LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 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-BF113015.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 3.138 123 127 134 rVB 138029 288336 4 .05% 0.448%
2 4 .659 257 260 272 rVB 1136721 2103837 29.58% 3.270%
3 4.933 281 284 286 rBV 691491 993328 13.97% 1.544%
4 5.047 292 294 299 rBV 270028 440274 6.19% 0.684%
5 5.139 299 302 304 rBVY 4423996 5451175 76.65% 8.472%
6 5.333 317 319 325 rVB 148873 165912 2.33% 0.258%
7 6.053 380 382 384 rBV 69748 74557 1.05% 0.116%
8 6.213 394 396 399 rBVY 4439118 5384828 75.72% 8.369%
9 6.316 403 405 407 rVvV 5568051 5322482 74.84% 8.272%
10 6.362 407 409 413 rvB2 93565 182428 2.57% 0.284%

11 6.544 422 425 427 rBY 637450 916502 12.89% 1.424%
12 6.693 436 438 443 rBV 3615575 3972108 55.85% 6.174%
13 6.796 445 447 450 rBvV 897821 1046106 14.71% 1.626%
14 7.116 472 475 477 rBV 3441222 3779123 53.14% 5.874%
15 7.607 517 518 525 rVB3 72921 144184 2.03% 0.224%

16 7.847 535 539 542 rBV 4551669 7111861 100.00% 11.053%
17 7.905 542 544 548 rVB 141055 188775 2.65% 0.293%
18 8.545 597 600 602 rBV 223579 257339 3.62% 0.400%
19 8.636 606 608 611 rVvB 193288 169739 2.39% 0.264%
20 8.910 629 632 634 rvV 5308139 5457760 76.74% 8.483%

21 9.002 638 640 643 rvv 168915 195219 2.74% 0.303%
22 9.093 645 648 652 rvVB 40878 78171 1.10% 0.121%
23 9.310 665 667 669 rvv 1191415 1085142 15.26% 1.687%
24 9.436 674 678 680 rvB 158697 181067 2.55% 0.281%
25 9.528 684 686 688 rvv 186794 211165 2.97% 0.328%

26 9.573 688 690 692 rvV 1551473 1524845 21.44% 2.370%
27 9.608 692 693 695 rvB 158909 119534 1.68% 0.186%
28 9.779 704 708 710 rBv4 43118 115478 1.62% 0.179%
29 9.848 710 714 716 rVvv2 114953 200729 2.82% 0.312%
30 9.893 716 718 723 rVB2 79531 124530 1.75% 0.194%

31 10.031 723 730 732 rBV 302458 321716 4._.52% 0.500%
32 10.122 736 738 742 rVB 94607 137227 1.93% 0.213%
33 10.248 746 749 752 rBV 92813 159837 2.25% 0.248%
34 10.362 756 759 762 rVB 3245088 3479174 48.92% 5.407%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.511 770 772 776 rBV 198311 323641 4 _55% 0.503%

36 11.002 813 815 816 rBv2 107661 130652 1.84% 0.203%
37 11.105 822 824 829 rBV2 1094294 1951027 27.43% 3.032%
38 11.196 829 832 838 rvB 144341 204732 2.88% 0.318%
39 11.711 872 877 879 rBV3 46829 101157 1.42% 0.157%
40 11.814 883 886 888 rBvV 559223 664732 9.35% 1.033%

41 12.442 938 941 944 rvv2 66852 137524 1.93% 0.214%
42 12.636 956 958 961 rBV 197378 227834 3.20% 0.354%
43 12.774 968 970 974 rVB 59698 86659 1.22% 0.135%
44 12.888 977 980 982 rBvV2 208634 301716 4.24% 0.469%
45 12.945 982 985 987 rvv2 309141 465844 6.55% 0.724%

46 12.991 987 989 996 rvB4 29780 104675 1.47% 0.163%
47 13.208 1004 1008 1010 rBV 3284515 4892433 68.79% 7.604%
48 13.437 1026 1028 1033 rVB3 36338 76529 1.08% 0.119%
49 14.637 1130 1133 1137 rBV2 283188 503196 7.08% 0.782%
50 14.728 1137 1141 1143 rVV 980804 1465350 20.60% 2.277%

