LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

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-BF110316.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 1.767 5 7 46 rVB 2185748 6069166 100.00% 11.069%
2 4.807 270 273 285 rBV 506942 865393 14.26% 1.578%
3 5.253 310 312 315 rBVY 2784299 3728166 61.43% 6.799%
4 6.327 402 406 408 rBV 3140452 4577106 75.42% 8.347%
5 6.442 413 416 418 rBV 3679772 4280829 70.53% 7.807%
6 6.670 434 436 438 rBVY 1092421 1050671 17.31% 1.916%
7 6.819 447 449 452 rBVY 2125770 2922640 48.16% 5.330%
8 7.242 483 486 488 rBVY 2581096 2837580 46.75% 5.175%
9 7.950 546 548 551 rBY 1167067 1441750 23.76% 2.629%
10 8.556 599 601 603 rBV 42667 69060 1.14% 0.126%
11 9.036 640 643 646 rBY 4301694 4124502 67.96% 7.522%
12 9.128 649 651 653 rvv 89021 85672 1.41% 0.156%
13 9.379 669 673 676 rBV5 20199 68127 1.12% 0.124%

14 9.436 676 678 680 rBvV 262415 243332 4.01% 0.444%
15 9.653 695 697 699 rvB 132335 119468 1.97% 0.218%

16 9.711 699 702 704 rBV 1948299 1794258 29.56% 3.272%
17 10.156 739 741 743 rVB 200533 166237 2.74% 0.303%
18 10.374 758 760 763 rBV 71964 89559 1.48% 0.163%
19 10.499 768 771 773 rBV 2712642 2601578 42.87% 4._.745%
20 10.625 780 782 786 rBV 262585 319500 5.26% 0.583%

21 10.831 796 800 803 rBvV2 33326 68332 1.13% 0.125%
22 11.071 820 821 823 rvV 172396 186098 3.07% 0.339%
23 11.185 829 831 836 rBvV2 1367657 2294221 37.80% 4.184%
24 11.265 836 838 841 rVvB 143376 145691 2.40% 0.266%
25 11.425 849 852 856 rBV3 57104 127164 2.10% 0.232%

26 11.494 856 858 861 rvv2 68122 102603 1.69% 0.187%
27 11.688 873 875 876 rBvV 71296 72651 1.20% 0.132%
28 11.722 876 878 880 rvv 82779 105678 1.74% 0.193%
29 11.802 883 885 890 rvB2 144112 233428 3.85% 0.426%

30 11.905 892 894 895 rvv 82125 63163 1.04% 0.115%
31 11.985 899 901 902 rBV 96715 86125 1.42% 0.157%
32 12.237 921 923 925 rBV2 55204 76364 1.26% 0.139%
33 12.294 926 928 929 rvVv 65293 62909 1.04% 0.115%

34 12.397 935 937 940 rBV 1185020 1075778 17.73% 1.962%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

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-BF110316.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.545 947 950 952 rBV2 43240 71814 1.18% 0.131%

36 12.625 954 957 959 rvv 902106 1034211 17.04% 1.886%
37 12.682 959 962 964 rVB3 60705 134420 2.21% 0.245%
38 12.774 968 970 973 rvVv 3220120 3725655 61.39% 6.795%
39 12.842 973 976 978 rvv2 49915 84927 1.40% 0.155%
40 12.957 982 986 988 rVB 101959 155906 2.57% 0.284%

41 13.025 988 992 993 rBV 88510 143131 2.36% 0.261%
42 13.059 993 995 998 rBV2 77135 120003 1.98% 0.219%

43 13.254 1010 1012 1015 rBV4 35432 68678 1.13% 0.125%
44 13.357 1018 1021 1022 rBV2 37896 72176 1.19% 0.132%
45 13.460 1029 1030 1034 rBVZ2 40679 77388 1.28% 0.141%

