LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 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-BF121315.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 2.178 6 8 15 rVB2 28572 56205 1.89% 0.203%
2 5.093 260 263 271 rVB 581026 763699 25.65% 2.758%
3 5.516 296 300 302 rBVY 2322196 2729645 91.67% 9.859%
4 5.904 332 334 337 rBV 31117 31148 1.05% 0.112%
5 6.533 386 389 392 rVB 2161308 2362423 79.34% 8.532%
6 6.670 398 401 403 rBVY 2604467 2575683 86.50% 9.302%
7 6.739 403 407 409 rvB 30008 35898 1.21% 0.130%
8 6.899 419 421 424 rBV 760669 629944 21.16% 2.275%
9 7.059 432 435 437 rBV 2377408 2081071 69.89% 7.516%
10 7.459 467 470 473 rBV 1421396 1555520 52.24% 5.618%
11 7 .550 476 478 487 rVB2 27640 45842 1.54% 0.166%
12 7.939 507 512 514 rBV 57085 75983 2.55% 0.274%
13 8.179 531 533 536 rBV 616225 835531 28.06% 3.018%
14 8.899 593 596 598 rVB 39401 36533 1.23% 0.132%
15 9.265 625 628 630 rBY 3182431 2977552 100.00% 10.754%
16 9.596 655 657 660 rBvV2 21479 41970 1.41% 0.152%
17 9.653 660 662 664 rBV 670206 554394 18.62% 2.002%
18 9.802 672 675 677 rBV 31564 35434 1.19% 0.128%
19 9.882 679 682 683 rBV 109067 92517 3.11% 0.334%

20 9.939 683 687 689 rBV 1029923 904171 30.37% 3.266%

21 10.373 724 725 727 rVB 94951 109122 3.66% 0.394%
22 10.602 741 745 747 rBV 50324 80733 2.71% 0.292%
23 10.728 753 756 758 rBV 1639617 1697590 57.01% 6.131%
24 10.853 764 767 771 rBV 129092 187456 6.30% 0.677%

25 11.048 781 784 786 rBV3 21222 46909 1.58% 0.169%
26 11.299 802 806 807 rBvV 102391 108710 3.65% 0.393%
27 11.333 807 809 811 rVvB 28687 36501 1.23% 0.132%
28 11.425 814 817 819 rBV 568448 833862 28.00% 3.012%
29 11.493 820 823 824 rvv2 36174 62414 2.10% 0.225%
30 11.585 828 831 834 rBv4 11659 32106 1.08% 0.116%
31 11.653 834 837 838 rvv3 34415 44011 1.48% 0.159%
32 11.722 842 843 847 rVB 47595 56873 1.91% 0.205%
33 11.894 855 858 859 rBv2 20553 33119 1.11% 0.120%
34 11.916 859 860 862 rBv2 18607 34759 1.17% 0.126%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 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-BF121315.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.031 868 870 875 rvB2 41833 87241 2.93% 0.315%
36 12.122 875 878 882 rBvV3 30924 78604 2.64% 0.284%
37 12.408 901 903 906 rBV3 17487 32955 1.11% 0.119%
38 12.465 906 908 910 rBV 58910 65405 2.20% 0.236%
39 12.522 910 913 914 rBV2 20764 42724 1.43% 0.154%

40 12.625 920 922 924 rBV 185656 194502 6.53% 0.702%

41 12.854 939 942 946 rBV 229162 261657 8.79% 0.945%
42 13.002 953 955 958 rvB 1863968 1880763 63.16% 6.793%

43 13.082 960 962 967 rBV3 19107 43173 1.45% 0.156%
44 13.162 967 969 973 rBvV2 46126 100108 3.36% 0.362%
45 13.288 978 980 984 rvB2 39926 60065 2.02% 0.217%
46 13.494 996 998 1000 rvB2 42108 61176 2.05% 0.221%
47 13.539 1000 1002 1004 rBVZ2 38467 46838 1.57% 0.169%
48 13.665 1011 1013 1014 rBV 40347 39438 1.32% 0.142%
49 13.814 1022 1026 1028 rBV4 31539 92371 3.10% 0.334%
50 13.905 1031 1034 1037 rVB2 99467 130219 4._37% 0.470%
51 13.974 1038 1040 1042 rVB 40613 42232 1.42% 0.153%
52 14.054 1044 1047 1048 rBV2 710073 806609 27.09% 2.913%
53 14.168 1055 1057 1058 rBV2 24521 30615 1.03% 0.111%
54 14.408 1076 1078 1079 rBV 23651 31379 1.05% 0.113%
55 14.534 1087 1089 1090 rBV2 39113 35909 1.21% 0.130%
56 14.579 1090 1093 1095 rVB2 55988 82420 2.77% 0.298%
57 14.911 1120 1122 1125 rVB2 44811 66167 2.22% 0.239%

