LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 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-BF041516.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.155 4 6 24 rVB 252300 590801 9.21% 0.964%
2 5.081 260 262 269 rVB 300300 436137 6.80% 0.711%
3 5.493 295 298 300 rBY 5187583 6252386 97.49% 10.197%
4 6.521 384 388 390 rBY 5448034 6413531 100.00% 10.460%
5 6.659 397 400 402 rBVY 5600911 5757528 89.77% 9.390%
6 6.887 418 420 423 rVB 1452734 1640088 25.57% 2.675%
7 7.047 432 434 436 rVB 4666672 4245425 66.19% 6.924%
8 7.459 467 470 472 rBV 3943261 4452321 69.42% 7.261%
9 7.539 475 477 479 rVB 79789 90147 1.41% 0.147%
10 8.179 530 533 535 rBVY 2637157 2289139 35.69% 3.733%

11 9.253 624 627 630 rBV 5481985 5677685 88.53% 9.260%
12 9.653 659 662 664 rBvY 808905 1116051 17.40% 1.820%
13 9.870 677 681 683 rBv 176839 156613 2.44% 0.255%
14 9.928 684 686 689 rvB2 2165161 2327792 36.30% 3.796%
15 10.110 699 702 705 rBv4 48354 110484 1.72% 0.180%

16 10.373 721 725 726 rBv2 201365 342209 5.34% 0.558%
17 10.590 741 744 747 rBV 121067 195645 3.05% 0.319%
18 10.716 752 755 758 rBV 3358874 3467565 54.07% 5.655%
19 10.842 764 766 773 rVB 377816 458322 7.15% 0.747%

20 11.036 781 783 785 rBvV2 49681 77839 1.21% 0.127%
21 11.288 803 805 806 rvv 285389 233829 3.65% 0.381%
22 11.322 806 808 811 rvv 66612 93700 1.46% 0.153%
23 11.413 814 816 818 rVvVv 2555838 2256040 35.18% 3.679%
24 11.470 818 821 825 rVB 42462 73321 1.14% 0.120%
25 11.642 834 836 841 rvVv 130898 148304 2.31% 0.242%
26 11.711 841 842 846 rvV 90615 99967 1.56% 0.163%
27 11.939 861 862 864 rBvV 132300 165665 2.58% 0.270%
28 11.973 864 865 867 rvB 81069 72059 1.12% 0.118%

29 12.111 874 877 883 rvv3 75027 145558 2.27% 0.237%
30 12.236 886 888 894 rVvB 247427 227778 3.55% 0.371%

31 12.511 910 912 916 rVB2 67524 83925 1.31% 0.137%
32 12.613 919 921 923 rBV 43447 69444 1.08% 0.113%
33 12.831 937 940 943 rBV2 241872 321318 5.01% 0.524%
34 12.876 943 944 950 rvB2 106107 206694 3.22% 0.337%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 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-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.002 952 0955 957 rBV 4572581 4667612 72.78% 7.612%

36 13.242 972 976 978 rBvV2 124095 195987 3.06% 0.320%
37 13.528 999 1001 1004 rBVvV2 133358 177473 2.77% 0.289%
38 13.574 1004 1005 1010 rVB 114324 216922 3.38% 0.354%
39 13.665 1010 1013 1015 rBV2 155533 154233 2.40% 0.252%
40 13.905 1031 1034 1041 rBV 298251 477693 7.45% 0.779%

41 14.042 1044 1046 1049 rBV 1566561 1493273 23.28% 2.435%
42 14.225 1059 1062 1064 rBVY 112862 115960 1.81% 0.189%
43 14.534 1086 1089 1095 rBV 104029 164588 2.57% 0.268%
44 14.831 1112 1115 1119 rBV 59130 69324 1.08% 0.113%
45 15.162 1141 1144 1150 rBV2 74436 157034 2.45% 0.256%

46 15.482 1169 1172 1175 rBV 1062901 1374714 21.43% 2.242%
47 15.951 1210 1213 1216 rBVY 62545 104860 1.63% 0.171%
48 17.048 1304 1309 1320 rBV7 43390 212656 3.32% 0.347%
49 17.471 1343 1346 1350 rBV4 72830 172928 2.70% 0.282%
50 17.848 1375 1379 1384 rVB4 49234 128529 2.00% 0.210%

