LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 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-BF122415.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 3.676 137 139 145 rBB 24664 44440 3.11% 0.277%
2 4.967 249 252 261 rVB 196878 254946 17 .86% 1.591%
3 5.413 289 291 294 rBVY 1273438 1180245 82.66% 7 .365%
4 6.453 380 382 385 rBVY 1176748 1111884 77.87% 6.938%
5 6.567 390 392 395 rBV 996339 1306908 91.53% 8.155%
6 6.796 410 412 415 rBV 407931 334230 23.41% 2.086%
7 6.956 424 426 428 rBV 1195500 1077033 75.43% 6.721%
8 7.367 459 462 464 rBV 771728 838566 58.73% 5.233%
9 8.088 522 525 527 rBV 330109 428399 30.00% 2.673%
10 9.162 616 619 621 rBY 1553921 1427791 100.00% 8.910%
11 9.242 624 626 629 rBV2 11242 18137 1.27% 0.113%
12 9.493 644 648 650 rBV2 12661 18831 1.32% 0.118%
13 9.551 652 653 656 rvv 174202 186995 13.10% 1.167%
14 9.699 663 666 668 rVB 23720 22289 1.56% 0.139%
15 9.779 671 673 675 rVB 15711 17389 1.22% 0.109%
16 9.836 675 678 680 rBV 465206 424399 29.72% 2.648%
17 9.996 689 692 694 rBV2 7858 17539 1.23% 0.109%
18 10.042 694 696 698 rvv 20406 23612 1.65% 0.147%
19 10.271 714 716 718 rVB 33870 25736 1.80% 0.161%
20 10.385 724 726 729 rBV 24865 38268 2.68% 0.239%
21 10.488 734 735 738 rVB 19847 29962 2.10% 0.187%
22 10.625 744 747 749 rBV 800746 747338 52.34% 4.664%
23 10.751 756 758 762 rBV3 48726 99489 6.97% 0.621%
24 10.808 762 763 765 rBV 13742 21910 1.53% 0.137%
25 10.876 768 769 772 rBV2 14074 17557 1.23% 0.110%
26 10.956 772 776 778 rBvV4 15191 37860 2.65% 0.236%
27 11.071 783 786 789 rVvv3 10946 23741 1.66% 0.148%
28 11.196 793 797 798 rBV2 30003 62844 4._.40% 0.392%
29 11.219 798 799 802 rVB2 39287 40417 2.83% 0.252%
30 11.322 805 808 812 rBV2 321816 533324 37.35% 3.328%
31 11.391 812 814 816 rVB 49789 53421 3.74% 0.333%
32 11.436 816 818 819 rBV 17134 21081 1.48% 0.132%
33 11.551 826 828 832 rBV5 23385 52209 3.66% 0.326%
34 11.619 832 834 835 rBV 27340 29412 2.06% 0.184%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 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:\HPCHEMI\BNA F\METHODS\8270-BF122415_.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.779 846 848 849 rBV 12311 19104 1.34% 0.119%
36 11.825 849 852 853 rvv 38410 58044 4_.07% 0.362%
37 11.848 853 854 856 rvv 65346 64571 4._.52% 0.403%
38 11.894 856 858 860 rvv3 23442 38440 2.69% 0.240%
39 11.928 860 861 866 rvB 67352 119416 8.36% 0.745%
40 12.019 868 869 871 rvv 49002 59074 4.14% 0.369%
41 12.111 875 877 879 rvv3 23247 24854 1.74% 0.155%
42 12.259 888 890 892 rBV3 23817 33028 2.31% 0.206%
43 12.305 892 894 898 rBV3 22436 54048 3.79% 0.337%
44 12.374 898 900 901 rBV 44672 49979 3.50% 0.312%
45 12.408 901 903 906 rVvB2 124204 145486 10.19% 0.908%
46 12.454 906 907 911 rBV3 24365 47196 3.31% 0.295%
47 12.534 911 914 916 rBV 314237 311983 21.85% 1.947%
48 12.568 916 917 921 rVB4 15979 31449 2.20% 0.196%
49 12.762 931 934 938 rBV2 265421 438117 30.68% 2.734%
50 12.819 938 939 941 rVB 28103 26725 1.87% 0.167%