58 15.071 1134 1136 1141 rBV 112689 237186 7.97% 0.857%
59 15.174 1142 1145 1151 rVB2 68266 139346 4.68% 0.503%
60 15.368 1160 1162 1165 rVB 83135 110670 3.72% 0.400%

61 15.425 1165 1167 1170 rBV 90874 120333 4._.04% 0.435%
62 15.494 1170 1173 1176 rBV 440056 582891 19.58% 2.105%

63 15.768 1195 1197 1202 rBV2 27248 44183 1.48% 0.160%

64 15.974 1212 1215 1219 rBV 106999 193570 6.50% 0.699%

65 16.911 1294 1297 1299 rBV2 35746 82634 2.78% 0.298%

66 17.345 1331 1335 1340 rVB 31306 79390 2.67% 0.287%
Sum of corrected areas: 27688101
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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: BF083817.D

3000000
6.67

2500000 552 7.06

6.53

2000000

1500000 7.46

1000000
6.90
5.09
500000

2.18 5.90 %.74 7.55

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: BF083817.D

3000000

2500000

2000000 13.00
10.73
1500000

9.94
1000000

8.18 9.65 11.42
500000

12.6312.85 .
.94 8.90 9.60 9.9 10.3710.69| %105 U3 humsesanamom1» 133063 ) [1516918.20183193,6

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: BF083817.D

3000000

2500000
2000000
1500000

1000000 1405

15.49

4,17 14,34%58 14-915,'@;12‘3555& 1577597 1691  17.35

oo 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

500000
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 24.25 ng 763699 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 263 (5.093 min): BF083817.D (-260) (-) m/z 43.05 100.00%
43
59
5000
101 RN B S
83 480 5.00 5.20 5.40
o...,....,....,....I,'::..?.l.~!~.|i...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 65.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI R LU I I
59 480 500 520 5.40
m/z 101.10 25.07%
31 83 g3 101
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 540
5000 M m/z 58.10 17.18%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R EAa e e .
43 480 5.00 5.20 5.40
m/z 41.10 9.35%
5000 101
28 59
15 ‘ ‘ 70 84
0'”P”'PJw'”wm'E%MH“'wm“lﬁ”P'”ﬁ”'P”W'”W”'W””I AR RS MRS AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.67 Concentration Rank 1

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

6.67 81.78 ng 2575680 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 401 (6.670 min): BF083817.D (-398) (-) m/z 132.00 100.00%
5000 68
40 % " 640 6.60 6.80 7.00
54 . . . .
ol fer | yeus N m/z 68.10 41.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR UL LR R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.25%
0 ‘ L1 H (1 L 1
UL RN UL UL LR SARLELL UL DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 26.85%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- L L L B L L B B
132 6.40 6.60 6.80 7.00
m/z 96.10 17.58%
5000 63 g
B0 | e
oL ....“..“.l”.‘l.‘.“.... A ..“. —— ——r —— L S ——
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Tetradecane Concentration Rank 15

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

9.88 2.05 ng 92517 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Eilcosane 282 C20H42 000112-95-8 83
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
4 Tridecane 184 C13H28 000629-50-5 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 682 (9.882 min): BF083817.D (-679) (-) m/z 57.10 100.00%
g7
43 | 71

5000

9.60 9.80 10.00 10.20

o m/z 71.10 68.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57
43
71
5000 85
9.60 9.80 10.00 10.20
29 m/z 43.10 63.46%
99
oL15 ‘\ o T 118127141155169 198
P T e e R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R R e e e
71 9.60 9.80 10.00 10.20
5000 m/z 85.10 45 . 35%
85
29
. 99113127141155160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45605: Decane, 2,3,5-trimethyl- R R e R
57 9.60 9.80 10.00 10.20
43 m/z 41.10 31.93%
71
5000 85
29 9 141
0 ‘ \‘ il 113 l 169
“w.”w.”w.”w”.q”.q”..”..“..”..”..”..”.w”.q” R AN EEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10 00 10 20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.41 ng 109122 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 725 (10.373 min): BF083817.D (-724) (-) m/z 57.10 100.00%
57
43 n
5000
" 10100 1020 1040 1060
0 m/z 43.10 65.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 U AR AREE B
85 mmmmmmmm
29 m/z 71.10 58.64Y%
Lo e e
m/z--> 25 4b 65 8b 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57
43 RUNNUNNEBRUAUSR RS
71 10.00 10.20 10.40 10.60
5000 a5 m/z 85.10 43.06%
29

