LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083290.D
Aca On : 25 Nov 2015 23:18 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : 64567-06 STOCKPILE-GRAB2
ALS Vial : 17 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-BF112115.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 3.244 106 110 116 rvVvB 59507 122547 2.17% 0.227%
2 4.718 236 239 248 rVB 1888296 3057588 54.23% 5.667%
3 5.107 270 273 278 rBV 60756 99208 1.76% 0.184%
4 5.187 278 280 283 rBVY 4429756 5161149 91.55% 9.565%
5 5.381 295 297 303 rVB 67486 97312 1.73% 0.180%
6 6.261 371 374 377 rBVY 5132574 5637779 100.00% 10.448%
7 6.364 380 383 385 rBY 5601934 5321800 94.40% 9.863%
8 6.593 400 403 405 rBV 671297 947095 16.80% 1.755%
9 6.707 411 413 414 rBV 63893 57663 1.02% 0.107%
10 6.742 414 416 419 rVvV 3541463 3925909 69.64% 7.276%
11 6.856 423 426 430 rvB2 36752 73685 1.31% 0.137%
12 7.164 450 453 455 rBVY 3358345 3852592 68.34% 7.140%
13 7.290 462 464 468 rVB 70458 90143 1.60% 0.167%
14 7.644 493 495 501 rvB2 51399 91915 1.63% 0.170%
15 7.805 506 509 513 rBV2 42616 62603 1.11% 0.116%
16 7.873 513 515 521 rVB 1276292 1310362 23.24% 2.428%
17 8.022 527 528 533 rVB2 43387 93261 1.65% 0.173%
18 8.410 560 562 564 rBV 81080 71516 1.27% 0.133%
19 8.445 564 565 571 rVB3 91882 132916 2.36% 0.246%
20 8.593 576 578 582 rBV2 52545 89970 1.60% 0.167%
21 8.833 595 599 601 rBV2 62815 86645 1.54% 0.161%
22 8.959 607 610 612 rBY 5717522 5374201 95.32% 9.960%
23 9.050 616 618 620 rvVv 103235 93905 1.67% 0.174%

24 9.119 620 624 629 rvB2 135093 206042 3.65% 0.382%
25 9.359 643 645 647 rBV 1392408 1185660 21.03% 2.197%

26 9.485 654 656 659 rvB 65432 74483 1.32% 0.138%
27 9.576 662 664 666 rBvV 114080 114491 2.03% 0.212%
28 9.622 666 668 670 rBV 1314512 1232545 21.86% 2.284%
29 9.839 681 687 688 rBV3 55211 116705 2.07% 0.216%
30 10.079 701 708 710 rBV 232696 293456 5.21% 0.544%

31 10.296 724 727 730 rBV 90202 151584 2.69% 0.281%
32 10.410 734 737 740 rVV 2819575 2745790 48.70% 5.089%
33 10.548 747 749 752 rVB 247548 311764 5.53% 0.578%
34 10.639 755 757 759 rBV3 70969 86722 1.54% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083290.D
Aca On : 25 Nov 2015 23:18 Instrument :
Operator : UM/I1Z EﬁAfs el

- _ lentosampleld :
3?22'6 : 64567-06 STOCKPILE-GRAB2
ALS Vial : 17 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-BF112115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.742 763 766 768 rvB2 51923 99471 1.76% 0.184%

36 10.776 768 769 772 rBV3 55688 110355 1.96% 0.205%
37 10.993 786 788 789 rBV 147154 112958 2.00% 0.209%

38 11.028 789 791 793 rvVB2 48385 65571 1.16% 0.122%
39 11.096 795 797 801 rvVB 1198255 1145911 20.33% 2.124%
40 11.176 801 804 806 rBv2 48698 91486 1.62% 0.170%
41 11.416 823 825 828 rVB3 81420 93327 1.66% 0.173%
42 11.599 837 841 842 rBV2 42098 92212 1.64% 0.171%
43 11.656 844 846 849 rBV 463595 471407 8.36% 0.874%
44 11.828 856 861 862 rBV3 52268 99504 1.76% 0.184%
45 11.919 868 869 873 rvB2 39169 64720 1.15% 0.120%