51 12.899 944 946 950 rVB 1034971 960380 67.26% 5.993%
52 13.139 965 967 970 rBv2 181227 195806 13.71% 1.222%
53 13.197 970 972 975 rvv2 48963 74069 5.19% 0.462%
54 13.482 994 997 998 rBV 179079 188851 13.23% 1.178%
55 13.802 1023 1025 1028 rVB2 179946 254954 17 .86% 1.591%

56 13.962 1036 1039 1042 rBV2 318597 651311 45.62% 4.064%
57 14.122 1051 1053 1055 rVB 182573 168487 11.80% 1.051%
58 14.431 1078 1080 1082 rBV 139139 179598 12.58% 1.121%
59 14.728 1104 1106 1108 rBV 91866 135347 9.48% 0.845%
60 14.980 1126 1128 1131 rBV 116344 190307 13.33% 1.188%

61 15.037 1131 1133 1136 rVB 102647 123144 8.62% 0.768%
62 15.265 1151 1153 1156 rVB 82176 93221 6.53% 0.582%
63 15.323 1156 1158 1161 rVB 103698 141064 9.88% 0.880%
64 15.380 1161 1163 1170 rVB3 214418 386870 27.10% 2.414%
65 16.786 1284 1286 1291 rVB2 48382 119954 8.40% 0.749%

66 17.208 1321 1323 1327 rVB 36608 71807 5.03% 0.448%

Sum of corrected areas: 16024886
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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: BF084148.D

1400000
5.41

1200000 6.45 6.96

1000000 6.57

800000 7.37

600000

400000 6.80

200000 4/'\97

L

L S S T T L S ————

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: BF084148.D

1400000

1200000 12.90
1000000

10.62
800000

600000

9.84
12.5312.76 1314 1348

400000{ g o9

200000 9.55
9.24 95&1% 1800410298849

O e T B T e T S B e e O LA M T et O

T 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: BF084148.D

1400000
1200000
1000000

800000

13.96

14.12 15.38
14.43 1473 1 %413@. 5

600000

3.80
400000

200000

o T T 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

4.97 15.26 ng 254946 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 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 252 (4.967 min): BF084148.D (-249) (-) m/z 43.10 100.00%
43
59
5000
101
51| 83 460 4.80 5.00 520 5.40
1 B 1 — m/z 59.10 69.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R UL L I
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 29.18%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 5.00 520 5.40
0
5000 101 m/z 58.10 16.01%
28 59
70 84
0 15 51
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 R R o
59 460 4.80 5.00 520 5.40
m/z 41.10 10.17%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown6.57 Concentration Rank 1

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

6.57 78.20 ng 1306910 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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 392 (6.567 min): BF084148.D (-390) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 T 104 620 640 6.60 6.80 7.00
54 62 : : : :
o....,...:l'!..4?,:!..,:!~.'.|,..':'.??.??,..In,.'!..,.1.1.5.,...., beeerr | | M7z 68.10  44.74%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R L R
620 640 6.60 6.80 7.00
2 78 m/z 134.00 31.72%
38 44
0”'Wt”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 30.09%
63 81
. 3137 4450 57 g9 75 88 gy 101 112
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e AR
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.40%
5000
33 44 o g7 105
0 1 60 TP s s ‘
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Tridecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.75 3.73 ng 99489 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 62
4 Heptadecane 240 C17H36 000629-78-7 62
5 Tetracosane 338 C24H50 000646-31-1 62