99
113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane R B e T
57 10.00 10.20 10.40 10.60
43 m/z 41.10 30.83%
71
5000 85
29 99
o 5 | ‘ | - 113127141155169183 212
”w.”w.”q.”q”.w”..“..“..”..”..”..”..”.w”.w” AN B mas e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. OO 10. 20 10 40 10.60
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.85 4_.50 ng 187456 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Nonacosane 408 C29H60 000630-03-5 86

Abundance Scan 767 (10.853 min): BF083817.D (-764) (-) m/z 57.10 100.00%

g7

71

5000

T B R B
% 113 127 141 155 169 184 10.60 10.80 11.00 11.20

0 m/z 71.10 76.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane
57
43
71
5000 LA I L L L L L
85 1060 1080 11.00 11.20
29 9% m/z 43.10 61.60%
ol L M3127141155169182106 210 240
o e o e e et A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 R N EAREE R
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 53.28%
29 99 113
o 127 141 155 169 183 197 211 225 239 254
o e i i o e e e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane L I o e S
57 10.60 10.80 11.00 11.20
43 m/z 41.10 31.39%
71
5000 85
29 99
oLl L | 113127141155169183 212
o T o e e A e R o o
7--> 4 100 120 140 160 1 4 1 1 11.00 11.
m/ 20 40 60 80 100 120 140 160 180 200 220 240 0.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.30 2.61 ng 108710 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 806 (11.299 min): BF083817.D (-802) (-) m/z 57.10 100.00%

g7
71

5000

11.00 11.20 11.40 11.60

99 192

113127141155169

0 m/z 71.10 71.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73963: Hexadecane
57
43
71
5000 85 LI L L L L L |
11.00 11.20 11.40 11.60
- 0 m/z 43.10 61.84%
0 | “ | | T 118127141155169183197 226
e e 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
43 R REEEE R R
71 11.00 11.20 11.40 11.60
5000 o m/z 85.10 49.72%
29 9

9
113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107651: Eicosane e E R e
57 11.00 11.20 11.40 11.60
43 m/z 41.10 29.14%
71
5000
85
29 9%
o e b 1321415 100183107211005030053 282 | Y T