46 13.574 1037 1040 1041 rBV 69020 109293 1.80% 0.199%
47 13.677 1047 1049 1053 rBVY 275512 385821 6.36% 0.704%
48 13.825 1058 1062 1068 rBV2 1175587 2135886 35.19% 3.895%
49 13.928 1069 1071 1073 rVB 66976 74797 1.23% 0.136%
50 14.317 1102 1105 1110 rBV3 269821 478551 7.88% 0.873%

51 14.820 1147 1149 1154 rBV 360459 631963 10.41% 1.153%
52 14.911 1154 1157 1162 rBV2 155890 337137 5.55% 0.615%
53 15.094 1170 1173 1175 rVB 160799 240516 3.96% 0.439%
54 15.151 1175 1178 1180 rBV 218968 341341 5.62% 0.623%
55 15.208 1180 1183 1185 rBV 707227 1102807 18.17% 2.011%

56 15.425 1199 1202 1205 rVB4 75449 121465 2.00% 0.222%
57 15.631 1217 1220 1222 rBV 96348 155882 2.57% 0.284%
58 15.814 1234 1236 1242 rVB2 72457 169720 2.80% 0.310%
59 16.328 1278 1281 1290 rVB3 91040 223123 3.68% 0.407%
60 16.500 1293 1296 1301 rVB2 115824 220513 3.63% 0.402%

61 16.877 1327 1329 1336 rVB 91786 195390 3.22% 0.356%
62 16.991 1337 1339 1343 rVB4 34701 65325 1.08% 0.119%

Sum of corrected areas: 54832638
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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: BF091061.D
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6.33
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Abundance TIC: BF091061.D
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Abundance TIC: BF091061.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 4

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

4.81 16.47 ng 865393 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 273 (4.807 min): BF091061.D (-270) (-) m/z 43.10 100.00%
43
59
5000
il o 450 4b0 Sh0 5%
83 : : : : :
o..,....,....','::.?R.~:.|,...‘??....,....,....,....,....,....,....,...., m/z 59.10 64.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B URRE DAL IUURE
440 460 4.80 5.00 5.20
59 101 m/z 101.10 22.30%
o 2 36 51 “ 67 76 83 91 |
RS RS AN AR RN NARES RRAR RRRARARARS NARES LRARN SRRASBARRS BARSERARRN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 5.20
5000 m/z 58.10 17.41%
41
ol 50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester P T
59 440 460 4.80 5.00 5.20
m/z 41.10 8.87%
5000 41
68
o Il s 126 147 A
mz-> 20 % 40 s'o e'o o 80 % 100 10 130 130 140 | | 440 ab0 480 500 820
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 unknown6.44 Concentration Rank 2

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

6.44 81.49 ng 4280830 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 416 (6.442 min): BF091061.D (-413) (-) m/z 132.00 100.00%
5000 68
0 I 6 620 6.40 6.60 6.80
4 54 104 . . . .
Ohrrrrre a8 2 E2L| o a7 | W us M w/z 68.10  37.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IRRBE LSS RSN RN
6.20 6.40 6.60 6.80
31 78 m/z 134.00 34.41%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.05 23.69%
63 104
39 51 7 90 117
e R RS AR AR ARALS RAARS RSN RALRN SRS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132 6.20 6.40 6.60 6.80

m/z 96.10 15.07%

5000

33 4 g7 105

60 70 78
| 51 60 P78 g | | 1s ‘

B e 1 S

m/z--> 30 40 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\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.79 ng 319500 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 782 (10.625 min): BF091061.D (-780) (-) m/z 57.10 100.00%
57
5000
41
113 169184 10.40 10.60 10.80 11.00
) S 120 m/z 43.10 65.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73964: Hexadecane
57
5000 R ISR R SULSLLE B
4 85 1040 10,60 10.80 11.00
m/z 71.10 64 .00%
oL 26 | L 18 141 169 226
m/z--> 25 Jo éo 50 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance
57
o "' 10.40 10.60 10.80 11.00
5000 m/z 85.10 39.43%
41
113
0 2 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36190: Decane, 3,8-dimethyl- T e
57 10.40 10.60 10.80 11.00
m/z 41.10 28.10%
85
5000
4 113 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 14