Abundance Scan 758 (10.751 min): BF084148.D (-756) (-) m/z 57.10 100.00%
7
5000 85
us 10 10.40 10,60 10.80 11.00
0 bt 1 | m/z 71.10 75.85%
m/z--> 50 100 150 200 250 300 350
Abundance #45541: Tridecane
57
5000 AR LR TR R B
29 85 10,40 10.60 10.80 11.00
m/z 43.10 60.74%
. e 18
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
10.40 10,60 10.80 11.00
5000 85 m/z 85.10 48_.23%
o 38 113133154 183 211 239 281
m/z--> 50 100 150 200 250 300 350 '
Abundance #152929: Silane, trichlorooctadecyl- T
57 10.40 10.60 10.80 11.00
m/z 41.10 31.43%
5000
85
29
o “‘ ‘ 1, A113}§5155175 203 231 259 303 331 357 386
m/z--> 50 100 150 200 250 300 350 ' 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl11.20 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.36 ng 62844 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 47
2 Dodecane. l1-iodo- 296 C12H251 004292-19-7 47
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 46
4 Tetratriacontane 479 C34H70 014167-59-0 43
5 10-Methylnonadecane 282 C20H42 056862-62-5 43
Abundance Scan 797 (11.196 min): BF084148.D (-793) (-) m/z 57.10 100.00%
57
43 1
5000
113127139 155 169 1o.éd 1100 1120 1140 1160
Ol m/z 71.10 67 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55023: Tridecane, 2-methyl-
43 57
71
5000 R PR SRR B U
85 mmnmnmnmnm
29 99 m/z 43.10 64 .15%
0 \‘ ‘ R R 1}3 127141 155 183 198
m/z--> 25 46 eb éo 160 150 110 1éo 1éo 200 250 210 '
Abundance
57
71 LSRR AR SO BRI DU
10.80 11.00 11.20 11.40 11.60
5000 43 85 m/z 85.10 50.70%
29 99
o 113127141155169183197
m/z--> 25 46 eb éo 160 150 110 1éo 1éo 200 250 210 '
Abundance #91052: Hexadecane, 7,9-dimethyl- A REAmE EEa
57 10.80 11.00 11.20 11.40 11.60
43 |7 m/z 192.00 34.72%
5000 85
155 169
0 “ Il S 1ﬁ31ﬁ6140 || 183197 211 225239 254
m/z--> 2'0 4'0 6|O 8IO 1c')o 120 14'10 1('30 180 200 220 24'10 ' 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Phenanthrene, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.18 ng 58044 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 81
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 81
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 70
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 68
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 68

Abundance Scan 852 (11.825 min): BF084148.D (-849) (-) m/z 192.05 100.00%

192

5000
39 63 81 96 115127 142155 207217 11.60 11.80 12.00 12.20
0 m/z 191.10 62.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50627: Phenanthrene, 2-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 189.10 35.63%

94 165
27 39 51 63 82 7' 115126139 152 | 176 |
e i o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
A T T T
11.60 11.80 12.00 12.20
5000 m/z 190.10 21.06%
9% 165
27 39 51 63 82 115126 139 152 176
e o e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50616: Anthracene, 1-methyl- e R N a
192 11.60 11.80 12.00 12.20
m/z 165.10 18.94%
5000
165
o 44 63 74 g5 96 115126 139 152 h‘ 176 |
R T e N e S O o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Phenanthrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.42 ng 64571 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89

Abundance Scan 854 (11.848 min): BF084148.D (-853) (-) m/z 192.10 100.00%

1

5000

165

11.60 11.80 12.00 12.20

63 73 86 96106 120 139 152

203213

0 m/z 191.10 57.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192
5000 LA L L LB L B B

11,60 11.80 12.00 12.20
m/z 189.10  32.28%

27 39 50 63 74 86 96 115126 139 152 \ 176

m/z--> 20 40 60 80 100 120 140 160 180 200

%

Abundance
192
e AR
11.60 11.80 12.00 12.20
5000 m/z 165.10 18.04%
g 94 165
ol 27 39 51 63 115126 139 152 | 176
R e e I A [ B S o I o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50614: Anthracene, 9-methyl- R AR RRRES T
192 11.60 11.80 12.00 12.20
m/z 193.10 16.32%
5000
165
28 39 51 63 73 83 J 115126 139 152 ~ " 176 ||
T e e e e e e e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.93 4_.48 ng 119416 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 50
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 46
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 46
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 46
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 43

Abundance Scan 861 (11.928 min): BF084148.D (-860) (-) m/z 192.10 100.00%
2
AN RN SRR IR
5 11.60 11.80 12.00 12.20
106 120
o 18710 m/z 189.10  96.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190
5000 URR NI UL UM B
11,60 11.80 12.00 12.20
95 m/z 190.10 95.90%
o 27 43 &7 | 111122 137 150 63174 |
m/z--> 20 45 60 86 100 120 140 160 180 200 220
Abundance
189
"|'“'!A“'|“"|ATAT
11.60 11.80 12.00 12.20
5000 m/z 191.10 69.00%
94
8l 163
R R S I B WL WL WL S WAL B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50629: Phenanthrene, 1-methyl- R e AR
192 11.60 11.80 12.00 12.20
m/z 165.10 26.08%
5000
95 165
28 39 51 63 ?f‘ . 115126139152 | 176 H\
m/z--> 20 40 60 80 100 120 150 160 180 200 220 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Heptadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.22 ng 59074 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 74
2 Tetracosane 338 C24H50 000646-31-1 74
3 Tetradecane 198 C14H30 000629-59-4 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 72