46 12.148 886 889 891 rBvV2 88718 144757 2.57% 0.268%
47 12.296 901 902 905 rBV 118318 152686 2.71% 0.283%
48 12.354 905 907 910 rvv4 65555 97554 1.73% 0.181%
49 12.434 912 914 917 rBV 304346 399317 7.08% 0.740%
50 12.525 920 922 923 rBV 217686 194661 3.45% 0.361%

51 12.685 933 936 939 rBV 4056463 3840896 68.13% 7.118%
52 13.588 1013 1015 1018 rBV 223614 379758 6.74% 0.704%
53 13.725 1024 1027 1029 rBV 854984 1305250 23.15% 2.419%
54 14.228 1069 1071 1075 rBV 172567 285008 5.06% 0.528%
55 14.639 1105 1107 1109 rVB 156383 130928 2.32% 0.243%

56 14.822 1119 1123 1126 rVB2 192695 447193 7.93% 0.829%
57 15.017 1138 1140 1142 rBV 99707 172615 3.06% 0.320%
58 15.074 1142 1145 1148 rVV 860014 1125928 19.97% 2.087%
59 15.291 1162 1164 1166 rBV 152833 220944 3.92% 0.409%
60 15.485 1179 1181 1183 rBV 159394 243362 4_.32% 0.451%

Sum of corrected areas: 53958785
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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: BF083290.D

5000000
5.19

4000000

6.74 716

3000000

2000000 4.72
7.87
1000000 6.59

3.24 5.11_ 5.38 6.‘@86 |7.29 7.64.808.02 8B4

U e e v A SN A I e L LA A G- ar

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083290.D
8(96

5000000
12.69
4000000

3000000 1041

2000000

1000000

8.59 8.8

O A e e e T e O S o S A e

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083290.D

5000000
4000000
3000000

2000000
.07

15.295.49

T S N ——

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

1000000

8270-BF112115.M Thu Nov 26 18:17:08 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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.

4.72 64 .57 ng 3057590 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 239 (4.718 min): BF083290.D (-236) (-) m/z 43.10 100.00%
43
59
5000
101 SRR SR A LA
4.40 4.60 4.80 5.00
IS/ N - A~ RN NN B oy S T R -0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L U L I U
59 440 460 480 500
m/z 101.10 16.28%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 4.80 500
5000 m/z 58.10 13.92%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
59 4.40 4.60 4.80 5.00
m/z 41.10 9.19%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LU UL UL SR SR UL SURBLEL I SR S WL SRR RN LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 4 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 20

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

5.38 2.05 ng 97312 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene 104 C8H8 000694-87-1 93
2 Stvrene 104 C8HS8 000100-42-5 76
3 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 76
4 Acetic acid. trifluoro-. 2-phenv... 218 C10H9F302 055419-66-4 50
5 Bicyclo[2.1.1]hex-2-ene, 2-ethenyl- 106 C8H10 128600-91-9 43

Abundance Scan 297 (5.381 min): BF083290.D (-295) (-) m/z 91.10 100.00%
9 104
5000 51 8
39 65 ‘ ‘ 500 520 540 560 5.80
45 : : : : :
o..,....,....,...!|,'.-=-..-,|!-..5.8,-!':|..- Ayl 88 |, m/z 104.10 89.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4766: Bicyclo[4.2.0]octa-1,3,5-triene
104
5000 8 AR AR RS RN
51 500 5.20 5.40 5.60 5.80
39 m/z 78.10 51.49%
0 2\7 . ‘\ 57 (\3\3 72\\\ \ 89 98 [
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
104
500 5.20 5.40 5.60 5.80
5000 78 m/z 103.10 50.40%
51
o 15 27 39 63 72 89 o8
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4764 l,3,5,7—Cyclooctatetraene L e o o e
104 500 5.20 5.40 5.60 5.80
m/z 51.05 40.72%
5000 8
o 51
o 21 | 45 || 5783 60 || 8 g8 |||
m/z--> 1'0 ' ' 4'0 5'0 ' 7'0 8|0 9'0 1(')0 11'0 5.00 5.20 5.40 5.60 5.80

