60.90%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 LRI LN LN S B
85.0 mmmmmmmm
29.0 m/z 71.10 51.14%
oL L4 L i M3oa01690 282.0
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance
57.0
110.20 10,40 10.60 10.80
5000 m/z 41.10 32.20%
85.0
0 29.0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #136481: Tetracosane R B R
57.0 10.20 10.40 10.60 10.80
m/z 85.10 24 .38%
5000 85.0
29.0
0 ‘ ﬁ13°14101690197022502530281030903380
m/z--> 50 100 1&'30 2(')0 2&'30 3(')0 3&'30 10. 20 10 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.74 5.19 ng 343776 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
Abundance Scan 757 (10.739 min): BF086475.D (-755) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.40 10.60 10.80 11.00
0 ...,....-,'...I,.."..,1:...~',....,.ﬁ‘.‘°..1..1‘.3?.2.... e aee | m/z 43.10  75.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57.0
5000 LR LA BURIUSR B S B
85.0 10. 40 10. 60 10 80 11.00
29.0 m/z 71.10 53.30%
0 L “ 01l “\11?014101690 2820
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 '
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 33.32%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544: Tridecane LI L B L B L i}
57.0 10.40 10.60 10.80 11.00
m/z 41.10 32.45%
5000
85.0
29.0
o ‘ L | 11301410 1840
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 ' 10. 40 10. 60 10 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 1-Hexadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.54 10.37 ng 687405 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 91
2 1-Pentadecanol 228 C15H320 000629-76-5 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 90
4 Cvclotetradecane 196 C14H28 000295-17-0 87
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 87
Abundance Scan 827 (11.539 min): BF086475.D (-824) (-) m/z 55.10 100.00%
0 ,V\JN\A_,\_ﬁﬂﬁ\A_,\,_»~_,_~
UL SN B SRR
11.20 11.40 11.60 11.80
139.2 167.1
0 36, 196.2 m/z 43.10 96.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72488: 1-Hexadecene
41.0
83.0
5000 R SR BN BRI B B
nmnmnmnm
1110 m/z 57.10 78.54%
ol 150 | “ l63. ‘ 1390 1680 196.0
m/z--> 25 Jo éo 85 100 120 140 160 180 200 220 240
Abundance
43.0 83.0
1120 11.40 11.60 11.80
5000 m/z 41.10 77.88%
111.0
ol 180 63.0 140.0 1820 210.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)- R e
55.0 11.20 11.40 11.60 11.80
m/z 83.10 69.23%
83.0
5000
23.0 111.0
o J U H 139.0 168.0 1950 224.0 252.0
m/z--> 25 Jo 60 85 100 120 140 160 180 200 220 240 11'20 11. 40 11. 60 11. 80 '

8270-BF042716.M Fri Apr 29 13:19:26 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Octadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.43 2.98 ng 161277 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 86
3 Cvclohexane. (1l.1-dimethvlethvl)- 140 C10H20 003178-22-1 41
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 38
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 38