m/z--> 2|0 4IO 6|0 8IO l(I)O 120 140 léO 180 200 220 240 260 ZEIRO 11|00 11. 20 11. 40 11|60 I
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Anthracene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.03 2.09 ng 87241 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 60
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 60
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 55
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 55
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 53
Abundance Scan 870 (12.031 min): BF083817.D (-868) (-) m/z 192.10 100.00%
1
5000
11.80 12.00 12.20 12.40
0 m/z 189.10 77.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl-
192
5000
11.80 12.00 12.20 12.40
m/z 190.10 70.58%
83 o5 165 ‘
ol is 27 39 5163 T P 15126139152 176 ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.80 12.00 12.20 12.40
5000 m/z 191.10 63.10%
96
o 27 39 51 63 82 115126 139 152 165176
m/z--> 25 Jo éo éo 160 120 1&0 1éo 1éo 260
Abundance #50622: Phenanthrene, 4-methyl-
192 11.80 12.00 12.20 12.40
m/z 165.10 19.75%
5000
40 95 165
o | 5163 8 | 125139152 | H‘H ]
m/z--> 25 Jo éo éo 160 150 1&0 1éo 180 260 11fso 12.00 12!20 12.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknownl3.16 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.16 2.48 ng 100108 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 42
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 30
3 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 30
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 30
5 Bicyclo[3.2.0]heptan-2-one, 6-hy... 166 C10H1402 1000154-96-8 25
Abundance Scan 969 (13.162 min): BF083817.D (-967) (-) m/z 97.10 100.00%
216
5000
a 11 e o 151 160 177189 222 | | 1280 1300 1350 1340
o} m/z 216.10 54 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67033: 11H-Benzo[a]fluorene
216
5000
108 12.80 13.00 13.20 13.40
m/z 215.10 48.83%
o 50 63 81 % | 127 13715016317618% |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 57.10 35.03%
9 108 189
ob 14 27 5063 8 | i 122134 150163175 J 201 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: 11H-Benzo[b]fluorene R R RREEEEa
216 12.80 13.00 13.20 13.40
m/z 99.10 31.73%
5000
g4 107
Oy 28,5063 81 81 ) 122 aorsutesarel® || o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknownl13.81 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.29 ng 92371 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluoro-6-aminopvrimidine 113 C4H4FN3 051421-96-6 43
2 Thiothixene 443 C23H29N302S2 005591-45-7 43
3 (2.2-Dichlorovinydimethvlichlor... 188 C4H7CI3Si 091455-15-1 38
4 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 38
5 Propanone-1, 3-(4-methylpiperazi... 308 C20H24N20 053756-76-6 32
Abundance Scan 1026 (13.814 min): BF083817.D (-1022) (-) m/z 57.10 100.00%
57 113
5000
234 N
85 139 168 201 326 13.40 13.60 13.80 14.00 14.20
0 — m/z 113.10 90.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #6689: 4-Fluoro-6-aminopyrimidine
113
5000 AR SRR R BRI
13. 40 13. 60 13. 80 14. 00 14 20
41 m/z 234.00 23.11%
0.‘.“““‘M‘”.luuuuluuuuluuuu....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
113
13.40 13.60 13.80 14.00 14.20
5000 0 m/z 228.10 18.75%
221
42
0 139163 189 263 304 443
m/z--> 55 160 1éo 260 250 360 3éo 460 '
Abundance #48154: (2,2-Dichlorovinyl)dimethylchlorosilane
113 13.40 13.60 13.80 14.00 14.20
m/z 97.10 18.65%
5000
63 173
‘ 137
0.........‘.“.‘..‘.‘l.................... R B R
m/z--> 55 160 1éo 260 250 360 3éo 400 ' 1340 1360 1380 1400 1420
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.23 ng 130219 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
3 11-Tricosene 322 C23H46 052078-56-5 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 87
5 1-Docosene 308 C22H44 001599-67-3 76
Abundance Scan 1034 (13.905 min): BF083817.D (-1031) (-) m/z 57.10 100.00%
g7
41
5000
13.60 13.80 14.00 14.20
O m/z 83.10 98.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000 LR B PR BRI B
Bmmmmmmm
125 m/z 97.10 96.50%
o 153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 13.60 13.80 14.00 14.20
5000 o7 m/z 55.10 90.04%

125 153169 195 204 252

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene B EmEE B B
43 13.60 13.80 14.00 14.20
m/z 69.10 82.69%
o 1 W/\—\A/\,\/\J\/\'\V\/\N\/\/\/
111
o | 140 168 196 204243 266 204 322
,””P”qunpnq””.”.””.”.””.”.””.”.“”.”.””P”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13 80 14. OO 14 20

8270-BF121315.M Wed Dec 16 15:22:21 2015 Page: 13



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknownl14.58 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.58 2.04 ng 82420 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxacvclol4.4.01decane. 10-hvdr... 195 C11H17NO2 1000130-46-5 22
2 2-Propvilthiazole 127 C6HONS 017626-75-4 11
3 3.5-Heptanedione. 2.6-dimethvl- 156 C9H1602 018362-64-6 10
4 2-Hexenoic acid. 4-methvlphenvl ... 204 C13H1602 069687-91-8 10
5 Cyclopropane, isothiocyanato- 99 C4H5NS 056601-42-4 10
Abundance Scan 1093 (14.579 min): BF083817.D (-1090) (-) m/z 57.10 100.00%

