LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 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 4.799 243 246 265 rVB 1728635 3281423 52.01% 5.381%
2 5.256 284 286 289 rBVY 4912773 5282521 83.73% 8.662%
3 6.319 376 379 381 rBVY 5552318 6309086 100.00% 10.346%
4 6.422 386 388 391 rBVY 5432383 5331057 84.50% 8.742%
5 6.650 405 408 410 rBV 1276583 1253413 19.87% 2.055%
6 6.810 419 422 424 rBV 3407461 4295288 68.08% 7.043%
7 7.222 455 458 460 rBVY 3750692 3905980 61.91% 6.405%
8 7.930 518 520 523 rBY 1162763 1662403 26.35% 2.726%
9 9.016 612 615 618 rBY 6161854 6004122 95.17% 9.846%
10 9.416 648 650 653 rBY 1324356 1136676 18.02% 1.864%
11 9.679 671 673 676 rBY 1525966 1856067 29.42% 3.044%
12 10.136 711 713 714 rVB 98349 94101 1.49% 0.154%
13 10.353 729 732 735 rBV 45928 73541 1.17% 0.121%

14 10.468 740 742 745 rBV 3179030 3632201 57.57% 5.956%
15 10.605 752 754 758 rVB 169686 221920 3.52% 0.364%

16 11.051 789 793 794 rBV 171310 168156 2.67% 0.276%
17 11.165 800 803 805 rBvV 1297139 1877185 29.75% 3.078%
18 11.233 806 809 813 rvB2 52574 108695 1.72% 0.178%
19 11.405 822 824 828 rBV2 167426 246952 3.91% 0.405%
20 11.473 828 830 833 rvB 111283 111009 1.76% 0.182%

21 11.713 849 851 855 rvv2 1078594 1074154 17.03% 1.761%
22 11.965 871 873 874 rBvV 62757 80427 1.27% 0.132%
23 12.228 892 896 898 rBv2 119191 199372 3.16% 0.327%
24 12.365 906 908 909 rBV 154090 144106 2.28% 0.236%
25 12.411 909 912 916 rVvv3 78319 175308 2.78% 0.287%

26 12.491 917 919 922 rVvV 364517 417148 6.61% 0.684%
27 12.582 925 927 930 rvv2 289313 347891 5.51% 0.570%
28 12.662 933 934 938 rVB 94510 75278 1.19% 0.123%
29 12.742 938 941 944 rBV 4101925 5367420 85.07% 8.802%
30 12.902 953 955 959 rBV3 37446 100624 1.59% 0.165%

31 12.994 959 963 964 rvv2 60783 92440 1.47% 0.152%
32 13.222 980 983 985 rBV 95299 135500 2.15% 0.222%
33 13.291 985 989 990 rvv2 119081 168828 2.68% 0.277%
34 13.336 990 993 994 rvv2 59142 94403 1.50% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 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 13.359 994 995 997 rVB 98800 77061 1.22% 0.126%

36 13.394 997 998 1001 rBV 104290 103469 1.64% 0.170%
37 13.657 1018 1021 1024 rBV 657009 849450 13.46% 1.393%
38 13.702 1024 1025 1028 rVV 75982 104336 1.65% 0.171%
39 13.782 1030 1032 1038 rVB 1657412 1632012 25.87% 2.676%
40 13.977 1047 1049 1051 rBV 103010 115828 1.84% 0.190%

41 14.285 1073 1076 1082 rBV3 91570 233593 3.70% 0.383%
42 14.571 1097 1101 1104 rBVZ2 96754 205148 3.25% 0.336%
43 14.640 1104 1107 1109 rVvVv 178549 191424 3.03% 0.314%

44 14.788 1117 1120 1124 rVB 42887 89639 1.42% 0.147%
45 14.868 1125 1127 1129 rBV2 81343 96483 1.53% 0.158%
46 15.040 1140 1142 1145 rBV3 30035 64955 1.03% 0.107%
47 15.142 1149 1151 1154 rVV 848685 1217739 19.30% 1.997%
48 15.200 1154 1156 1159 rVB 42402 63629 1.01% 0.104%