51 16.214 1268 1271 1274 rVB 135467 195875 2.75% 0.304%

52 16.283 1274 1277 1285 rBV2 30657 90543 1.27% 0.141%

53 16.785 1318 1321 1327 rVB 635297 956395 13.45% 1.486%

54 17.506 1382 1384 1387 rVB4 40063 75967 1.07% 0.118%
Sum of corrected areas: 64340969
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- Integrated Chromatogram

LSC Report
Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D
Aca On : 2 Dec 2015 15:11
Operator : UM/1Z
Sample : 64582-16
Misc :
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M

POINT CALIBRATION

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF083418.D
32

5.14 6.2

4.66
4.93
5.0

i 5.33 6.05/| B.36
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Time--> 4.00
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T
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T
8.50
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4000000
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Time--> 9.50 10.00 10.50

TIC: BF083418.D

13.21

12.00
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A
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0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown4.66 Concentration Rank 3

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

4._.66 45.91 ng 2103840 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 260 (4.659 min): BF083418.D (-257) (-) m/z 43.05 100.00%
48
59
5000
101 4.40 4.60 4.80 5.00
O Sl G0 88 | w/z 59.10  56.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- /k
43
5000 R U S R
59 440 460 480 500
m/z 101.10 17.03%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500
5000 m/z 58.10 14 .75%
29 101
o 15 73 83
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
59 4.40 4.60 4.80 5.00
m/z 41.10 9.16%
5000 41
68
0 150 . 126 147
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 11'0 12'0 150 14'10 ' 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.32 Concentration Rank 1

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

6.32 116.15 ng 5322480 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 405 (6.316 min): BF083418.D (-403) (-) m/z 132.05 100.00%
132
68
5000
40 54 75 ¥ 6.00 620 640 6.60
104 : : : :
0..,....,....,...!,“!.‘.1?,!.'..?}!-.'.L..':-.,..5.3.7,....,.'!..,.1.1.5.,....,'...,... m/z 68.05 53.07%
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 USSR SRR AR SR
6.00 6.20 6.40 6.60
78 m/z 134.10 33.55%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60
5000 m/z 66.10 32.96%
104
oL 14 27 37 4451 58 6 77 4997 | 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T ....{\...,. T

132 6.00 6.20 6.40 6.60
m/z 69.10 20.66%

5000

33 44 g7 105

BIE R S PP

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Benzene, 1,2,3-trimethyl- Concentration Rank 12

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

6.36 3.98 ng 182428 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
4 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 409 (6.362 min): BF083418.D (-407) (- m/z 105.05 100.00%
105
5000 120
39 51 w 91 6.00 6.20 6.40 6.60
| | 63 Ll 84 | il |
Ob et e B 2 e e b e ey m/z 120.10 40.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-
105
5000
120 6.00 6.20 6.40 6.60
o 17 o m/z 77.05 11.76%
oo 15 21 7 Slsg 85 |8 T e | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
6.00 6.20 6.40 6.60
5000 120 m/z 119.10 11.60%
28 77 91
oL 14 39 81 565 84 | 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl- TTQJ

6.00 6.20 6.40 6.60
m/z 91.05 11.38%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Benzene, 1-propynyl- Concentration Rank 4

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

6.80 22.83 ng 1046110 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-propvnvl- 116 C9H8 000673-32-5 91
2 Benzene. 1.2-propadienvl- 116 C9H8 002327-99-3 91
3 Benzene.l-ethvnvl-2-methvl- 116 C9HS8 000766-47-2 91
4 Benzene. l-ethvnvl-4-methvl- 116 C9HS8 000766-97-2 90
5 Indene 116 C9HS8 000095-13-6 81