51 18.020 1391 1394 1399 rVB5 39217 98894 1.54% 0.161%
52 18.271 1410 1416 1425 rBV2 177281 678976 10.59% 1.107%

53 18.523 1434 1438 1448 rVB6 62259 226125 3.53% 0.369%
54 19.151 1490 1493 1501 rVBS8 31593 133881 2.09% 0.218%

Sum of corrected areas: 61316972

8270-BF041516.M Mon Apr 18 18:53:43 2016 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF041516\

BF086265.D

16 Apr 2016 14:53

UM/SsJ

H2471-13

46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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5000000
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2000000
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TIC: BF086265.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.16 7.20 ng 590801 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
4 Silanol. trimethvl- 90 C3H100Si 001066-40-6 9
5 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7CI02 002568-30-1 9

Abundance Scan 6 (2.155 min): BF086265.D 4) ) m/z 75.10 100.00%
79.1
5000 j\
45.1
R e
35.1 ‘ 57.1 2.20 2.30 2.40 2.50 2.60
0 ...,....,....,....,..-..',.-..|.,...'.,....,.:.-.,....,....1,0.3'.1.,. m/z 73.05  70.86%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75.0
5000
45.0 2.20 2.30 2.40 2.50 2.60
31.0 “ m/z 45.10 34 .94%
15.0 57.0
0 ”'I""I'”"P"Hhk"ﬂlw'jW"'hl""”llhl"qq?'”'ﬁqqg'l
m/z--> 0 10 20 40 50 60 70 80 90 100 110
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.10 28.12%
45.0
29.0
55.0 101.0
e R RS IR RS RS IS A R IS B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #706: Thiocyanic acid, methyl ester T T e e
73.0 2.20 2.30 2.40 2.50 2.60
m/z 47.05 17.38%
45.0
15.0
5000
32.0 58.0 \f\\\_\‘ﬁ__v_v__‘
0"'%Q'le”l”llP"W'lLI'”'I”'W'P”I'”'I”"P"W' R IR R I IR U
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 6

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

5.08 5.32 ng 436137 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 262 (5.081 min): BF086265.D (-260) (-) m/z 43.10 100.00%
431
5000 59.1
| 691 831 1%1 4.80 500 5.20 5.40
O = L = T m/z 59.10 50.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I AR R L L

480 5.00 520 5.40
59.0 m/z 58.10 16.96%

101.0
0 20 | 510 | e #0g10 0
T B L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e
4.80 5.00 5.20 5.40
5000 57.0 m/z 101.10 16.43%
29.0
101.0
78.0
o) MRS 1 Y 1 S L VRN 2 B E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.15%
5000
58.0
150 570 ‘ 720 100.0
o) Y ./ Y Y A i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.66 Concentration Rank 1

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

6.66 70.21 ng 5757530 1,4-Dichlorobenzene-d4 6.89
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 400 (6.659 min): BF086265.D (-397) (-) m/z 132.10 100.00%
13p.1
5000 68.1
01y || BT "ok 650 680 700
0 e R | MM m/z 68.10 43.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U R UL UL S
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.06%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 29.53%
0 5.0 00 g5
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl i e
57.0 132.0 6.40 6.60 6.80 7.00
4.0 m/z 69.10 18.05%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R R R man !
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.94 ng 342209 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 725 (10.373 min): BF086265.D (-721) (-) m/z 57.10 100.00%

5%.1

5000
39 1132 1411 10.00 10.20 10.40 10.60
0 168.2 m/z 71.15  69.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000
85.0 10.00 10.20 10.40 10.60
29.0 ’ m/z 43.10 63.14%
0 ‘ “ Il ‘ , 1130 141.0 169.0 197.0 226.0
L I A I e o e LR o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.20 48.77%
29.0
0 113.0 ]_4]_ 0 169 o 198.0
L I A I e o B N L S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #114972: Dodecane, 1-iodo-
57.0 10.00 10.20 10.40 10.60
m/z 41.10 25.41%
5000 85.0
29.0 155.0
0...,....,....,....,....,}}i?.... S RN SO e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. OO 10. 20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.84 4_.06 ng 458322 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Undecane. 5-ethvl-5-propvl- 226 C16H34 002755-07-9 78
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 766 (10.842 min): BF086265.D (-764) (-) m/z 57.20 100.00%