49 15.577 1186 1189 1191 rBV 54529 101328 1.61% 0.166%
50 15.622 1191 1193 1200 rVB3 73429 159281 2.52% 0.261%

51 16.000 1222 1226 1232 rVB4 54101 152849 2.42% 0.251%
52 16.594 1276 1278 1283 rVB5 43978 109071 1.73% 0.179%
53 16.914 1302 1306 1311 rVB7 35154 90636 1.44% 0.149%

Sum of corrected areas: 60982626
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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: BF083176.D
6000000
6.%242

5000000 5.26

4000000 7.22
6.81

3000000

2000000 4.80

6.65 7.93
1000000

o - ULAL L

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: BF083176.D
6000000 902

5000000

12.74
4000000

10.47
3000000

2000000 13.78
9.42 11.16 1171
1000000 13.64

I

Ol P e e e e A RS R i A MR T D

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: BF083176.D
6000000

UL

A n
T T T [ T T T T [ T T T T | T T T T

5000000

4000000

3000000

2000000

1000000}°:14

20 15582 16.00 16.59 16.91
e o e e e T e T e e e e

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.80 52.36 ng 3281420 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 246 (4.799 min): BF083176.D (-243) (-) m/z 43.10 100.00%
431
59.1
5000
| .4 abo 4k b 5k
o} SRR 1 A /SBEL chFE MMM ] 'S m/z 59.10 56.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR AN R R
59.0 440 460 480 500 520
0
150 1010 m/z 101.10 15.75%
0..ﬂ,.WHTu.uh...ﬁ%Q.uL...,”..,”..,.”.,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
440 460 480 5.00 5.20
5000 m/z 58.10 14 .83%
41.0
101.0
25.0
S L IS S U S S SIS S S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 440 460 4.80 5.00 5.20

m/z 41.10 9.10%

5000
101.0
41.0 83.0
0 150 ‘\H T !
L .. e e e B B

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 unknown6.42 Concentration Rank 1

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

6.42 85.06 ng 5331060 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 388 (6.422 min): BF083176.D (-386) (-) m/z 132.10 100.00%
132.1
68.1
5000
96.1 NS LERE RRARE SRR N
401 541 ‘ | a1 | 61 6.00 6.20 6.40 6.60 6.80
Ol bl S L A8l Tm/z 68.10  55.05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A I R L A
6.00 6.20 6.40 6.60 6.80
210 510 m/z 66.05 33.47%
0'w'“'m'J\J'WH“'w'dlﬁ?ﬁq“'l“'w'“'w'“l”'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 6.0 6.60 6.80
5000 m/z 134.10 33.07%
33.0 44.0 0.0 105.0
0"I"“I'"'P"'I'”é??”'{"ﬁ%P“'I"'W""ﬁ¥qgl”"l'”'I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2742: 2-Cyclohexen-1-one R ma T o R AR
64.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.49%
5000
39.0 96.0
27.0
55.0
O'W'”MP'”LL'W'H“I”'I'”?%q”l'”'P'”l”'W'”'P'”I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.60 2.36 ng 221920 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octadecane 254 C18H38 000593-45-3 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83

Abundance Scan 754 (10.605 min): BF083176.D (-752) (-) m/z 57.10 100.00%

57.1

5000

10.20 10.40 10.60 10.80 11.00

1131 1401

183.0

0 m/z 43.10 70.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
57.0
5000 LA L L L LB L L LB

85.0 10. 20 10. 40 10. 60 10. 80 11. 00
> m/z 71.10 59.63%

29.0
o N “ 1130 1410 169.0 197.0 226.0
N e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
T e T
10.20 10.40 10.60 10.80 11.00
5000 85,0 m/z 85.10 38.89%
29.0 40
. 1130 1410 169.0 1970 2250 254.0
M = < s =
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114972: Dodecane, 1-iodo- T e
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 30.37%
5000 85.0
29.0 155.0
0.,.U..M”.hu.ﬁ:w....h}}i?.u.w...h PR — S At
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 10,20 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 5-Octadecene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.40 2.63 ng 246952 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 1-Tetradecanol 214 C14H300 000112-72-1 90
4 2-Tetradecene. (EBE)- 196 C14H28 035953-53-8 90
5 1-Pentadecanol 228 C15H320 000629-76-5 87

Abundance Scan 824 (11.405 min): BF083176.D (-822) (-) m/z 55.10 100.00%

55.1

83.1
5000

.

