LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 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-BF042216.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 5.036 255 258 263 rBV 64119 89529 2.38% 0.218%
2 5.447 291 294 296 rBVY 3491767 3516841 93.30% 8.578%
3 6.476 381 384 387 rBVY 2306155 3440853 91.28% 8.393%
4 6.613 393 396 398 rBVY 3786455 3586405 95.14% 8.748%
5 6.681 400 402 404 rvB 33477 38750 1.03% 0.095%
6 6.842 414 416 426 rBV 994030 1072233 28.44% 2.615%
7 7.002 428 430 432 rBV 3294932 2968349 78.74% 7.240%
8 7.104 437 439 442 rVB2 19377 37748 1.00% 0.092%
9 7.413 463 466 468 rBY 1683554 2119008 56.21% 5.169%
10 7.504 472 474 481 rVB 63097 126494 3.36% 0.309%
11 7.699 490 491 494 rBV 42371 46377 1.23% 0.113%
12 7.870 503 506 510 rBV5 28194 60301 1.60% 0.147%
13 8.133 526 529 531 rBV 996745 1247171 33.09% 3.042%
14 8.179 532 533 536 rVB2 30122 51462 1.37% 0.126%
15 8.407 551 553 556 rVB3 37806 52069 1.38% 0.127%
16 8.556 564 566 568 rBV2 28189 37896 1.01% 0.092%
17 8.727 579 581 582 rBV2 48578 57723 1.53% 0.141%
18 8.819 588 589 593 rVB3 28171 38090 1.01% 0.093%

19 9.207 620 623 625 rBV 3653355 3769587 100.00% 9.195%
20 9.287 628 630 632 rvv 131941 162207 4 _30% 0.396%

21 9.322 632 633 639 rVvB3 86275 124235 3.30% 0.303%
22 9.539 650 652 655 rBv3 31680 49454 1.31% 0.121%
23 9.596 655 657 661 rBvY 791631 728108 19.32% 1.776%
24 9.813 675 676 679 rBvV 176134 163316 4_.33% 0.398%
25 9.882 679 682 684 rBV 1345207 1277025 33.88% 3.115%

26 10.042 694 696 698 rBv2 27077 44781 1.19% 0.109%
27 10.133 702 704 706 rVB3 33592 54698 1.45% 0.133%
28 10.316 718 720 722 rVB 240986 192323 5.10% 0.469%
29 10.533 736 739 742 rBV 72315 118559 3.15% 0.289%
30 10.670 748 751 753 rBV 1506664 1829727 48.54% 4.463%

31 10.785 760 761 766 rVB 191515 241528 6.41% 0.589%
32 10.979 776 778 780 rBV 28717 41071 1.09% 0.100%
33 11.231 797 800 806 rBv2 99425 200213 5.31% 0.488%
34 11.368 809 812 816 rBV2 744196 1296076 34.38% 3.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 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-BF042216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.596 829 832 836 rBvV 324816 475537 12.62% 1.160%

36 11.665 836 838 840 rvB 48418 67149 1.78% 0.164%
37 11.893 857 858 860 rBvV 53024 46077 1.22% 0.112%
38 11.973 863 865 869 rvB2 49623 71709 1.90% 0.175%
39 12.145 879 880 886 rBV5 24335 63363 1.68% 0.155%
40 12.305 892 894 896 rBV 43220 60594 1.61% 0.148%

41 12.419 901 904 910 rBV 508536 1103447 29.27% 2.691%
42 12.568 915 917 919 rBV 377033 469663 12.46% 1.146%
43 12.614 919 921 924 rVB 105515 124971 3.32% 0.305%
44 12.796 933 937 941 rBV 404587 634636 16.84% 1.548%
45 12.945 948 950 953 rBV 2355116 2723621 72.25% 6.643%

46 13.082 961 962 964 rVB 107838 83490 2.21% 0.204%
47 13.185 968 971 973 rBv2 112086 155307 4.12% 0.379%
48 13.231 973 975 979 rVB3 68704 92539 2.45% 0.226%
49 13.402 987 990 992 rBV2 86628 175059 4.64% 0.427%
50 13.448 992 994 996 rvVv 73724 90789 2.41% 0.221%
51 13.528 999 1001 1002 rvVv 76201 87242 2.31% 0.213%

52 13.848 1027 1029 1034 rBV 272798 395362 10.49% 0.964%
53 13.996 1039 1042 1049 rVV2 890437 1356007 35.97% 3.308%
54 14.168 1055 1057 1058 rBV 81755 76264 2.02% 0.186%
55 14.477 1081 1084 1085 rBV 139789 202458 5.37% 0.494%

56 14.911 1119 1122 1124 rVB 282885 354024 9.39% 0.864%
57 15.014 1128 1131 1136 rBV 129435 353653 9.38% 0.863%
58 15.094 1136 1138 1139 rVV 195309 270528 7.18% 0.660%
59 15.117 1139 1140 1149 rVB2 239957 590020 15.65% 1.439%
60 15.414 1164 1166 1173 rVB 480188 816315 21.66% 1.991%