8270-BF112115.M Thu Nov 26 18:17:10 2015

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown6.36 Concentration Rank 1

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

6.36 112.38 ng 5321800 1,4-Dichlorobenzene-d4 6.59
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 16
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 383 (6.364 min): BF083290.D (-380) (-) m/z 132.10 100.00%
132
68
5000
75 % ‘ 6.00 6.0 640 660
104 : . :
o..,....,....,...!,“.'.‘.‘? o Ohll e 87 L e M5 M| "m/z 68.05 53.77%
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 SRR R L R
6.00 6.20 6.40 6.60
3 78 m/z 134.10 33.66%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 660
5000 m/z 66.05 33.27%
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 A
Abundance #13679: 5-Fluoro-2-chloropyrimidine R EAmaR R

132 6.00 6.20 6.40 6.60
m/z 69.05 20.86%

5000

33 44 g7 105

BIE R S PP

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 5-Methylidene-2-norbornene-... Concentration Rank 13

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

9.12 3.34 ng 206042 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methvlidene-2-norbornene-5.8-0... 122 C8H100 1000099-65-5 53
2 Bicvclol2.2.1Thept-5-ene-2-carbo... 119 C8HON 000095-11-4 53
3 5-Norbornane-2-carboxaldehvde 122 C8H100 005453-80-5 50
4 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 50
5 5-Methylene-2-norbornene 106 C8H10 000694-91-7 50

Abundance Scan 624 (9.119 min): BF083290.D (-620) (-) m/z 104.10 100.00%
66 104
5000
39 80 117 4 ‘
51 91 132, 4, 151160170 880 9.00 9.20 9.40
o‘ﬁ—ﬁﬁ#ﬂw L—JWLH% m/z 66.10 88.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9676: 5-Methylidene-2-norbornene-5,8-oxide
66
5000 [
8.80 9.00 9.20 9.40
39 m/z 80.10 27 .04%
0|||||‘|‘||‘l‘||“ﬁ“|‘|‘|‘|||‘|‘||l“:||‘||||“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
66
8.80 9.00 9.20 9.40
5000 m/z 39.10 18.69%
o 51 79 91 104 119
mz-> 20 40 60 80 100 120 140 160
Abundance #9665: 5-Norbornane-2-carboxaldehyde
66 8.80 9.00 9.20 9.40
m/z 117.10 18.13%
5000
39
27 7 91 122
0"?‘8|""'H"""5"7| .“...“‘;..‘.‘.,1(.)4...,‘....,....,....,
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.08 4.76 ng 293456 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 708 (10.079 min): BF083290.D (-701) (-) m/z 57.10 100.00%

g7
43

5000

9.80 10.00 10.20 10.40

99 113127141 165

0 m/z 43.10 75.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L LB L LN
85 9. 80 10 00 10. 20 10 40
29 m/z 71.10 57.27%
L e
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
R e e EEBEEEE RS R
9.80 10.00 10.20 10.40
5000 4! m/z 85.10 37.64%
85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane R e e R BB

57 9.80 10.00 10.20 10.40

43 m/z 41.10 32.62%
71
5000 85
29 99
o 5 | ‘ | ‘ 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Undecane, 3,5-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.30 2.46 ng 151584 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 93
2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 80
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 59
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 53
Abundance Scan 727 (10.296 min): BF083290.D (-724) (-) m/z 57.10 100.00%
5
5000
B s 10100 1020 10140 1060
0 L m/z 43.10 48.74%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45577: Undecane, 3,5-dimethyl-
57
5000 B UM UL LN U