11.00 11.20 11.40 11.60 11.80
m/z 43.10 90.41%

139.2 167.1
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)-
55.0
83.0
11.00 11.20 11.40 11.60 11.80
29.0 111.0 m/z 57.10 77.22%

| 1390 1680 1950 2240 252.0

]

T T e T T e e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
97.0 11.00 11.20 11.40 11.60 11.80
5000 £ m/z 41.10 76.29%
125.0
0 22.0 154.0 1960 224.0
RN n o o o o B o R e e AN RRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65757: 1-Tetradecanol O L B B B e
55.0 11.00 11.20 11.40 11.60 11.80
83.0 m/z 69.10 74 .31%
5000{ 29.0
111.0
168.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 6 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.71 11.44 ng 1074150 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Butanoic acid 88 C4H802 000107-92-6 35
Abundance Scan 851 (11.713 min): BF083176.D (-849) (-) m/z 43.10 100.00%
431 731
5000
129.1
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj
| o1 157.1 1852 2133 256.3 11.40 11.60 11.80 12.00
) S ; m/z 73.10 94.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 L B SR S UL
129.0 1140 1160 11.80 12.00
970 185.0 228.0 m/z 60.10 85.46%
0 T | : ‘:‘::‘: ‘ H‘ ‘ \WIII‘HI\II\I\‘I |“|‘|||‘||||‘1|6|‘6|P| I‘I“\ S ||||||||||||
miz-> 20 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.40 11.60 11.80 12.00
5000 256.0 m/z 57.10 76.62%
129.0
97.0 1570 213.0
0 I“"I""P"'I'"'P"'I"'W"";"'}%??' T '??§q"'|“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid T T
43.0 | 73.0 11.40 11.60 11.80 12.00
m/z 41.10 71.60%
5000
1290 242.0
| o]
0||lll|l‘ll”l‘H M‘ ‘h‘ H |‘|| EI-SZIC?JI-TJI-IOIIII‘IIIZIZ?IOII ||||||| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF112115.M Tue Nov 24 10:26:46 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 3-Eicosene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.23 2.12 ng 199372 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 94
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91
Abundance Scan 896 (12.228 min): BF083176.D (-892) (-) m/z 55.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 43.10 99.37%

139.1 165.1 191.1
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

5000 LANLINLIL B L L L LB
0.0 12.00 12.20 12.40 12.60
: m/z 69.10 95.99%
o “ | 139.0 167.0 196.0 224.0 252.0 280.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
R R
12.00 12.20 12.40 12.60
5000 111.0 m/z 57.10 95.15%
29.0

139.0 167.0  210.0 238.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene R B A B
43. 12.00 12.20 12.40 12.60

m/z 83.10 92 .40%

5000
125.0

154.0 182.0 210.0 238.0 266.0
R o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.49 5.11 ng 417148 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Dodecane 170 C12H26 000112-40-3 18
4 Undecane 156 Cl11H24 001120-21-4 18
5 Tetradecane 198 C14H30 000629-59-4 11
Abundance Scan 919 (12.491 min): BF083176.D (-917) (-) m/z 43.10 100.00%
431 434
5000
ﬂ 971 129.1
185.2 2412 12.20 12.40 12.60 12.80
157.1 )
0...,....','..".",|. 2132 11 "m/z 73.10 83.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0
12.20 12.40 12.60 12.80
m/z 57.10 75.85%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 SR BN BSUREN SUNBN B
12.20 12.40 12.60 12.80
5000 129.0 m/z 60.10 74.62%
185.0
97.0 228.0
51150 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36158: Dodecane
57.0 12.20 12.40 12.60 12.80
m/z 55.10 68.32%
5000 85.0 MW
29.0
L0 1120 1410 1700
0.”.”..”..”..“..”..”..”..”..”.”..”..“..”..”. R T e L
m/z--> 26 45 éo 85 160 150 150 1éo 180 200 220 240 2éo 2éo 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 Hexadecanoic acid, 1,1-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.58 4.26 ng 347891 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 53
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 46
3 n-Butvl laurate 256 C16H3202 000106-18-3 42
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 35
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 35