Abundance Scan 992 (13.425 min): BF086475.D (-990) (-) m/z 56.05 100.00%
56.0
. MM
3.1 129.1 285.3 AU AR SN I
185.2 241.2 : 13.20 13.40 13.60 13.80
|- U , I 1571, 1, 2182 m/z 57.10 61.98%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 LRI UL BULILN SULRLN SULS
200 13.20 13.40 13.60 13.80
. 0
gso 1290 285.0 m/z 43.10 48_.33%
ol L h Ly 157.01%021302410 | ] 11,0 3400
m/z--> 50 100 150 200 250 300 '
Abundance
56.0
13120 13.40 13.60 13.80
0
5000 20,0 m/z 41.10 40.43%
129.0
185.0 284.0
0 B30 157.0 255.0 ﬂ_~JAA9N~J\AAxvﬁ\AﬁdAK~/
m/z--> 50 100 150 200 250 300 '
Abundance #17377: Cyclohexane, (1,1-dimethylethyl)- AR Baa T e
56.0 13.20 13.40 13.60 13.80
m/z 55.10 36.07%
5000
82.0
299 ‘ | 1250
o} el T e e e e B A T B O o
m/z--> 50 100 150 200 250 300 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 10.36 ng 560615 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
5 Cycloeicosane 280 C20H40 000296-56-0 81
Abundance Scan 1024 (13.791 min): BF086475.D (-1022) (-) m/z 57.10 100.00%
57.1
5000 M 7.1 M
LRI AL SRS B B
391 230.2 13.40 13.60 13.80 14.00 14.20
Ol ,..J.}l.]ﬁ.:,.l.f‘?:z,..:.,2.7.3;2.,....,....,....,...., m/z 43.10 93.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0
13. 40 13 60 13. 80 14. oo 14 20
m/z 55.10 67.20%
25.0
oL ‘ 5% 1670 2100 267.03070 490.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance
57.0
97.0 13.40 13,60 13.80 14.00 14.20
5000 m/z 41.10 49 .32%
miz-> 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L e e e e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 45.21%
97.0
- vﬁﬂAfK~,\d~_JA\,J\,_~J¥_J\/
ol J ‘ 13201820 2380 830
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 4(')0 4&1;0 ' 13. 40 13 60 13. 80 14. oo 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 12 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.11 4.63 ng 250538 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1052 (14.111 min): BF086475.D (-1050) (-) m/z 57.10 100.00%
57.1
5000
T 13160 1400 1420 1440
YD N0 S I o S £ m/z 43.10 70.69%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57.0
5000 R B B U B
13. 80 14. oo 14.20 14.40
m/z 71.10 53.09%
o 2@0‘ h L i d 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 55 100 150 200 250 360 3éo
Abundance
57.0
13.80 14.00 14.20 1440
5000 m/z 85.10 35.62%
99.0
27.0 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 350
Abundance #107652: Eicosane R R ma AR
57.0 13.80 14.00 14.20 14.40
m/z 41.10 25.45%
5000
Jemol 1y 20 s
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 ' 13. 80 14. oo 14. 20 14'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 9
R.T. EstConc Area Relative to ISTD R.T.
14.42 5.54 ng 299757 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1079 (14.420 min): BF086475.D (-1077) (-) m/z 57.10 100.00%
51.1
5000
] |99.1 51 aiamon aie 14100 14150 14140 1460 1450
ol bl g 3951 21122402 2801  “nsz 43.10  68.05%
m/z--> 50 100 150 200 250 300 350
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 LA A SRR AR
14.00 14.20 14.40 14.60 14.80
99.0 m/z 71.10 54 _72%
ol | h bl A0 1830 2390 2960
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14:00 1420 14.40 14.60 14.80
5000 m/z 85.10 38.75%
99.0
0 27.0 1410 183.0 2250 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane L REEaE B e
57.0 14.00 14.20 14.40 14.60 14.80
m/z 41.10 23.30%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.03 4.83 ng 189903 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratriacontane 479 C34H70 014167-59-0 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90

Abundance Scan 1132 (15.025 min): BF086475.D (-1130) (-) m/z 57.10 100.00%

57,
13.1 ' 14.80 15.00 15.20 15.40

196.2 283.2

0 m/z 43.10 67.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151556: Heptacosane
57.0
5000 LA L L L L L L L

14.80 15.00 15.20 15.40
m/z 71.10 57.47%

11111301690 2250 281.0  380.0

O A e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
e I S S R
14.80 15.00 15.20 15.40
5000 m/z 85.10 36.74%
113.0 160.0
ok L 7202250 2610 337.0 393.0 449.0 505.0 5620 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane Al BT S S
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.25%
5000 ’\/\/\,LV\'\/\\\/V\/\’,\

13.0
|, 169.0 225.0  296.0

e .

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknownl15.99 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 5.56 ng 218547 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethyl-2... 206 C14H220 1000197-08-4 38
2 1H-Indene. 2-butvl-5-hexvloctahv... 264 C19H36 055044-33-2 35
3 Silane. 1.3-decadivnvltrimethvl- 206 C13H22Si 084751-17-7 30
4 Anthracene. 9-butvl- 234 C18H18 001498-69-7 30
5 Pentanoic acid, 4-methyl-2-(2,5-... 278 C13H18N403 1000294-63-5 27
Abundance Scan 1216 (15.985 min): BF086475.D (-1214) (-) m/z 191.20 100.00%
101.2
69.1
5000 1231
a9l 61.1 234.2265.1 301.3 3834 | 15.60 15.80 16.00 16.20 16.40
o} m/z 69.10 65.69%
m/z—-> 0 50 100 150 200 250 300 350
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191.0
5000 AR R R B
43.0 1560 1580 16.00 16.20 16.40
123.0 m/z 95.10 59.03%
91.0 ‘
Ol ——r \I‘ IMIH\I HI\ IMI\‘\I \I\‘I‘HHI#ITG}'IQ\I ; |" —— ———
m/z-> 0 50 100 150 200 250 300 350
Abundance
40 9650
15.60 15.|80 16.|00 16.|20 16.|40
5000 179.0 m/z 81.10 52.65%
137.0 264.0
ol12.0 208.0
m/z-> 0 55 160 1%0 260 250 360 3%0
Abundance #60167: Silane, 1,3-decadiynyltrimethyl- B A
191.0 15.60 15.80 16.00 16.20 16.40
m/z 123.10 50.56%
5000 73.0
43.0
\ #010
o1 uilh.,JLKLLJ‘,U.IKM.,M,L,.&lf‘:?-?,x, e e
m/z—-> 0 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknownl7.43 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.43 4_.50 ng 176722 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 43
2 Nonadecane 268 C19H40 000629-92-5 43
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 43
4 Octacosane 394 C28H58 000630-02-4 43
5 Nonane, l1-iodo- 254 C9H191 004282-42-2 38
Abundance Scan 1342 (17.426 min): BF086475.D (-1337) (-) m/z 57.10 100.00%
57.1
5000
J}w 1 L 1 290.2 17,20 17.40 17.60 17.80
OIH.IIIL..ilu...lu..u..lllu ‘.“..“].,....,....,....,....,.. m/z 43.10 61.19%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane
57.0
5000 L SR B SURELLE B
ﬂ%ﬂ%ﬂmﬂ%
F m/z 71.10 59.58%
0 18.0 } ‘ | H L 141.0183.0225.0 281.0323.0 379.0 421.0463.0 506.0
miz--> 0 55 100 1%0 260 250 360 350 400 4éo 560
Abundance
57.0
17,20 17.40 17.60 17.80
5000 m/z 85.10 37.82%
0
0 141.0183.0 268 0
miz--> 0 55 160 1%0 260 250 360 3%0 460 4%0 560
Abundance #122578: Tridecane, 1-iodo- R ARE mam T e S
57.0 17.20 17.40 17.60 17.80
m/z 55.10 25.61%
5000
9.0 183.0
Ok dd [ 11410 | 310.0
miz--> 0 55 160 1%0 260 250 360 3%0 460 4éo 560 17'20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086475.D