R.T. EstConc Area Relative to ISTD R.T.
11.80 2.03 ng 233428 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
5 1-Methyl-2-phenylpiperidin-4-one 189 C12H15NO 091640-05-0 16

Abundance Scan 885 (11.802 min): BF091061.D (-883) (-) m/z 189.00 100.00%
1
5000
57 163 11.40 11.60 11.80 12.00 12.20
ol 43 69 83 111 127 139 152;° 175 208 m/z 190.10 98 28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190
5000
11.40 11.60 11.80 12.00 12.20
95 m/z 191.10 33.21%
ol 27 435363 74 g5 | 1112 137 150 193174 l
m/z--> 20 Jo éo 85 100 120 140 1éo 180 200 '
Abundance
189
1140 1160 11,80 12.00 12.20
5000 m/z 192.10 31.89%
94
8l 163
S L U U S S B L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde T TR PR
9 100 11.40 11.60 11.80 12.00 12.20
m/z 94.50 24 .94%
51 91
77
5000 65 115 133 161
105
ERAE:
ok ‘\I\ H \‘HI I‘H |.M...‘...‘.luu‘..luuuul RSB RE S Eam e mEE I
m/z--> 20 40 140 160 180 200 11140 11,60 11,80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Trichloroacetic acid, hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.61 ng 385821 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 90
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 11-Tricosene 322 C23H46 052078-56-5 87
Abundance Scan 1049 (13.677 min): BF091061.D (-1047) (-) m/z 57.10 100.00%
43 97 83
5000
200 13.40 13.60 13.80 14.00
140 174 : : : :
Ol prrrrfhre e m/z 55.10 87.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 SR AR SR B B
13.40 13.60 13.80 14.00
29 m/z 83.10 86.18%
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 SR AR SR BN B
13.40 13.60 13.80 14.00
5000 111 m/z 43.10 82.87%
29

o 1261401541681827 210 238750066 295
g
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

Abundance #143984: Trichloroacetic acid, tetradecyl ester e e R R R

43 57 83 13.40 13.60 13.80 14.00

m/z 69.10 81.81%

5000

g

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .32 4.48 ng 478551 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
5 1-Docosene 308 C22H44 001599-67-3 87
Abundance Scan 1105 (14.317 min): BF091061.D (-1102) (-) m/z 57.10 100.00%
57
83
5000
111
139 240 14.00 14.20 14.40 14.60
ol ARG P 182210280006200  hsoT 43,10 72.11%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43 97
69
5000 UL SRR SR SRS SRR RN
mmmmmmmm
125 m/z 83.10 71.27%
m/z-> 0 55 100 150 260 2éo 360 3%0 460 4%0 '
Abundance
57
83 14.00 14.20 14.40 14.60
5000 m/z 55.10 70.52%
29 111
139 168196 227 o
Of— g b4y =
m/z-> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #168066: 17-Pentatriacontene B BEmma B B
43 14.00 14.20 14.40 14.60
m/z 69.10 63.46%
5000 83
YJ 111
0 | 139167196224 267292 321 462 490
LR DL DL DL UL L LR DL L DL DL | TTyrrTTyTTTT T T T T T T
m/z—-> 0 50 100 150 200 250 300 350 400 450 1400 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .91 6.11 ng 337137 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Hexadecane 226 C16H34 000544-76-3 89
3 Heptadecane 240 C17H36 000629-78-7 74
4 Pentacosane 352 C25H52 000629-99-2 74
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 74
Abundance Scan 1157 (14.911 min): BF091061.D (-1154) (-) m/z 57.10 100.00%
g7
¥ VJL\,/L\M
5000
252
| 13 14,60 14.80 15.00 1520
141 : : : :
oL A1l ll, Lalyt 160 106 224 y 283 3% | 7777 10 74.38%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 U R IR SUNILE SRR
14.60 14.80 15.00 15.20
m/z 85.10 54 _.06%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ il 1?1 | 169 197 225 253 296
m/z--> §o 160 1éo 260 2%0 360 3%0
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.10 53.57%
. 29 113 141 169 197 226 VJ\—JJ\W\'\/
m/z--> o 'go" ' 160" "150" "260" ' ééo" ' 560" "3éo
Abundance #82608: Heptadecane R R ma AR
57 14.60 14.80 15.00 15.20
m/z 252.10 32.36%
85
5000
29
0 \‘ | ‘\ | L |‘ 1‘::-3 i 1‘.11 . 169 197 240
m/z--> 5'0 1(')0 150 200 251;0 300 3&1,0 14.60 14.80 15.00 15.20