5%.2

5000

10.60 10.80 11.00 11.20

1132 1402 169.2 197.2

0! m/z 71.15 71.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57.0
85.0
5000 LA L B L L L L L L
10 60 10 80 11. OO 11. 20
m/z 43.10 67 .58%
29 0 113.0
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnuluup.npn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T T
85.0 10.60 10.80 11.00 11.20
5000 m/z 85.20 47.21%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane R e e
57.0 10.60 10.80 11.00 11.20
m/z 41.10 27.72%
5000
85.0
29.0
0 ‘ Ly 1130 1410 1600 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.83 4.30 ng 321318 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 50
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 35
5 Hexadecanoic acid, 1,l1-dimethyle... 312 C20H4002 031158-91-5 27

Abundance Scan 940 (12.831 min): BF086265.D (-937) (-) m/z 56.10 100.00%
56.1
5000
s 129.1 257.3
: 185.2 213.2 12.60 12.80 13.00 13.20
157.2
Obrrerrrrrtlies -!'.-.“:.;J!'..'."-,l. .-.H.',.~.|'..~,-....',..l..,.'...~,...'.',.'...L....-,..??,l.'.l..f???;? m/z 57.10 55.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56.0
5000 LRI SN BULBLE SO R
2570 1260 12.80 13.00 13,20
29.0 83.0 1290 ' m/z 43.10 36.77%
ot 20, | w0280 | | gy 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
" 12'60 12.80 13.00 13.20
5000 m/z 41.10 31.79%
239.0
29.0
850 129.0 157.0 185.0 213.0 282.0 312.0

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

Abundance #12423: Nipecotic acid R RREREEES T
12.60 12.80 13.00 13.20

m/z 73.10 30.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.88 2.77 ng 206694 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 76
2 Octacosane 394 C28H58 000630-02-4 62
3 Tetracosane 338 C24H50 000646-31-1 62
4 Eicosane 282 C20H42 000112-95-8 58
5 Octane, 2-methyl- 128 C9H20 003221-61-2 58
Abundance Scan 944 (12.876 min): BF086265.D (-943) (-) m/z 57.20 100.00%
57.2
5000
213.2 {M$
99, 12,60 12,80 13.00 13.20
135.1
0...-.\, Kl A Moo . m/z 71.10 72.35%
m/z--> 50 100 150 200 250 300 350
Abundance #55007: Tetradecane
57.0
5000 LRI U BN SN B
12. 60 12. 80 13 00 13 20
m/z 43.10 68.49Y%
27}0‘ | | 99.0 4410 198.0
oAb e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
12,60 12,80 13.00 13.20
5000 m/z 85.20 47 .66%
99.0
o 27.0 141.0 1830 225.0 281.0  337.0 394.0
m/z--> éo 160 1%0 200 250 360 350 '
Abundance #136481: Tetracosane L R e B S
57.0 12.60 12.80 13.00 13.20
m/z 213.15 33.84Y%
5000
990
0 2710 ] |y |, 1410 1830 225.0 267.0 338.0
m/z--> éo 160 1%0 200 250 360 3éo ' 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.24 2.62 ng 195987 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 87
4 Nonacosane 408 C29H60 000630-03-5 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

Abundance Scan 976 (13.242 min): BF086265.D (-972) (-) m/z 57.10 100.00%

57.1
>0 _JAﬁ\_,AvﬂﬁJf

141.2 169.2193.1216.2 13.00 13.20 13.40 13.60
(o} ' m/z 71.15 81.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57.0
85.0

5000 LA B L L L L L L
13. 00 13 20 13. 40 13. 60
20.0 m/z 85.15 61.81%
0 L Ly H11?0\1410 169.0 197.0 2400
T e T e T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T e T
85.0 13.00 13.20 13.40 13.60
5000 ' m/z 43.10 55.63%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

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

Abundance #115575: Eicosane, 10-methyl- A RmaE S

57.0 13.00 13.20 13.40 13.60
m/z 55.10 21.87%

5000 85.0
113.0  154.0
0 U “ Lo ,,183.0 211.0 239.0 2810

N .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Octadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.53 2.38 ng 177473 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 64
2 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 43
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30

Abundance Scan 1001 (13.528 min): BF086265.D (-999) (-) m/z 56.10 100.00%
56.1
5000
31 129.1
|| ) 185.2 o413 2854 13.20 13.40 13.60 13.80
Obprrefbrey: m/z 57.10 53.33%
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 AR DARSRUVESA AR

