LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086332.D

Aca On : 21 Apr 2016 2:27

Operator : UM/SJ

Sample : H2601-19

Misc :

ALS Vial : 34 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-BF042016.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 2.304 17 19 21 rVB2 357042 425676 13.05% 1.161%
2 5.047 256 259 265 rBV 713596 910699 27.91% 2.484%
3 5.470 293 296 298 rBVY 2799210 3239823 99.29% 8.838%
4 5.870 329 331 334 rBV 92464 82972 2.54% 0.226%
5 6.499 383 386 396 rBVY 2605401 3248480 99.56% 8.861%
6 6.636 396 398 400 rBVY 3395299 3262988 100.00% 8.901%
7 6.865 416 418 421 rBV 1212573 1240996 38.03% 3.385%
8 7.025 430 432 434 rBVY 2829184 2613195 80.09% 7.128%
9 7.287 452 455 459 rvVvB2 25447 38318 1.17% 0.105%
10 7.425 465 467 470 rBV 1226045 1715040 52.56% 4_.678%
11 7.527 474 476 484 rVB2 39259 91361 2.80% 0.249%
12 7.893 504 508 512 rBV5 10738 36036 1.10% 0.098%
13 8.156 528 531 533 rBVY 1422282 1474039 45.17% 4.021%
14 9.173 616 620 622 rBV2 21536 35272 1.08% 0.096%
15 9.230 622 625 627 rBY 3336261 2990839 91.66% 8.159%
16 9.311 631 632 637 rVB2 25804 45425 1.39% 0.124%
17 9.562 652 654 658 rBV3 20712 38920 1.19% 0.106%
18 9.619 658 659 662 rBV 219954 239177 7.33% 0.652%
19 9.768 670 672 674 rBV 54118 66083 2.03% 0.180%
20 9.848 676 679 681 rVB 38436 54509 1.67% 0.149%
21 9.905 682 684 687 rBY 1365315 1329349 40.74% 3.626%
22 10.339 721 722 724 rBV 74103 61707 1.89% 0.168%
23 10.556 738 741 745 rVB2 30890 52477 1.61% 0.143%

24 10.694 750 753 760 rBV 1433682 1587214 48.64% 4 _330%
25 10.819 762 764 768 rVB 75872 129254 3.96% 0.353%

26 10.945 770 775 777 rVB6 27876 64509 1.98% 0.176%
27 11.265 800 803 804 rBvV 41967 43634 1.34% 0.119%
28 11.391 812 814 818 rBVv2 1321235 1509387 46.26% 4.117%
29 11.448 818 819 822 rvB2 47104 92533 2.84% 0.252%
30 11.619 831 834 835 rBv2 37214 72789 2.23% 0.199%
31 11.722 841 843 845 rVB3 27420 32967 1.01% 0.090%
32 11.894 855 858 859 rBvV 42899 57584 1.76% 0.157%
33 11.916 859 860 862 rvv 89236 104879 3.21% 0.286%
34 12.008 866 868 872 rvB2 44347 86511 2.65% 0.236%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086332.D

Aca On : 21 Apr 2016 2:27

Operator : UM/SJ

Sample : H2601-19

Misc :

ALS Vial : 34 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-BF042016.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.065 872 873 875 rBv2 28465 50007 1.53% 0.136%
36 12.191 882 884 889 rvB4 29055 61547 1.89% 0.168%
37 12.374 898 900 902 rBV2 28818 48897 1.50% 0.133%
38 12.477 907 909 912 rvv4 33490 75981 2.33% 0.207%

39 12.602 917 920 922 rBV 347520 346599 10.62% 0.945%
40 12.797 936 937 938 rBV 100210 121339 3.72% 0.331%

41 12.831 938 940 941 rVB 278659 267599 8.20% 0.730%
42 12.979 950 953 955 rBV 1967501 2400943 73.58% 6.549%
43 13.162 967 969 971 rBV 66586 103803 3.18% 0.283%
44 13.208 971 973 976 rVB2 107458 150709 4.62% 0.411%
45 13.505 997 999 1001 rBV 98569 118474 3.63% 0.323%

46 13.551 1001 1003 1004 rBV 152824 144738 4.44% 0.395%
47 13.894 1030 1033 1037 rBV3 329017 696455 21.34% 1.900%
48 14.031 1042 1045 1049 rvv2 810912 1361924 41.74% 3.715%
49 14.191 1057 1059 1062 rBV 210509 320258 9.81% 0.874%
50 14.500 1084 1086 1088 rBV 409695 395530 12.12% 1.079%