Abundance Scan 447 (6.796 min): BF083418.D (-445) (- m/z 115.10 100.00%
115
5000
39 63 85 6.40 'ﬂé'eb' 680 7.00 7.20
50 74 : : : : :
Obr e el Tl 98205 134 11610 85. 65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8172: Benzene, 1-propynyl-
115
5000 ABSUNAAREARARS Re AR e
6.40 6.60 6.80 7.00 7.20
m/z 63.10 15.02%
o 27 39 51 63 74 89 gg005 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
115 A
VAR ARNS AR S
6.40 6.60 6.80 7.00 7.20
5000 m/z 89.10 13.88%
39
51 63 89
o 15 27 70 77 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8174: Benzene,1-ethynyl-2-methyl-
115 6.40 6.60 6.80 7.00 7.20
m/z 39.10 8.04%
5000
39 89
0"W”'W'EQP'Jh“'Jt”'Jh”IJ“W'”'P'gﬁ”"'”“P'“I”'W" AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20

8270-BF113015.M Thu Dec 03 19:05:11 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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

o

Peak Number 10 Biphenyl Concentration Rank 17

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

9.00 2.56 ng 195219 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvl 154 C12H10 000092-52-4 91
2 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 55
3 Undecane 156 C11H24 001120-21-4 35
4 Propanedinitrile. (phenvimethvle... 154 C10H6N2 002700-22-3 30
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 25

Abundance Scan 640 (9.002 min): BF083418.D (-638) (-) m/z 57.10 100.00%
43 57 154
5000 n
85
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—r
99 115 128 8.60 8.80 9.00 9.20 9.40
eoreerererpeee el s b b 00 P30 Ml h/7 1s4.10  95.45%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25896: Biphenyl

154

5000 ....,..A. i
860 8.80 900 9.20 9.40

m/z 43.10 85.93%

76
27 30 Sl 63 | 89 102 15 128 139 |

O P o e e P T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
154
R RERE R o e SRR R
8.60 8.80 9.00 9.20 9.40
5000 m/z 71.10 50.35%
76
. »7 39 51 63 g9 102 115 128 439
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27117: Undecane e e e R R A A
43 57 8.60 8.80 9.00 9.20 9.40
m/z 153.10 38.49%
5000 71
85
29
ol 15 ‘ w 9 113 127 156
T P e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Vinyl trans-cinnamate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.85 2.63 ng 200729 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vinvl trans-cinnamate 174 C11H1002 017719-70-9 59
2 1.3-Phenvlene. bis(3-phenvlprope... 370 C24H1804 1000259-62-4 59
3 Propanedioic acid. nitrile. hvdr... 229 C12H11N302 294878-35-6 45
4 Cinnamaldehvde. (E)- 132 C9H80 014371-10-9 42
5 Oxalic acid, monoamide monohydra... 323 C18H17N303 1000294-01-4 42
Abundance Scan 714 (9.848 min): BF083418.D (-710) (-) m/z 131.10 100.00%
131

5000 43

~
~
=
o
w

“ 9.60 9.80 10.00 10.20
o b m/z 43.10 38.94Y%

T T T
m/z--> 50 100 150 200 250 300 350
Abundance #38552: Vinyl trans-cinnamate
131
5000 103 L L B L B
9.60 9.80 10.00 10.20
7w m/z 103.10 37.78%
51
15 ‘ ‘ 174
-t
m/z--> 50 100 150 200 250 300 350
Abundance
131
e N e e
9.60 9.80 10.00 10.20
5000 77 108 m/z 57.10 36.95%
51
0 152171 207 240 283301 326 370
Tt T e
m/z--> 50 100 150 200 250 300 350
Abundance #75581: Propanedioic acid, nitrile, hydrazide, N2-(1-oxo-3... L E e e
131 9.60 9.80 10.00 10.20
m/z 77.10 33.78%
5000 103
77
51
0 - | 161 105 229
ettt
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.03 4.22 ng 321716 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 90
3 Tetradecane 198 C14H30 000629-59-4 78
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 64
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 64