Aca On : 28 Apr 2016 20:56

Operator : UM/SJ

Sample : H2654-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknownl18.02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.02 7.25 ng 284735 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetvl-1-(3-n-propoxvphenvl)-2-p... 249 C14H19NO3 1000122-90-2 38
2 Phosphine. methvl-(2.4.6-triisop... 250 C1l6H27P 158748-69-7 38
3 Benzene. l-nitro-2-hvdroxv-4-(p-... 249 C12H8FNO4 189214-56-0 22
4 2-Methvlphenanthrol3.4-d1l1.3Tox... 249 C16H11NO2 098033-24-0 16
5 2-Benzoyl-1,3-indanedione 250 C16H1003 001785-95-1 16
Abundance Scan 1394 (18.020 min): BF086475.D (-1390) (-) m/z 43.10 100.00%
43.1 249.2
81.1
5000
181.1215.2
2t 4174 LA NI SRR SN B
290.3 17.60 17.80 18.00 18.20 18.40
Oy m/z 249.15 92.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87686: Acetyl-1-(3-n-propoxyphenyl)-2-propanone oxime
43,
107.0
5000
148.0 249.0 17.60 17.80 18.00 18.20 18.40
m/z 55.10 71.31%
0||||h||h‘|‘l‘|‘|||“|‘H||‘|1|9l0‘.:)||||i|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
249.0
17.60 17.80 18.00 18.20 18.40
5000 m/z 81.10 61.57%
43.0 203.0
91.0 128.0161.0
O e e e T e B e L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #87626: Benzene, 1-nitro-2-hydroxy-4-(p-fluorophenoxy)- L REEaE B e
249.0 17.60 17.80 18.00 18.20 18.40
m/z 57.10 57.13%
5000
630 B0 1490 oo
[o) WlLUJIIJM\I“II‘ILII\xI\III ——r— T R B A
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40

8270-BF042716.M Fri Apr 29 13:19:31 2016 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF042816\

Data File : BF086475.D

Acq On = 28 Apr 2016 20:56

Operator : UM/SJ

3?22 le - H2654-04 P6WARD-2A-CS-5(0-6FTBGS
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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 6.2 ng 325286 1 6.78 1054800 20.0
unknown6 .56 6.56 77.9 ng 4107020 1 6.78 1054800 20.0
Hexadecane 10.26 3.2 ng 242050 3 9.82 1511160 20.0
unknown10.48 10.48 2.5 ng 192657 3 9.82 1511160 20.0
Eicosane 10.74 5.2 ng 343776 4 11.30 1325560 20.0
1-Hexadecene 11.54 10.4 ng 687405 4 11.30 1325560 20.0
Octadecanoic acid... 13.43 3.0 ng 161277 5 13.94 1081970 20.0
17-Pentatriacontene 13.79 10.4 ng 560615 5 13.94 1081970 20.0
Tetracosane 14 .11 4.6 ng 250538 5 13.94 1081970 20.0
Heptadecane, 2,6,... 14.42 5.5 ng 299757 5 13.94 1081970 20.0
Heptacosane 15.03 4.8 ng 189903 6 15.33 785578 20.0
unknownl15.99 15.99 5.6 ng 218547 6 15.33 785578 20.0
unknownl17.43 17.43 4.5 ng 176722 6 15.33 785578 20.0
unknown18.02 18.02 7.3 ng 284735 6 15.33 785578 20.0
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