51 15.128 1139 1141 1144 rBV 431385 465350 14.26% 1.269%
52 15.254 1148 1152 1153 rBV4 275076 695516 21.32% 1.897%
53 15.403 1163 1165 1168 rBV 202210 276174 8.46% 0.753%
54 15.460 1168 1170 1181 rVB2 488790 1172495 35.93% 3.198%
55 15.917 1208 1210 1213 rVB 212080 309888 9.50% 0.845%

Sum of corrected areas: 36658868
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042016\

- BF086332.D

- 21 Apnr 2016 2:27

- UM/SJ

: H2601-19 RODNEY-AVE-PS(0-2)J
1 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF086332.D

5.47 7.02

6.50

6.86 7.42

5.05
2.30

5.87

& 7.20\7.53 7

0
Time-->

5.00

5.50

6.00

6.50

T
7.00 7.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF086332.D

12.98

8.16 10.69

9.90

11.39

12.6012.83 M

Time-->

|
8.00

10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF086332.D

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\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 1 unknown2.30 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.30 6.86 ng 425676 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-(2-AminoethvDbenzenesulfonamide 200 C8H12N202S 035303-76-5 22
2 2-Propanol. 1-(propvlthio)- 134 C6H140S 053957-22-5 18
3 Isoauinolinium. 2-(m-nitroanilin... 265 C15H11N302 031383-03-6 15
4 Dihvdroepinatalensine 303 C17H21NO4 098843-28-8 15
5 Thiazole-4-carboxylic acid, 2-ch... 262 C9H11CIN203S 084345-00-6 15
Abundance Scan 19 (2.304 min): BF086332.D (-17) (-) m/z 89.20 100.00%
44 89 153 298
199
12p 246 455
5000 326 408 498
366 541 AN
2.20 2.40 260
0 m/z 44.05 97 .94%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56450: 4-(2-Aminoethyl)benzenesulfonamide
30
5000 L L L
90 220 2.40 2.60
m/z 298.40 95.02%
oh. 63 | 118 154 200
m'z-> 0 éo 160 150 200 250 300 350 400 450 500
Abundance
45
o 134 220 240 260
5000 m/z 60.70 87 .36%
15
e s S S WL W B L L SR RS
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #97263: Isoquinolinium, 2-(m-nitroanilino)-, hydroxide, in... T
129 220 2.40 2.60
m/z 306.40 81.38%
5000 o 102
019 265
0 III"""""""'"'I""I""I""I""I T T T
m/z-> 0 50 100 150 200 250 300 350 400 450 500 220 240 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 14.68 ng 910699 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
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 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 259 (5.047 min): BF086332.D (-256) (-) m/z 43.10 100.00%
43
59
5000
T Tk 500 520 S0
83 : : : :
o...,....,....,..3.6.-,'::..?.1.:!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.10 57.16%
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
5000 U UL L L
4.80 5.00 5.20 5.40
59 101 m/z 101.10 21.28%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 5.00 520 540
5000 m/z 58.10 15.86%
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 T
50 4.80 5.00 5.20 5.40
m/z 41.10 8.48%
5000 41
68
0 Il 50 | 126 14
LINLINL I L O —v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 3 unknown6.64 Concentration Rank 1

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

6.64 52.59 ng 3262990 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 398 (6.636 min): BF086332.D (-396) (-) m/z 132.05 100.00%
132
5000 68 A\
54 | 75 % o4 640 6.60 6.80 7.00
o..,....,....,...:,".'.‘.‘.7,:.'..6.1...|....,..5.‘.7,...|.,.':..,.1.1:‘3.,....,~'...,... m/z 68.10 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL I S I
6.40 6.60 6.80 7.00
3 78 m/z 134.10 32.83%
138
0"P'“I”'Wt“wPl”JL'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 26.25%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole

132 6.40 6.60 6.80 7.00
m/z 69.10 16.44%

5000
104
51 66 77
14 27 37443558 " 1 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 5 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.21 2.21 ng 150709 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heneicosane 296 C21H44 000629-94-7 70
5 Docosane 310 C22H46 000629-97-0 62