10.00 10.20 10.40 10.60
m/z 71.10  47.34%

99
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
RS EEa e B
10.00 10.20 10.40 10.60
5000 m/z 41.10 23.65%
113
0 26 184
T T e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R o A R
57 10.00 10.20 10.40 10.60
m/z 85.10 19.36%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L A sttt

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 10. OO 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.66 8.23 ng 471407 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 56
Abundance Scan 846 (11.656 min): BF083290.D (-844) (-) m/z 43.10 100.00%
48 6o 73
5000
129
7 115 213 AN A BN B
i 01 143157171185 199 ™™ 227,34 256 11.40 11.60 11.80 12.00 '
Ot i m/z 73.05 93.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 R UL R BN B
29 171 11.40 11.60 11.80 12.00
7 115 214 m/z 60.05 84.19%
‘ 143157 ‘ 185
0 I"l"‘i"""‘l“l"h I H‘ ‘Hh “llu‘.‘..l‘..l‘.luul. .‘... ...“. AR BBRRE
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
5000{ 29 256 m/z 57.10 75.69%
129
97 213
. H5 1 143157171185 9 227 540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R B A REEERE B L
43 60 73 11.40 11.60 11.80 12.00
m/z 41.10 74 .06%
29
5000
129 242
199
0 L1 B ﬁl B M L a2
m/z--> 25 45 60 80 100 120 150 160 180 200 220 250 2éo 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Naphthalene, 1,2-dihydro-1-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.15 2.53 ng 144757 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro-1-phenvl- 206 C16H14 016606-46-5 83
2 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 62
3 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 60
4 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 46
5 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 46

Abundance Scan 889 (12.148 min): BF083290.D (-886) (-) m/z 99.10 100.00%

206

5000

220241 11.80 12.00 12.20 12.40
m/z 206.20 97.13%

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60374: Naphthalene, 1,2-dihydro-1-phenyl-
2

5000 TTTTT T[T TTT TTT T[T T[T
11.80 12.00 12.20 12.40
m/z 57.10 97 .00%
165178
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
206
R B A W o
11.80 12.00 12.20 12.40
5000 m/z 191.10 45_.01%
191
ol 27 39 51 63 76 89 102115127139152165178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60356: Phenanthrene, 1,7-dimethyl- R B
206 11.80 12.00 12.20 12.40
m/z 189.10 26 .42%
5000
191
102
oL 27 39 51 63 76 8?‘ I, 115127139 152165 178 M Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.43 6.12 ng 399317 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 30

Abundance Scan 914 (12.434 min): BF083290.D (-912) (-) m/z 43.10 100.00%

57 73

5000

185
1431571717199 222 241 284 12.20 12.40 12.60 12.80
o! 255 m/z 57.10 84.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73
43
5000 LA I L L L L L L L
12. 20 12. 40 12. 60 12. 80
29 m/z 73.10 82.67%
ol15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
R e e  AREEaaae
29 57 12.20 12.40 12.60 12.80
5000 m/z 60.10 74 .36%
129 242
87