Abundance Scan 869 (12.019 min): BF084148.D (-868) (-) m/z 57.10 100.00%

g7

5000

113 11.60 11.80 12.00 12.20 12.40
141 164 197 243

0 m/z 43.10 64 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82608: Heptadecane
57
85
5000 LA UL A A

11. 60 11. 80 12. OO 12 20 12.40
29 m/z 71.10 63.36%

‘ | 1%3\141 169 197 240

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

Abundance
57

11.60 11.80 12.00 12.20 12.40

o

5000 85 m/z 85.10 47 .50%
29 113
o 141 169 197 225 253 281 309 338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 W
Abundance #55010: Tetradecane N A B AR Eama s S
57 11.60 11.80 12.00 12.20 12.40

m/z 41.10 31.78%

5000 85
29

B L A N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 60 11. 80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl2.31 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.03 ng 54048 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 42
2 l141Annulene. 1.6:8.13-bis(metha... 206 C16H14 085385-68-8 38
3 Dodecane 170 C12H26 000112-40-3 25
4 Phenanthrene. 2.5-dimethyl- 206 C16H14 003674-66-6 25
5 Anthracene, 2-ethyl- 206 C16H14 052251-71-5 25
Abundance Scan 894 (12.305 min): BF084148.D (-892) (-) m/z 57.10 100.00%
112 189 224238 LI e o o e e o
127141154 170 12100 1220 1240 12.60
o} m/z 206.10 72.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206
A
5000 R SRR SRR B
191 12100 1220 1240 12.60
m/z 71.10 66.26%
oL 15 395163 ° [ | 115 139152165178 |
m/z--> 25 45 éo 85 160 150 150 1éo 180 200 250 250
Abundance
206
Lo1 12,00 12.20 12.40 12.60
5000 m/z 43.10 46 .63%
85 165178
5 39 51 63 76 © 101915,50 152
O I o o
m/z--> 25 45 éo 85 160 150 150 1éo 180 200 250 250
Abundance #36158: Dodecane B EmEE B B
43 57 12.00 12.20 12.40 12.60
m/z 85.10 40.22%
71
5000 a5
29
ot Ll %mmmmm
m/z--> 25 45 éo 85 160 150 150 1éo 180 200 250 250 12. oo 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.41 5.46 ng 145486 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Tetracosane 338 C24H50 000646-31-1 74
3 Tetradecane 198 C14H30 000629-59-4 74
4 Nonadecane 268 C19H40 000629-92-5 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 903 (12.408 min): BF084148.D (-901) (-) m/z 57.10 100.00%
57
5000
1 11 89206 12.00 12.20 12.40 12.60 12.80
3 154 : : . :
Obrrrrreofirdy 1:.,!'...L..4. BiEs Rt .1.7..1.J'.. 225 28 B m/z 71.10 75.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115570: Heneicosane
57
85
5000 UL DR B U B
nmnmnmnmnm
m/z 43.10 64 .49%
29 113
m/z--> 2'0 4'0 6|O 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
12.00 12.20 12.40 12.60 12.80
5000 85 m/z 85.10 52.15%
29
o 113 141 169 197 225 253 281 309 338
B LR L DA LA AN LA LA LA LR LA AR LAY RARAS AR KRN RARRE AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #55010: Tetradecane e e A R
57 12.00 12.20 12.40 12.60 12.80
m/z 41.10 28.06%
5000 85
29
0 | | L M3 141 169 190
miz> 2 40 60 80 100 130 140 160 180 260 230 240 260 280 300 320 340 | 12100 1220 12,40 12,60 12,80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Pyrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.20 2.27 ng 74069 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 90
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 87
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 81
Abundance Scan 972 (13.197 min): BF084148.D (-970) (-) m/z 216.10 100.00%
216
5000
R R
108154 145 12.80 13.00 13.20 13.40 13.60
Obrrrpr B3 e ey e 249205°2.300318 | sz 215.10  57.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67028: Pyrene, 1-methyl-
216