Abundance Scan 973 (13.208 min): BF086332.D (-971) (-) m/z 57.10 100.00%

57
5000 85

12.80 13.00 13.20 13.40 13.60

[113 158 103221 261 205323 356 402 449 484 543

Ol A g et e i || M/Z 43.10  68.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LA L B L B L B L L L L

12.80 13.00 13.20 13.40 13.60
m/z 71.10 62.57%

‘\A‘141 183211239267296

Ol‘lﬂ‘ N S BN SRS SN SRS BN SN RN B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
L
85 12.80 13.00 13.20 13.40 13.60
5000 m/z 85.15 45 .65%
29
. 113141169197 240
[ T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73968: Hexadecane R AREaEEESE T
57 12.80 13.00 13.20 13.40 13.60
m/z 41.10 25.48%
5000 85 JVAJW,JVWJ\PWAL“““”NNAA\NA\
29 ﬂ;l3’1141169197226
(o] St S 0 L MU e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12. 80 13 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.13 ng 144738 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Eilcosane 282 C20H42 000112-95-8 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 70

Abundance Scan 1003 (13.551 min): BF086332.D (-1001) (-) m/z 57.10 100.00%

57
5000 85

11 13.20 13.40 13.60 13.80
149 183 218 287 315336 363384
N J-.'l i T4y 24266207 315336 b398 421 "m/z 71.15  76.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane
57
5000 85 LA L L L L L LB L L B

13.20 13.40 13.60 13.80
m/z 43.10 63.17%

o] ‘ |, M8 141 169 197 225 253 281 309 338
i e L B LA
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
i e L
13.20 13.40 13.60 13.80
5000 m/z 85.10 49.09%
85
29
o 113 141 169 197 225 253 262
T T T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #73967: Hexadecane A maE
57 13.20 13.40 13.60 13.80
m/z 55.10 22.61%
5000 85
29
o | 1113 141 169 197 226
e e S T e o o T i e L
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 7 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 10.23 ng 696455 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1033 (13.894 min): BF086332.D (-1030) (-) m/z 57.10 100.00%
57

5000

:

13.60 13.80 14.00 14.20

168 231255279 369
Okt 197 205295070 32134507 48 m/z 83.20 95.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137330: 1-Heneicosyl formate
57 83
5000 111 LA L L L L L L LB
13.60 13.80 14.00 14.20
m/z 43.10 91.34%
o LA L [P 0002 2062832
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
83 R M mE
13.60 13.80 14.00 14.20
5000 m/z 55.10 88.98%
111
29 139 169 210238 oo
(oI WU R Y S S i S, .
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester Al B R
4 13.60 13.80 14.00 14.20
69 m/z 97.20 82.88%
97
5000
o 153 196 224
R R Em mE
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 8 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.19 4.70 ng 320258 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
3 Boric acid. ethvl-. didecvl ester 354 C22H47B02 1000152-34-4 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1059 (14.191 min): BF086332.D (-1057) (-) m/z 57.10 100.00%
57
5000 85 J\MA
LR AN SRS BRI B
113 13.80 14.00 14.20 14.40 14.60
244
ol | A J ket 60 211 294268 295317 343365389 425450 | 071 15 70.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57
5000 LR AL SR BRI B
85 13.80 14.00 14.20 14.40 14.60
29 m/z 43.10 62.99%
o M8 141 160 282
m/z--> §o 160 1éo 260 2éo 360 3éo 460 4éo
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.15 47 .23%
o 113 140 182 226
miz-> 50 100 150 200 250 300 350 400 450
Abundance #142834: Boric acid, ethyl-, didecyl ester T
57 | g5 13.80 14.00 14.20 14.40 14.60
m/z 41.10 22.92%
141
185 325
oLl ,1L1}5J | 215241 269 297 | 353
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 4&'30 13.|80 14.'00 14.'20 14.'40 14.|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 9 Docosane, 11-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.50 5.81 ng 395530 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 93
2 Octadecane 254 C18H38 000593-45-3 93
3 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 89
4 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 81
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 78
Abundance Scan 1086 (14.500 min): BF086332.D (-1084) (-) m/z 57.10 100.00%
57
5000 85 Aw,d\j\,_m-~4Aﬁ”‘*”'~J\"J\“
| %155 185 227254 591318 353 397 428456 484 520 1420 14.40 1460 1480 _
b Al L L p 22200 227507 291318 853 T 428456484 520 | hz7 71.20  69.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147098: Docosane, 11-butyl-
57
5000 85 L B B R SRR
14:20 14.40 14.60 14.80
m/z 43.10 62.06%
o1l “3%3}§1;69 210 239267 399336 366
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
14,20 1440 14.60 14.80
5000 85 m/z 85.20 50.11%
29
. 113141169197225254
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147103: Octadecane, 5,14-dibutyl- R R e o !
871 14.20 14.40 14.60 14.80
m/z 55.10 25.21%
5000 \ﬁﬁjxf\_ﬂAMJ’JAAvJ¥/VVAV\J\“
o || 155183211230266 **°335 364
m/z--> 5'0 100 1&'30 200 250 300 350 400 450 500 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\
Data File : BF086332.D