61 15.642 1183 1186 1195 rVB 642567 1078999 28.62% 2.632%
62 15.860 1203 1205 1208 rBV 68348 98733 2.62% 0.241%

Sum of corrected areas: 40997763
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF042216\

BF086405.D

23 Apr 2016 22:19

UM/SsJ

H2652-03

49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 unknown6.61 Concentration Rank 1

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

6.61 66.90 ng 3586410 1,4-Dichlorobenzene-d4 6.84
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 396 (6.613 min): BF086405.D (-393) (-) m/z 132.10 100.00%
13p.1
5000 68.1 jk
96.1 T T T T T T T T T
40.0 541 620 6.40 6.60 6.80 7.00
0 S S T .2 | m/z 68.10 43.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AN L UL R
620 6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.18%

Abundance

0 ‘ b H 1, . !
----|----|----|----|----|-------|----|----
m/z--> 40 60 80 100 120 140 160 180

132.0

6.20 6.40 6.60 6.80 7.00

5000 m/z 66.10 28.25%
51.0 70.0 86.0
O T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 17.92%

74.0
116.0
5000 98.0 J\\J
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 6. 20 6. 40 6. 60 6. 80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Hexanoic acid, 2-ethyl- Concentration Rank 19

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

7.50 2.03 ng 126494 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 80
2 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 50
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
4 Acetic acid. diethvl- 116 C6H1202 000088-09-5 40
5 Urea, ethyl- 88 C3H8N20 000625-52-5 38

Abundance Scan 474 (7.504 min): BF086405.D (-472) (-) m/z 73.05 100.00%
73.0
5000
41.1
101.1 RRmma e RN
7.20 7.40 7.60 7.80
 I— l...-,|-|-?.‘-3.2'.1,....,....,....,.... m/z 88.10 78.68%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73.0
00 a0 720 7.40 7.60 7.80
101.0 m/z 57.10 36.07%
o tj.ﬁzgq — T
m/z--> 50 100 150 200 250 300 350
Abundance
720 7.40 7.60 7.80
5000 m/z 41.10 34 .45%
0""I""I""I""""""""
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester Al Eamas R S
43.0 880 7.20 7.40 7.60 7.80
m/z 87.10 23.10%
5000
o M JJ i{ ‘ !‘11501420 173.0 214024202720 313.0 355.0
m/z--> 50 100 150 200 250 300 350 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Eicosane Concentration Rank 15

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

9.81 2.56 ng 163316 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 72

Abundance Scan 676 (9.813 min): BF086405.D (-675) (-) m/z 57.10 100.00%
51.1

5000

:

9.40 9.60 9.80 10.00 10.20

1131 1411 1721

0 m/z 43.10 70.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
5—.0 w
5000 LA L L L L L L L LB
85.0 940 960 980 1000 1020
29.0 m/z 71.15 59.71%
0 \‘ ‘\ h | Y 1130 141.0 1690 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
LA e s S R
9.40 9.60 9.80 10.00 10.20
5000 m/z 85.15 36.96%
85.0
29.0

113.0 141.0 184.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane e S e e
57.0 9.40 9.60 9.80 10.00 10.20
m/z 41.10 33.49%

5000
85.0
29.0
o | L L ‘ 1130 1410 1690 1970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 940 960 980 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.32 3.01 ng 192323 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 Cl16H34 000544-76-3 83
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
Abundance Scan 720 (10.316 min): BF086405.D (-718) (-) m/z 57.10 100.00%
57.1
5000
113.1 10.00 10.20 10.40 10.60
0 1902 1682 m/z 43.10 65.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0
85.0
5000 UV BARAR RRRRE
10.00 10.20 10.40 10.60
29.0 m/z 71.15 54 _44%
m/z--> 20 Jo 60 éo 160 150 1&0 1éo 180 200 220 250
Abundance
57.0
10.00 10.20 10.40 10.60
0
5000 850 m/z 85.20 43.23%
29.0 141.0
o 113.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane AR e e a e
57.0 10.00 10.20 10.40 10.60
m/z 41.10 31.16%
5000 85.0
29.0
. | || 1130 1410 1690 1980
m/z--> 20 ' éo 80 100 150 140 160 180 200 220 240 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.73 ng 241528 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 761 (10.785 min): BF086405.D (-760) (-) m/z 57.10 100.00%
57.1
e e L}L/\M
113.1 169.2 mmmmmmum
Obrrrprrrae bl e 0 L 08 2 2238 Tm/z 43.10  70.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55007: Tetradecane
T w
5000 AU R
850 mmmmmmum
29.0 m/z 71.20 65.83%
o “ ‘ L 113 0 14]_ 0169.0 198 0
e O e R e R TR TR
Abundance
57.0
10,40 10,60 10.80 11.00
0
5000 85.0 m/z 85.15 43 .36%
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82606: Heptadecane A R EES B e S
57.0 10.40 10.60 10.80 11.00
m/z 41.10 32.88%
5000 85.0
29.0
0 ‘ Iy \‘1113 0 141 0 169 0197.0 240 0
e e e e e e e B BamE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10.80 11.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search
Z:\HPCHEM1\BNA F\DATA\BF042216\
BF086405.D
23 Apr 2016 22:19
UM/SJ
H2652-03