Abundance Scan 927 (12.582 min): BF083176.D (-925) (-) m/z 56.10 100.00%

56.1

5000 202.1

1%

12.20 12.40 12.60 12.80 13.00

0 m/z 57.10 61.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 LA L I L L B L L L B
29.0 1220 12.40 12.60 12.80 13.00
830 ]29 m/z 202.10 42 .95%
257.0
0 ‘ . . h “‘ TRV 157.0 185.0 213.0 L J 281.0 3120
T ”q””,.upuq””.”.””.”..”.”u.”quupuw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R B
12.20 12.40 12.60 12.80 13.00
5000 m/z 43.10 40.45%
280 257.0
129.0 .
o 830 106.0 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 M
Abundance #92222: n-Butyl laurate R REan B EE LS S
56.0 12.20 12.40 12.60 12.80 13.00
m/z 41.10 39.54%
5000 201.0
29.0
83.0 129 0 M
157.0
Obprtre el “ Mot ek b 4 2200 2560 e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 10 Octadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.29 2.07 ng 168828 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 74
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 38
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 30
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 27
Abundance Scan 989 (13.291 min): BF083176.D (-985) (-) m/z 56.10 100.00%
56.1

i

5000
31 129.1 2854 A B e R
' 185.2 241.2 13.00 13.20 13.40 13.60
O et m/z 57.10 70.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 LA L L L L L L L
0.0 13. OO 13. 20 13. 40 13 60
: m/z 43.10 42 . 78%
‘ ‘ 85.0 129.0 185.0 241.0 285.0 0
Ottt ASTO SO0 21302620 || 311.0 3400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
Rl T e
13.00 13.20 13.40 13.60
m/z 41.10 36.29%
5000 229.0
129.0
185.0 284.0
0 83.0 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- R T e B
56.0 13.00 13.20 13.40 13.60
m/z 55.10 31.58%
B ‘A_/\/\J
T T T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. OO 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 Trifluoroacetic acid, n-oct... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.66 10.41 ng 849450 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Cvclotetradecane 196 C14H28 000295-17-0 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1021 (13.657 min): BF083176.D (-1018) (-) m/z 57.10 100.00%
57.1
7.1
5000
SR BN SRR SR B
39.2 13.40 13.60 13.80 14.00
Ol ,1 | .1.31.1.,.1.8.2:3, 20 8l m/z 43.10 86.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
5000 3.0 SR BN SRR SR B
13.40 13.60 13.80 14.00
m/z 55.10 77.31%
25.0
o L4 re0 o220
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.10 70.42%
. 1250 167.0 2100  267.0307.0 490.0
AL FURLALEL UL BARLELEL UL SRS LI SRR LR BUR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53621: Cyclotetradecane A BT e
55.0 13.40 13.60 13.80 14.00
m/z 69.10 62.97%
- I ‘/\/A/\L
J L || 1300 1060
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0 ' 13%0 13%0 13%0 1450
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 1-Chloroeicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.29 2.86 ng 233593 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Chloroeicosane

316 C20H41CI

042217-02-7 86

2 Heptadecane 240 C17H36 000629-78-7 83
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 80
4 10-Methvlnonadecane 282 C20H42 056862-62-5 68
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 1076 (14.285 min): BF083176.D (-1073) (-) m/z 57.10 100.00%
51.1
5000
141.1 175.0207.1240.1 . 14.00 14.20 14.40 14.60
0 283.1 m/z 43.10 76.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126142: 1-Chloroeicosane
57.0
5000 LA L L L L L LB
14.00 14.20 14.40 14.60
m/z 71.10 67.42%
m/z--> 50 150 260 250 360 3éo 460
Abundance
57.0
14,00 14.20 14.40 14.60
5000 m/z 55.10 51.02%
miz--> ””5'0'”'160"”1&1;0””200'”'250””366”'35'36”'466”
Abundance #159267: Heptacosane, 1-chloro- T
57.0 14.00 14.20 14.40 14.60
m/z 85.10 48 .55%
5000
7.0
ol U y, 1410 183.0217.0  273.0 309.0343.0378.0 414.0
m/z--> 55 100 1%0 260 250 360 350 460 14.00 1420 1440 1460

8270-BF112115.M Tue Nov 24 10:26:50 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 9

Peak Number 14 Squalene

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

14.64 3.14 ng 191424 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 78

4 2.6.10.14-Hexadecatetraenoic aci...
5 6,11-Dimethyl-2,6,10-dodecatrien. ..