12:80 13.00 13.20 13.40 13.60
m/z 189.10 16.03%

5000

189

137 163

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216
R N e R R
12.80 13.00 13.20 13.40 13.60
5000 m/z 213.10 14.53%

107
27 44 63 81 123139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67037: Fluoranthene, 2-methyl- e A s B S
216 12.80 13.00 13.20 13.40 13.60
m/z 217.15 12.47%
5000

108
39 74 | 139 163 89 |
o} SR - L R Y | e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 16 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 7.83 ng 254954 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Tritetracontane 605 C43H88 007098-21-7 87
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 83
4 Eicosane 282 C20H42 000112-95-8 70
5 Tetradecane 198 C14H30 000629-59-4 62
Abundance Scan 1025 (13.802 min): BF084148.D (-1023) (-) m/z 57.10 100.00%
57
5000
27 242 13.40 13.60 13.80 14.00 14.20
olrrd ..L.Iil...,1.‘?5.‘.2]".7...,..2?.231.7.. e | M/z 71.10  69.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #106400: 3-Eicosene, (E)-
57
97
5000 SRR B SULRA U R
1340 13.60 13.80 14.00 14.20
‘ m/z 43.10 68.98%
2
o..w,.‘ “‘\M B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.40 13.60 13.80 14.00 14.20
5000 m/z 85.10 46.01%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #106399: 9-Eicosene, (E)- e AR REE ST
g7 13.40 13.60 13.80 14.00 14.20
o7 m/z 55.10 33.77%
5000
2
oL 139 181 223 280
L U L S B L I L I I L L B AL AR A AL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084148.D

Aca On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : 6G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 7.00 ng 135347 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
3 Tetratriacontane 479 C34H70 014167-59-0 83
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 80
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 1106 (14.728 min): BF084148.D (-1104) (-) m/z 57.10 100.00%
57
5000
26 14.40 14.60 14.80 15.00
324 : : :
Ol Ak 201 Jet e m/z 71.10 80.80%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #91035: Octadecane
57
5000 85 L B BRI BURILE B
14. 40 14. 60 14. 80 15.00
- m/z 85.10 65.41%
0 \‘ N ‘ “\ ﬂ H‘ \‘ \14\.1 169 197 225 254
miz--> 0 éo 100 1éo 260 250 360 3%0 460
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.10 58.94%
113
T e e T I S e o e S
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #167078: Tetratriacontane e B
57 14.40 14.60 14.80 15.00
m/z 55.10 28.13%
5000 85
29 113
o VLT 14t 169 197 205 253 281 311337 367 410435
miz--> 0 5'0 1c')o 1&'30 2(')0 250 3(')0 3&1;0 4(')0 14. 40 14. 60 14. 80 15. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122515\
Data File : BF084148.D

Acq On : 26 Dec 2015 00:28

Operator : UM/SJ

Sample : G4954-04

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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 .97 15.3 ng 254946 1 6.80 334230 20.0
unknown6 .57 6.57 78.2 ng 1306910 1 6.80 334230 20.0
Tridecane 10.75 3.7 ng 99489 4 11.32 533324 20.0
unknown11.20 11.20 2.4 ng 62844 4 11.32 533324 20.0
Phenanthrene, 2-m... 11.83 2.2 ng 58044 4 11.32 533324 20.0
Phenanthrene, 1-m... 11.85 2.4 ng 64571 4 11.32 533324 20.0
4H-Cyclopenta[def... 11.93 4.5 ng 119416 4 11.32 533324 20.0
Heptadecane 12.02 2.2 ng 59074 4 11.32 533324 20.0
unknownl12 .31 12.31 2.0 ng 54048 4 11.32 533324 20.0
Heneicosane 12.41 5.5 ng 145486 4 11.32 533324 20.0
Pyrene, l-methyl- 13.20 2.3 ng 74069 5 13.96 651311 20.0
3-Eicosene, (E)- 13.80 7.8 ng 254954 5 13.96 651311 20.0
Octadecane 14.73 7.0 ng 135347 6 15.38 386870 20.0
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