8270-BF110316.M Tue Nov 08 16:28:13 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 4.36 ng 240516 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzolalpvrene 252 C20H12 000050-32-8 97
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 1173 (15.094 min): BF091061.D (-1170) (-) m/z 252.10 100.00%
252
5000
49 74 100 1i5 156174 200 224 272 304 365 14.80 13,00 15.20 1540
L . m/z 250.10 30.13%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40
m/z 253.10 20.29%

50 74 99 M 146 174 200 224 H

o |
m/z--> 50 100 150 200 250 300 350
Abundance
252
R BEARESEEE S S e
14.80 15.00 15.20 15.40
5000 m/z 125.00 13.94%
126
0 74 99 200 224
—T 7
m/z--> 50 100 150 200 250 300 350
Abundance #89817: Benzo[a]pyrene R R R
252 14. 80 15. 00 15. 20 15. 40

m/z 126.00 11.30%

5000
126
39 5774 100, | 149 174 200 224 j{

R M. CAEL A S A

m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.20 ng 121465 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Tetradecanal 212 C14H280 000124-25-4 89
4 Octadecanal 268 C18H360 000638-66-4 58
5 Octanenitrile 125 C8H15N 000124-12-9 49
Abundance Scan 1202 (15.425 min): BF091061.D (-1199) (-) m/z 57.10 100.00%
7
5000 7 \wdvx,\\/Ag_v~ﬂb/~fj\\u\\,\v_
41
| 3132 o B e 15120 1640 15,60 1680,
Ob eyt m/z 82.10 76.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107629: Oxirane, heptadecyl-
43 82
5000 LRI AL B U B
15.20 15.40 15.60 15.80
) 110 m/z 43.10 74 _.48%
0 Il 166 194 221236 264282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
82
57 ' 15.20 15.40 15.60 15.80
5000 41 m/z 71.10 55.36%
110
138
0 15 166183 211706 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64478: Tetradecanal R ARE mam T e S
15.20 15.40 15.60 15.80
m/z 83.10 52.48%
0 L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.63 2.83 ng 155882 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 1220 (15.631 min): BF091061.D (-1217) (-) m/z 57.10 100.00%

5000

-

15.40 15.60 15.80 16.00
m/z 71.10 80.28%

o 155 191 231264294 342369399

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane

s

5000

85 15.40 15,60 15.80 16.00
- m/z 85.10 55.80%
o L ‘h "H13141169197225253281309337365394
A e R
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
MMM
a5 15.40 15.60 15.80 16.00
5000 m/z 43.10 49.95%
29 113
. 14116919722553 296 v\)\V\Nﬁva/JLXJ\MA\A\«J/\\
A .
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142112: Pentacosane R AR RRRES T
15.40 15.60 15.80 16.00
m/z 99.10 18.69%
5000 85

§

113
| 141169 211239267295323352
mz—-> 0 50 100 150 200 250 300 350 400 450 500 15.40 1560 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110716\
Data File : BF091061.D