13 20 13. 40 13.60 13.80
29.0 m/z 43.10 42.06%

129.0
85.0 285.0
185.0
oAbty e 2155021902810 T 1 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
e L e
13.20 13.40 13.60 13.80
5000 m/z 41.10 34.74%
29.0
o 85.0 126.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72506: Pentadecane, 8-methylene- A e e AR
13.20 13.40 13.60 13.80
m/z 55.10 30.10%
5000
290 84.0

) 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknownl3.67 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.07 ng 154233 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Humulane-1.6-dien-3-ol 222 C15H260 1000140-23-1 43
2 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 41
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 38
4 1H-Cycloproplelazulene. la.2.3.4... 204 C15H24 000489-40-7 38
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 30
Abundance Scan 1013 (13.665 min): BF086265.D ( 1010) (-) m/z 204.30 100.00%
43.1 81.1 109.2 204.

5000
e T
230.2 2811 13.40 13.60 13.80 14.00
0 ; m/z 109.15 99.89%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70968: Humulane-1,6-dien-3-ol
109.0
43.0

13.40 13.60 13.80 14.00
m/z 81.10 95.92%

5000

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109.0 1330 1610 204.0
410 * IIIIIIIIIIIIIIIIIIIIIII
: 13.40 13.60 13.80 14.00
5000 69.0 m/z 43.10 87.88%
180.0
Ol WL Al e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... T
204.0 13.40 13.60 13.80 14.00
m/z 95.10 44 _.09%
5000 95.0
. 161.0
41.0 123.0
' 67.0
[0} L e EEEEmme
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.91 6.40 ng 477693 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 74
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 74
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 70
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 68
Abundance Scan 1034 (13.905 min): BF086265.D (-1031) (-) m/z 57.10 100.00%

13. 60 13. 80 14. OO 14 20
141.2 168.3 .
S, 209.1 m/z 71.20 67.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57.0

517.1
5000 :

o

5000
13.60 13.80 14.00 14.20
31.0 111.0 m/z 43.10 67.26%
141.0 169.0 196.0 224.0 255.0 551 o
0! -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
83.0 13. 60 13. 80 14. 00 14.20
5000 m/z 85.15  46.42%

29.0 111.0
o 139.0 168.0 196.0 2270 258.0
T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125129: Ethanol, 2-(octadecyloxy)- e e EEEanma e

13.60 13.80 14.00 14.20
m/z 55.10 41.18%

5000 :
29.0
111.0
141.0 169.0 197.0 224.0 252.0 283.0 317 o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

14 .53 2.20 ng 164588 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Heneicosane 296 C21H44 000629-94-7 72
3 Heptadecane 240 C17H36 000629-78-7 68
4 Hexadecane 226 C16H34 000544-76-3 68
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 1089 (14.534 min): BF086265.D (-1086) (-) m/z 57.10 100.00%

51.1
>0 M
97.1 A S = e

| §27.2 1692 2071 o811 397.4 1420 14.40 1460 14.80

Ob b iy gy Lt e S e e m/z 71.20 77.93%

m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0

5000 LA L L L L L L LB |
14.20 14.40 14.60 14.80
99.0 m/z 43.10 61.03%
oL 20 L) B0 a0 zmo 20
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
A S ———
14.20 14.40 14.60 14.80
5000 m/z 85.15 60.98%
99.0
27,0 141.0 183 0 225.0 266.0296.0
R RN s B L A
miz--> 50 100 150 200 250 300 350 400
Abundance #82608: Heptadecane AEEEEET e s
57.0 14.20 14.40 14.60 14.80
m/z 55.10 36.36%
5000
99.0
. 270] | | J | 1410 1330 240.0
IIIIIIIII IIII‘IIII T T T T IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
miz--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknownl7.05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.05 3.09 ng 212656 Perylene-di12 15.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. I(Z.2)-3.7.11-trime... 264 C17H2802 1000164-38-6 38
2 Nerolidol 1 222 C15H260 1000285-43-5 38
3 4-Hexenenitrile. 2.5-dimethvl-2-... 191 C13H21N 069340-56-3 35
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 35
5 Crotonic acid, o-formylphenyl ester 190 C11H1003 114636-69-0 30