Abundance Scan 730 (10.031 min): BF083418.D (-723) (-) m/z 57.10 100.00%

57
43

5000

99 165 9.80 10.00 10.20 10.40
113 127
0 11184 226 m/z 43.10 76.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73968: Hexadecane
57
71
5000 43 85 IIIIIIIII TT T T L T T
9.80 10.00 10 20 10. 40
m/z 71.10 58.10%
99 113 127 226
O by oy 1L 155 169 183 197
R L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 71 AL L L L L LB LB L L LI
9.80 10.00 10.20 10.40
5000 m/z 85.10 34 .64%
85
2 99 112 140
0 127 155 168 183 197 211 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55010: Tetradecane R Ll R e
3 57 9.80 10.00 10.20 10.40
4 n m/z 41.10 32.05%
5000 85
29
‘ % 118 127 141 155 198
0.,.‘a..‘,a..‘.‘,..“l.,‘l...‘,..l‘.,.“...,....,.155?.18.2...‘,....,.... R 5 o LR,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.25 2.10 ng 159837 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 91
2 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 68
3 Dodecane. 2-methvIl-8-propvl- 226 C16H34 055045-07-3 64
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 64
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 749 (10.248 min): BF083418.D (-746) (-) m/z 57.10 100.00%
g7
5000 43 | 11
% oo 1a 10,00 10.20 10.40 10.60
127 169 : : : :
o Lss 82 m/z 71.10  49.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
43
5000 1 LRI IV BUMBULE B R
10.00 10.20 10.40 10.60
29 85 o m/z 43.10 44.24%
0 o \ 1 w i 1}31?7141155169183196211225239254
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260
Abundance
57 71
43 R SN SUNLIR BUULRA B
10.00 10.20 10.40 10.60
5000 m/z 41.10 27 .77%
85
99 113 169
ol 14 29 127141955 183197013 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73990: Dodecane, 2-methyl-8-propyl- R L B
43 57 10.00 10.20 10.40 10.60
- m/z 85.10 22 .95%
5000
85
‘ ‘ 112 16018
o UL 98 | 1271411557077 197211226
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 1000 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.51 3.32 ng 323641 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 772 (10.511 min): BF083418.D (-770) (-) m/z 57.10 100.00%
g7
. 8 W
113 10.20 10.40 10.60 10.80
0...'.\,.! Ao tes 30 Tw/z 43.10 72.00%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
| W
5000 AR BARAR BB BRRE
85 10,20 10.40 10.60 10.80
m/z 71.10 59.07%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 g5 m/z 85.10 38.58%
29
0 113 141 169 212
m/z--> " 50 100 150 200 250 300 350
Abundance #73965: Hexadecane ST T
57 10.20 10.40 10.60 10.80
m/z 41.10 29.29%
5000
T LNVJ&¢xMJ\v“JMA~VJA
29
oL Ll | A8 e o7 26 e i
m/z--> 50 100 150 200 250 300 350 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.81 6.81 ng 664732 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 35
5 Undecane 156 C11H24 001120-21-4 18
Abundance Scan 886 (11.814 min): BF083418.D (-883) (-) m/z 43.10 100.00%
48 60 73
5000
129
97 U LR B B
i us | g1s7171 102 A3 11,40 11.60 11.80 12.00 12.20
Ot prrr b m/z 73.10 92.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 IR i
29 171 nmumnmnmnm
7 115 214 m/z 60.10 88.37%
‘ 143157 ‘ 185
0 I"l"‘i"""‘l“l"h ] H‘ ‘Hh “l|.‘.‘..|‘..l‘.‘luululu‘...luuu“.l....|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11/40 11.60 11.80 12.00 12.20
5000{ 29 256 m/z 57.10 75.91%
129
97 213
. 15 43157171185 1 og 227 540
mz> F0 4 6 8 100 130 1o 150 1o a0 70 2o 20
Abundance #83683: Pentadecanoic acid e N B B
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 41.10 T71.77%
29
5000
129 242
01115 143 199
o bl [l | woamramass e | 1\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Pentadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.89 3.09 ng 301716 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 1-Eicosanol 298 C20H420 000629-96-9 14
5 Dodecane 170 C12H26 000112-40-3 11