332 C22H3602
208 C14H240

024035-35-6 72
1000196-53-3 72

Abundance Scan 1107 (14.640 min): BF083176.D (-1104) (-) m/z 69.10 100.00%
69.1
5000 {
T e e
121 1 14.40 14.60 14.80 15.00
340 61.1
oL %0 gl ayy d6LL 2042 2541 3412 | 778110 50.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 LA L B L LB L L B B
14.40 14.60 14.80 15.00
m/z 41.10 22.67%
137.0
o Y {roﬁ 0“ 1910 2310 273.0 341.0 410.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
R e o e o
14.40 14.60 14.80 15.00
5000 m/z 95.10 13.95%
270 105. 0137'0 1630 MM
e o T e e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... e o IS
69.0 14.40 14.60 14.80 15.00
m/z 68.05 11.56%
5000
137.0
29.0 , | 3070 | 191.0 231.0 273.0 341.0 410.0
e e T e e T T e R e e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083176.D

Aca On : 22 Nov 2015 23:37

Operator : UM/I1Z

Sample : 64482-01

Misc :

ALS Vial : 62 Sample Multiplier: 1

Z:\HPCHEM1\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 1-Docosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.62 2.62 ng 159281 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 87
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 76
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 76
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 76
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 74
Abundance Scan 1193 (15.622 min): BF083176.D (-1191) (-) m/z 57.10 100.00%
511 971
5000
2511591 rrrryreTT rrrryprrrryT T
187.0 223.1 281.1 3411 15.40 15.60 15.80 16.00
okl m/z 43.10 91.40%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55.0
97.0
5000 L UL B BN B
mmmmmmmm
28,0 195 0 m/z 97.10 91.13%
oL 1 \,\ 1 | ,\\H 4 ‘ | Js30810 3080
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 " 1540 15.60 15.80 16.00
5000 m/z 83.10 79.69%
111.0
o 1390 1810 22202500 970
m/z--> 55 160 150 200 250 300 3%0
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R  RREEEEES e
57.0 15.40 15.60 15.80 16.00
m/z 69.10 70.86%
97.0
5000
29.0 1250 1690 238.0
OIIJ‘IE “:': I‘IIJILII‘ ‘|l|.||2120.|0|{|. ||28|3|0 ——— R NI s
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083176.D

Acq On : 22 Nov 2015 23:37

Operator : UM/1Z

Sample - G4482-01

Misc :

ALS Vial : 62 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... 4.80 52.4 ng 3281420 1 6.65 1253410 20.0
unknown6 .42 6.42 85.1 ng 5331060 1 6.65 1253410 20.0
Hexadecane 10.60 2.4 ng 221920 4 11.16 1877190 20.0
5-Octadecene, (E)- 11.40 2.6 ng 246952 4 11.16 1877190 20.0
Tetradecanoic acid 11.71 11.4 ng 1074150 4 11.16 1877190 20.0
3-Eicosene, (E)- 12.23 2.1 ng 199372 4 11.16 1877190 20.0
Pentadecanoic acid 12.49 5.1 ng 417148 5 13.78 1632010 20.0
Hexadecanoic acid... 12.58 4.3 ng 347891 5 13.78 1632010 20.0
Octadecanoic acid... 13.29 2.1 ng 168828 5 13.78 1632010 20.0
Trifluoroacetic a... 13.66 10.4 ng 849450 5 13.78 1632010 20.0
1-Chloroeicosane 14.29 2.9 ng 233593 5 13.78 1632010 20.0
Squalene 14.64 3.1 ng 191424 6 15.14 1217740 20.0
1-Docosene 15.62 2.6 ng 159281 6 15.14 1217740 20.0
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