97 113

5000
185 240 75 e
185 204218 254 14.20 14.40 14.60 14.80
0 m/z 97.10 80.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52636: 2-Oxacyclo[4,4,0]decane, 10-hydroxy-8-cyanomethyl-
99
55
5000 41 L L L B L
155 14.20 14.40 14.60 14.80
113 m/z 99.10 80.45%
195
PR 00800 Y| e NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58 99
e AREEEaREE S
14.20 14.40 14.60 14.80
5000 27 m/z 113.10 75.10%
41 126
85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27671: 3,5-Heptanedione, 2,6-dimethyl- e AREEEaREE S
113 14.20 14.40 14.60 14.80
m/z 71.10 23.13%
5000
43
71 156
oL 2 Y | s |
B A B B B A B L o o L R e AREEEaREE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.91 2.27 ng 66167 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 53
2 2.6-Octadiene. 2.6-dimethvl- 138 C10H18 002792-39-4 50
3 2.6-Dimethvl-2-trans-6-octadiene 138 C10H18 002609-23-6 50
4 5,9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 000762-29-8 50
5 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 49
Abundance Scan 1122 (14.911 min): BF083817.D (-1120) (-) m/z 69.10 100.00%
69
5000
T 4180 1430 15100 1520
oL I.Illllalll| ll |11|YJ lll70 :!-9I|7I2‘2Iﬂ; |||I|||2§2I : ||3?1| T m/z 81_10 54_53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LR DU S B B
14.60 14.80 15.00 15.20
41 o 137 m/z 41.10 21.16%
o M s by 217 163 191 217 245 273 299 341 367 410
T T T T LS AL SR UL SRR BN
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
41 L U IR BN SR
14.60 14.80 15.00 15.20
5000 m/z 95.10 20.77%
95
o 123
mz-> 50 100 150 200 250 300 350 400
Abundance #16327: 2,6-Dimethyl-2-trans-6-octadiene R R ma AR
69 14.60 14.80 15.00 15.20
a1 m/z 254.10 16.12%
5000
95
‘ 123
o ——
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF121315.M Wed Dec 16 15:22:23 2015 Page: 15



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083817.D

Aca On : 15 Dec 2015 14:39

Operator : UM/I1Z

Sample : 6G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.97 6.64 ng 193570 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 1215 (15.974 min): BF083817.D (-1212) (-) m/z 57.10 100.00%
57
85
5000
141 169 15.60 15.80 16.00 16.20
— ,'.-I! “ ll.--l D97 225 293280 821 | nzz 71.10  77.61%
m/z--> 50 o 150 200 250 300 350
Abundance #99476: Nonadecane
57
85
5000 R DR UL B SRR
15. 60 15. 80 16 00 16.20
29 m/z 85.10 59.07%
0 \‘ \“ ‘\‘ n‘\ \H\ h‘ 1:\I\-3 | 141 169 197 268
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
57
o 15.60 15.80 16.00 16,20
5000 m/z 43.10 54 _.02%
29 113
o 141 169 197 225 253 296 n/\-x~r«uvxw/\\&Av&/\ﬂ\ﬁﬁx/
m/z--> 55 160 150 260 2éo 300 3%0
Abundance #142113: Heptadecane, g-OCtyl- LI L L L L L LB B
57 15.60 15.80 16.00 16.20
m/z 55.10 20.08%
5000 85 “f\4Nv~“nANjkkvﬂ4pﬂﬂAVA,
o3 ‘} | ) M3 141 160 197 % 67 204 323 3m2
m/z--> 55 160 1éo 260 2éo 360 3%0 1560 1580 1600 1620 '
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF121515\
Data File : BF083817.D

Acq On : 15 Dec 2015 14:39

Operator : UM/1Z

Sample : G4739-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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... 5.09 24_.3 ng 763699 1 6.90 629944 20.0
unknown6 .67 6.67 81.8 ng 2575680 1 6.90 629944 20.0
Tetradecane 9.88 2.0 ng 92517 3 9.94 904171 20.0
Eicosane 10.37 2.4 ng 109122 3 9.94 904171 20.0
Heptadecane 10.85 4.5 ng 187456 4 11.42 833862 20.0
Hexadecane 11.30 2.6 ng 108710 4 11.42 833862 20.0
Anthracene, 2-met... 12.03 2.1 ng 87241 4 11.42 833862 20.0
unknown13.16 13.16 2.5 ng 100108 5 14.05 806609 20.0
unknown13.81 13.81 2.3 ng 92371 5 14.05 806609 20.0
Trichloroacetic a... 13.91 3.2 ng 130219 5 14.05 806609 20.0
unknownl14 .58 14.58 2.0 ng 82420 5 14.05 806609 20.0
Squalene 14 .91 2.3 ng 66167 6 15.49 582891 20.0
Nonadecane 15.97 6.6 ng 193570 6 15.49 582891 20.0
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