Abundance Scan 980 (12.888 min): BF083418.D (-977) (-) m/z 43.10 100.00%

57 73

5000

12.60 12.80 13.00 13.20
m/z 57.10 88.47%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN
w
&)
~
%)

5000

29 12. 60 12. 80 13. 00 13. 20
m/z 73.05 85.95%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 ’\IIIIIIIIIIIIIIIIIIIIIII
57 12.60 12.80 13.00 13.20
5000 129 m/z 60.10 75.48%
29 185 228

87
101115 143157171 199,54

B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56047: Dodecanoic acid TR TR T
73 12.60 12.80 13.00 13.20
m/z 55.10 75.44%
43
51
5000
129
29 157 200
‘ ‘ T71011 ‘ 143 | 171
LIS N8 R Y il .38 SRS oottt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 18 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.64 6.87 ng 503196 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 91

Abundance Scan 1133 (14.637 min): BF083418.D (-1130) (-) m/z 55.05 100.00%

5b 83

5000

-

14.40 14.60 14.80 15.00
m/z 43.10 98.30%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
5

:

5000

14.40 14.60 14.80 15.00
m/z 57.10 97.07%

125

153168

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

43
69 AR BRI DR B DA
97 14.40 14.60 14.80 15.00
5000 m/z 83.10 84_.37%
27 125

153168 196 224

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)-
55 14.40 14.60 14.80 15.00
m/z 69.10 72.23%
83
5000
29
0 1 139154 182 209
LARE LR LR T _l_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083418.D

Aca On : 2 Dec 2015 15:11

Operator : UM/I1Z

Sample : 64582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.21 4.10 ng 195875 Perylene-di12 16.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 78
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 56
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
Abundance Scan 1271 (16.214 min): BF083418.D (-1268) (-) m/z 69.10 100.00%
69
5000
41
95 121 149 191 15.80 16.00 16.20 16.40 16.60
bl b b e m/z 81.10 54.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000] 4
15.80 16.00 16.20 16.40 16.60
95 m/z 41.10 28.57%
137
oLl o 407 1 161 191217 273200 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
15:80 16.00 16,20 16.40 16.60
5000{ 41 m/z 95.10 12.24%
93
136
0 113 | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #70983: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- B e e e e
69 15.80 16.00 16.20 16.40 16.60
4 m/z 68.10 10.02%
5000
93
127
0 .". ‘;\I‘LI\‘HIH)L.I\UI ‘.“‘.“. Ili?ll ]:8l6| |2|22| ; —
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60

8270-BF113015.M Thu Dec 03 19:05:19 2015

Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120215\
Data File : BF083418.D

Acq On : 2 Dec 2015 15:11

Operator : UM/1Z

Sample - G4582-16

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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]
unknown4 .66 4.66 45.9 ng 2103840 1 6.54 916502 20.0
unknown6 .32 6.32 116.2 ng 5322480 1 6.54 916502 20.0
Benzene, 1,2,3-tr... 6.36 4.0 ng 182428 1 6.54 916502 20.0
Benzene, 1-propynyl- 6.80 22.8 ng 1046110 1 6.54 916502 20.0
Biphenyl 9.00 2.6 ng 195219 3 9.57 1524850 20.0
Vinyl trans-cinna... 9.85 2.6 ng 200729 3 9.57 1524850 20.0
Hexadecane 10.03 4.2 ng 321716 3 9.57 1524850 20.0
Pentadecane, 2,6,... 10.25 2.1 ng 159837 3 9.57 1524850 20.0
Heptacosane 10.51 3.3 ng 323641 4 11.10 1951030 20.0
Tridecanoic acid 11.81 6.8 ng 664732 4 11.10 1951030 20.0
Pentadecanoic acid 12.89 3.1 ng 301716 4 11.10 1951030 20.0
1-Docosene 14.64 6.9 ng 503196 5 14.73 1465350 20.0
Squalene 16.21 4.1 ng 195875 6 16.79 956395 20.0
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