101115 143157171185199213

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

Abundance #65562: Tridecanoic acid R AR RN

43 73 12.20 12.40 12.60 12.80
m/z 55.10 71.19%

51
5000 29
129 171 214
Lol 107 | s s

0'”P”JN“” ”'W””I””P'”P”'J”"”'”"””I””P" LIS SUNLI SN BRI UM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 11-Tricosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.59 5.82 ng 379758 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 91
2 1-Hexacosanol 382 C26H540 000506-52-5 90
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 87
5 1-Eicosanol 298 C20H420 000629-96-9 86
Abundance Scan 1015 (13.588 min): BF083290.D (-1013) (-) m/z 57.10 100.00%
1 “fMJAAqJ\NA«JpMVA\Jv
5000
111
3 1 139 13.20 13.40 13.60 13.80 14.00
ol 4 b2 16019 215235 206289 m/z 43.10 98.97%
m/z--> 50 100 150 200 250 300 350
Abundance #129062: 11-Tricosene
43
5000 AR R R BN
13. 20 13. 40 13 60 13. 80 14. oo
111 m/z 55.10 91.08%
o “ H 140 168 196 224243 266 294 322
m/z--> 5 200 250 300 3éo
Abundance
43
13.20 13.40 13.60 13.80 14.00
5000 83 m/z 83.10 78.47%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 150 260 250 360 3éo
Abundance #98172: Z-5-Nonadecene A ERmEa mEa S
55 83 13.20 13.40 13.60 13.80 14.00
m/z 69.10 65.09%
e i VJANrVAVAMA,J\quVVNJW\/NV
’ 266
o WL L] ]330 a8 1p0210 208 |
m/z--> % @ 150 200 250 ﬁ @ Bmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 15 17-Pentatriacontene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.23 4.37 ng 285008 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 90
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 90
5 1-Hexacosanol 382 C26H540 000506-52-5 87
Abundance Scan 1071 (14.228 min): BF083290.D (-1069) (-) m/z 57.10 100.00%
57
¥ yNVANJwaﬂvﬁwaNIA“
5000
N 212 1400 1450 1440 1450
139 197 : : : :
o L .',‘-.L.-l.m. A 22 s | m/Z 43.10 73.37%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 LI B B IR U
14.00 14.20 14. 40 14 60
1 m/z 83.10 62.46%
o M Md “139167196224 267292 321 462 490
miz--> 0 50 150 200 2éo 360 3%0 460 4%0 '
Abundance
57
83 " 14.00 14,20 14.40 14.60
5000 m/z 55.10 62.08%
29 111
139 168196 227 o
Of— g b4y =
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R EEEEEmEmEs m e
57 14.00 14.20 14.40 14.60
83 m/z 71.10 46 .49%
5000 M
111
o 2L Lo 2020
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 ' 1450 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Tetradecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.33 ng 130928 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 86
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86
3 Octadecanal 268 C18H360 000638-66-4 83
4 Tridecanal 198 C13H260 010486-19-8 80
5 Oleyl Alcohol 268 C18H360 000143-28-2 59
Abundance Scan 1107 (14.639 min): BF083290.D (-1105) (-) m/z 57.10 100.00%
[ J\/\/\A//L\J\A/V‘/\
5000
3 137 22 o268 204 320 76 "' 14.40 14.60 14.80 15.00
o 100 . 202220 250 3 m/z 43.10 95.53%
m/z--> 50 100 150 200 250 300 350
Abundance #64480: Tetradecanal
57
82
5000{ 29 L I BULELLE S UL
14.40 14.60 14. 80 15. oo
”D m/z 82.10 91.17%
H ‘ 138 168 44,
o h H\\ Hu iy I \\ T
m/z--> 50 150 200 250 300 350
Abundance
43 82
" 14.40 14.60 14.80 15.00
5000 m/z 96.10 69.31%
110
ol2s | 61 138 166 194513 236 264282
m/z--> 55 160 1%0 200 250 360 3%0
Abundance #99447: Octadecanal R AR RRRES T
3 2 14.40 14.60 14.80 15.00
m/z 55.10 65.97%
5000
109
0 L4 |57 160 104 222 e
m/z--> 50 100 éo 2(')0 250 3(')0 3&'30 14 I40 14. 60 14. 80 15. oo
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF112515\

Operator :

BF083290.D

25 Nov 2015 23:18

umsiz

G4567-06

17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 19 Octadecanal Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.20 3.92ng 220944  Perylene-di2 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecanal 268 C18H360 000638-66-4 91