Abundance Scan 1309 (17.048 min): BF086265.D (-1304) (-) m/z 69.10 100.00%

5000

16.80 17.00 17.20 17.40

0! m/z 151.10 38.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96908: Acetic acid, [(Z,2)-3,7,11-trimethyl-2,6,10-dodeca...
69.0
5000 41.0 93.0 ....,.’\...|.../\.|....|...
: 16.80 17.00 17.20 17.40
m/z 81.10 31.84%
136.0 161.0 204.0 264.0
0 ,um.\u.ﬂ‘.“ Al 14 181, 2430
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
R AR RRRES T
16.80 17.00 17.20 17.40
5000 93.0 m/z 41.10 31.70%
43.0
136.0
o 161.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49876: 4-Hexenenitrile, 2,5-dimethyl-2-(3-methyl-2-butenyl)- R AR RRRES T
69.0 16.80 17.00 17.20 17.40
m/z 107.10 31.53%
41.0
5000
108.0
148.0 191.0
oY SR Y VPR, N S S N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086265.D

Aca On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 4-(2,2-Dimethyl-6-methylene... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.27 9.88 ng 678976 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-(2.2-Dimethvl-6-methvlenecvclo... 194 C13H220 095452-13-4 52
2 1-Cvclobutanol. 1-methvl-2-(2.2-._.. 208 C14H240 1000197-21-8 47
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 38
4 6.10-Dodecadien-1-vn-3-ol. 3.7.1... 220 C15H240 002387-68-0 35
5 1-Naphthalenepropanol, .alpha.-e... 306 C20H3402 004549-12-6 30
Abundance Scan 1416 (18.271 min): BF086265.D (-1410) (-) m/z 69.10 100.00%
69.1
= M,L
won| | 1800 1820 1840 B0
0 : R m/z 81.10 58.21%
m/z--> 50 100 150 200 250 300 350
Abundance #51988: 4-(2,2-Dimethyl-6-methylenecyclohexyl)butanal
69.0
41.0
5000 RN SRR BN AN U
18.00 18.20 18.40 18.60
1090 1560 m/z 135.15  37.25%
‘ 179.0
0! “l“\‘.H“.‘l‘.‘.‘L.|....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
69.0
18,00 18.20 18.40 18.60
5000 107.0 m/z 41.10 35.28%
43.0 150.0
180.0
208.0
L L WL s L I WL
m/z--> 50 100 150 200 250 300 350
Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- B A RRREE R
69.0 18.00 18.20 18.40 18.60
m/z 95.10 29.32%
- //\h»f/\4-u//\\\»\ﬁ/ﬂ\x«,f~
41.0
136.0
95.0
Olml‘{lIH‘IJl‘\I\I‘HllkhlJ\I |1|75|'0| .?3.:‘[.(.)|.... —— R B e
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
Data File : BF086265.D

Acq On : 16 Apr 2016 14:53

Operator : UM/SJ

Sample : H2471-13

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.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]
Propane, 1,l1-dime... 2.16 7.2 ng 590801 1 6.89 1640090 20.0
2-Pentanone, 4-hy... 5.08 5.3 ng 436137 1 6.89 1640090 20.0
unknown6 .66 6.66 70.2 ng 5757530 1 6.89 1640090 20.0
Hexadecane 10.37 2.9 ng 342209 3 9.93 2327790 20.0
Heneicosane 10.84 4.1 ng 458322 4 11.41 2256040 20.0
Hexadecanoic acid... 12.83 4.3 ng 321318 5 14.04 1493270 20.0
Tetradecane 12.88 2.8 ng 206694 5 14.04 1493270 20.0
Heptadecane 13.24 2.6 ng 195987 5 14.04 1493270 20.0
Octadecanoic acid... 13.53 2.4 ng 177473 5 14.04 1493270 20.0
unknownl3.67 13.67 2.1 ng 154233 5 14.04 1493270 20.0
Ethanol, 2-(hexad... 13.91 6.4 ng 477693 5 14.04 1493270 20.0
Eicosane 14.53 2.2 ng 164588 5 14.04 1493270 20.0
unknownl17 .05 17.05 3.1 ng 212656 6 15.48 1374710 20.0
4-(2,2-Dimethyl-6... 18.27 9.9 ng 678976 6 15.48 1374710 20.0
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