Aca On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample = H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 _beta.-iso-Methyl ionone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.08 ng 169720 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 50
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 25
3 1.4-Benzenediol. 2-T(1.4.4a.5.6.... 314 C21H3002 039707-55-6 25
4 Vinvltris(cvclopropvDsilane 178 C11H18Si 1000109-97-3 22
5 2-(Fench-2-yl)fenchane 274 C20H34 1000105-83-1 22
Abundance Scan 1236 (15.814 min): BF091061.D (-1234) (-) m/z 191.10 100.00%
191
1 \—/\/M/
5000 55 123
163 e
4 221947 262 286 317 383 15.40 15.60 15.80 16.00 16.20
ol Ul o S e Wl 110 "m/z 81.10 68.80%
m/z--> 50 100 150 200 250 300 350
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 AR AR BULRURN SR B
15.40 15.60 15.80 16.00 16.20
s 9 135 163 m/z 95.10 61.63%
0..‘ “‘h‘“i..“.‘l‘....|....|....|....
m/z--> 50 100 150 200 250 300 350
Abundance
191
15.40 15.60 15.80 16.00 16.20
5000 43 m/z 69.10 50.64%
123
149
77 95 173 %
L L W L B UL
m/z--> 50 100 150 200 250 300 350
Abundance #125207: 1,4-Benzenediol, 2-[(1,4,4a,5,6,7,8,8a-octahydro-... L L B
191 15.40 15.60 15.80 16.00 16.20
41 123 m/z 177.10 45_.23%
95
5000
l \
o H H\ H‘H\I””HHIHHIHH
m/z--> 200 250 300 350 15.40 15.60 15.80 16.00 16.20
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Library Search

= Z:\HPCHEMI\BNA F\DATA\BF110716\
: BF091061.D

: 7 Nov 2016 17:38

: UM/SJ

: H5539-10

13 Sample Multiplier: 1

Compound Report

Z:\HPCHEM1\BNA F\METHODS\8270-BF110316.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 14 Oxirane, hexadecyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.33 4_.05 ng 223123 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 89
2 9-Octadecen-1-ol. (E)- 268 C18H360 000506-42-3 55
3 Tetradecanal 212 C14H280 000124-25-4 50
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 49
5 Octadecanal 268 C18H360 000638-66-4 46

Abundance Scan 1281 (16.328 min): BF091061.D (-1278) (-) m/z 57.10 100.00%
g7 278
82
5000
109 138 R LA o
166 245 16.00 16.20 16.40 16.60
ol 194211 m/z 278.10  88.05%
m/z--> 50 100 150 200 250 300 350
Abundance #99459: Oxirane, hexadecyl-
4 82
5000 IUNAUUNEUUAER SRR
16.00 16.20 16.40 16.60
109 m/z 82.10 77.33%
0 11| 1158 166184 208597 250268
m/z--> 50 100 150 200 250 300 350
Abundance
55 82
16.00 16.20 16.40 16.60
5000 m/z 96.10 60.28%
29 110
250
0 138 166 194 222 268
m/z--> " 'sp, 100 150 200 250 300 350
Abundance #64480: Tetradecanal LI
7 16.00 16.20 16.40 16.60
82 m/z 43.10 60.11%
110
0 =|-k $In}i8l ?ﬁ8|{942;g e N
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110716\
Data File : BF091061.D

Acq On : 7 Nov 2016 17:38

Operator : UM/SJ

Sample - H5539-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.81 16.5 ng 865393 1 6.67 1050670 20.0
unknown6 .44 6.44 81.5 ng 4280830 1 6.67 1050670 20.0
Hexadecane 10.63 2.8 ng 319500 4 11.19 2294220 20.0
4H-Cyclopenta[def... 11.80 2.0 ng 233428 4 11.19 2294220 20.0
Trichloroacetic a... 13.68 3.6 ng 385821 5 13.83 2135890 20.0
1-Nonadecene 14.32 4.5 ng 478551 5 13.83 2135890 20.0
Heneicosane 14.91 6.1 ng 337137 6 15.21 1102810 20.0
Benzo[e]pyrene 15.09 4.4 ng 240516 6 15.21 1102810 20.0
Oxirane, heptadecyl- 15.43 2.2 ng 121465 6 15.21 1102810 20.0
Octacosane 15.63 2.8 ng 155882 6 15.21 1102810 20.0
-beta.-iso-Methyl... 15.81 3.1 ng 169720 6 15.21 1102810 20.0
Oxirane, hexadecyl- 16.33 4.0 ng 223123 6 15.21 1102810 20.0
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