2 16-Octadecenal 266 C18H340 056554-87-1 86
3 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 83
4 1.19-Eicosadiene 278 C20H38 014811-95-1 76
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 76
Abundance Scan 1164 (15.291 min): BF083290.D (-1162) (-) m/z 57.10 100.00%
57
5000
138 163 212 248 15.00 15.20 15.40 15.60
o 186 267 294313 337356 377 7> 4310 86 630
m/z--> 50 100 150 200 250 300 350
Abundance #99446: Octadecanal
43 2
5000 U RS DML DR B
15.00 15.20 15. 40 15 60
110 m/z 82.10 77.21%
‘ ‘ H 166 194 222 20
OII‘IMI\‘\ ‘ H ‘h”‘\ H\ A | H: ‘269|||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
57 82
15.00 15.20 15.40 15.60
5000 m/z 55.10 72.87%
29 110
137 168 196 224 22
m/z--> 5|0 1CI)O 15|O 2CI)O 250 300 3é0
Abundance #99458: Z-2-Octadecen-1-ol LI
7 82 15.00 15.20 15.40 15.60
m/z 83.10 51.35%
5000
110 250
o L | 137150180 208227 | 269
m/z--> 50 100 150 200 250 300 3é0 15IOO 15. 20 15. 40 15 60

8270-BF112115.M Thu Nov 26 18:17:19 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083290.D

Aca On - 25 Nov 2015 23:18

Operator : UM/I1Z

ﬁ?ggle i G4567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 20 Heptacosane, l1l-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.49 4.32 ng 243362 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 91
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 83
4 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 83
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 72
Abundance Scan 1181 (15.485 min): BF083290.D (-1179) (-) m/z 57.10 100.00%
57
5000
% 15,20 15.40 15,60 15.80
141 266 : : : :
ol Al 4183218 206 319380  n77 71.10  62.58%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #159267: Heptacosane, 1-chloro-
57
5000 LI SR B SIS SRR
15.20 15.40 15.60 15.80
97 m/z 43.10 60.51%
ol || “‘W\\141 183217 273309343378 414
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
15,20 15.40 15.60 15.80
5000 m/z 85.10 44 .12%
97
ol 26 141 183 225 267 309 351 393 435 491 535574 617
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136489: Tricosane, 2-methyl- Al Eama s B
43 15.20 15.40 15.60 15.80
m/z 41.10 25.92%
5000
85
0 12J ‘ Jl 127 169 211 253 29 338
mz-> 0 5'0 1(')0 1&'30 200 250 300 350 400 450 500 550 600 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF112515\

Data File : BF083290.D

Acq On : 25 Nov 2015 23:18

Operator : UM/1Z

3?22'6 i 64567-06 STOCKPILE-GRAB2
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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... 4.72 64.6 ng 3057590 1 6.59 947095 20.0
Bicyclo[4.2.0]oct. .. 5.38 2.0 ng 97312 1 6.59 947095 20.0
unknown6 .36 6.36 112.4 ng 5321800 1 6.59 947095 20.0
5-Methylidene-2-n. .. 9.12 3.3 ng 206042 3 9.62 1232550 20.0
Eicosane 10.08 4.8 ng 293456 3 9.62 1232550 20.0
Undecane, 3,5-dim... 10.30 2.5 ng 151584 3 9.62 1232550 20.0
Tridecanoic acid 11.66 8.2 ng 471407 4 11.10 1145910 20.0
Naphthalene, 1,2-... 12.15 2.5 ng 144757 4 11.10 1145910 20.0
Tetradecanoic acid 12.43 6.1 ng 399317 5 13.73 1305250 20.0
11-Tricosene 13.59 5.8 ng 379758 5 13.73 1305250 20.0
17-Pentatriacontene 14.23 4.4 ng 285008 5 13.73 1305250 20.0
Tetradecanal 14 .64 2.3 ng 130928 6 15.07 1125930 20.0
Octadecanal 15.29 3.9 ng 220944 6 15.07 1125930 20.0
Heptacosane, 1-ch... 15.49 4.3 ng 243362 6 15.07 1125930 20.0

8270-BF112115.M Thu Nov 26 18:17:20 2015 Page: 18