Aca On : 21 Apr 2016 2:27

Operator : UM/SJ

Sample : H2601-19

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heneicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.13 7.94 ng 465350 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptacosane 380 C27H56 000593-49-7 96
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
4 Nonadecane 268 C19H40 000629-92-5 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87

Abundance Scan 1141 (15.128 min): BF086332.D (-1139) (-) m/z 57.10 100.00%
L R SR SUNILE B
141 14.80 15.00 15.20 15.40
0 169 211238268295326 374403 445 485512542 n/z 71.20 71.07%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
57
85
5000 L BRI BN UGN BSULE
14. 80 15. 00 15. 20 15.40
m/z 43.10 59 .55%
29
o ‘L L ‘f | 141169197225253 296
m/z--> 6 55 100 1%0 200 250 300 3éo 460 4%0 560 séo
Abundance
57
14.80 15.00 15.20 15.40
5000 m/z 85.20 52.05%
85
o 29 113141169197225253281 323351380
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #142113: Heptadecane, 9-octyl- L DR B BB L
57 14.80 15.00 15.20 15.40
m/z 41.10 19.83%
o | J }%141169197 2?9267294323352
m/z--> 6 55 160 1%0 260 250 300 350 400 4%0 560 séo 1480 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042016\

Data File : BF086332.D

Aca On - 21 Apr 2016 2:27

Operator : UM/SJ

ﬁ?ggle i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042016.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 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.92 5.29 ng 309888 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
2 Heneicosane 296 C21H44 000629-94-7 81
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 81
4 Nonacosane 408 C29H60 000630-03-5 74
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 74

Abundance Scan 1210 (15.917 min): BF086332.D (-1208) (-) m/z 57.10 100.00%

5000

15.60 15.80 16.00 16.20
m/z 71.15 72.41%

o 141160107205 257 292323354382 439469500 538

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-

%

71

5000 LA L L L L L L B LN |
15.60 15.80 16.00 16.20
m/z 43.10 54 _77%
127
oh e b L L2755 T !
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
e Emma S
85 15.60 15.80 16.00 16.20
5000 m/z 85.20 52.17%
29 113
o 141169197225253 296 L\Lﬁ
L I e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82611: Hexadecane, 3-methyl- B BEmma B B
57 15.60 15.80 16.00 16.20
m/z 99.15 17.82%
5000
85
o 113141 183211240
L s A s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042016\

Data File : BF086332.D

Acq On = 21 Apr 2016 2:27

Operator : UM/SJ

3?22'6 i H2601-19 RODNEY-AVE-PS(0-2)J
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF042016.M
Quant Title : 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]
unknown?2 .30 2.30 6.9 ng 425676 1 6.86 1241000 20.0
2-Pentanone, 4-hy... 5.05 14.7 ng 910699 1 6.86 1241000 20.0
unknown6 .64 6.64 52.6 ng 3262990 1 6.86 1241000 20.0
Heptadecane, 2,6,... 13.21 2.2 ng 150709 5 14.03 1361920 20.0
Tetracosane 13.55 2.1 ng 144738 5 14.03 1361920 20.0
1-Heneicosyl formate 13.89 10.2 ng 696455 5 14.03 1361920 20.0
Eicosane 14.19 4.7 ng 320258 5 14.03 1361920 20.0
Docosane, 11-butyl- 14.50 5.8 ng 395530 5 14.03 1361920 20.0
Heneicosane 15.13 7.9 ng 465350 6 15.46 1172500 20.0
Pentadecane, 8-he... 15.92 5.3 ng 309888 6 15.46 1172500 20.0
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