49 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Compound Report

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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

Peak Number

9 1-Pentadecanol

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1160 7.3ang 475537  Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Pentadecanol 228 C15H320 000629-76-5 94
2 Cvclotetradecane 196 C14H28 000295-17-0 93

3 2-Tetrade

cene. (BE)- 196 C14H28

035953-53-8 92

4 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 832 (11.596 min): BF086405.D (-829) (-) m/z 55.10 100.00%
1 83.2
200 iw
R e N EAERE R
11.20 11.40 11.60 11.80 12.00
o] m/z 69.10 94 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75200: 1-Pentadecanol
43.0 83.0
5000 BN LN L L L L L L
111.0 11.20 11.40 11.60 11.80 12.00
m/z 83.15 92.61%
ZHo 67 1400 182.0
0 ...,.h\..w,\;..w.\,.\...,w.\..\l“,..»l.,Jw...q'...m.l,f%@-?. I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
R RN RREEEEE RS
83.0 11.20 11.40 11.60 11.80 12.00
5000 m/z 43.10 87.64%
39.0 111.0
O T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53627: 2-Tetradecene, (E)- R B s B
55.0 11.20 11.40 11.60 11.80 12.00
m/z 57.10 74 .91%
5000 29.0
83.0
111.0
R T T
O I I o o o L e e A EREEE R R e e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 1-Nonadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.42 17.03 ng 1103450 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 93
2 1-Heptadecene 238 C17H34 006765-39-5 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 904 (12.419 min): BF086405.D (-901) (-) m/z 83.10 100.00%
54.1 1
5000 ] _v_,y_w__#__[K\“ﬂ,\,__M,N_
139.2 206.1 12.00 12.20 12.40 12.60 12.80
N 168.2 237.1 m/z 55.10 99.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #108955: 1-Nonadecanol
43.0 83.0
5000 AU DR AR
nmnmnmnmnm
m/z 69.10 91.19%
o 180\‘ Ll 1390 1680 1060 2380 266.0
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance
57.0 83.0
12.00 12,20 12.40 12.60 12.80
5000 m/z 43.10 85.68%
29.0 111.0

140.0 168.0 210.0 238.0

s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89785: 5-Octadecene, (E)- e
55.0 12.00 12.20 12.40 12.60 12.80

m/z 57.10 83.70%

83.0

5000

111.0

%

X 139.0 168.0 195.0 224.0 252.0
P e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12/00 12.20 12,40 12.60 12.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.29 ng 155307 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 10-MethvlInonadecane 282 C20H42 056862-62-5 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 971 (13.185 min): BF086405.D (-968) (-) m/z 57.10 100.00%
57.1
5000
13.2 12:80 13.00 13.20 13.40 13.60
215.1
obed MLl A5 5 2988, e m/z 71.10  79.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73964: Hexadecane
57.0
5000 AR SRR U BRI B

12:80 13.00 13.20 13.40 13.60
m/z 43.10 61.71%

113.0 169.0 226.0

O I“‘lll ISR S VA D DR DA SR B

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R A B e
12.80 13.00 13.20 13.40 13.60
5000 m/z 85.15 50.70%
154.0
0 267.0
R B B aa B o e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane AR B
57.0 12.80 13.00 13.20 13.40 13.60
m/z 55.10 24 .07%
5000
130 169.0
Ol AN L 2250 2810 337.0 393.0 449.0 505.0 562.0,817.0 T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 12. 80 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 unknownl13.40 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.58 ng 175059 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihexadecvl phosphate 546 C32H6704P 002197-63-9 43
2 Androstan-3-one. 4.4-dimethvl-. ... 317 C21H35NO 056052-62-1 43
3 Octadecane. l-isocvanato- 295 C19H37NO 000112-96-9 38
4 2-l1sobutvithiazole 141 C7H11INS 018640-74-9 38
5 2-Octen-4-one, 2-methoxy- 156 C9H1602 024985-48-6 30
Abundance Scan 990 (13.402 min): BF086405.D (-987) (-) m/z 99.10 100.00%
9d.1
2000 M\L—A—J
13.00 13.20 13.40 13.60 13.80
0 : m/z 69.10 50.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170924: Dihexadecyl phosphate
99.0
5000 AR DU UL DU B
57.0 Bmmmmmmmnm
m/z 57.10 44 .86%
oLl M “h\ ‘h 139018102240 27805230 547.0
m/z--> 5 100 150 200 250 300 3éo 460 4éo 560 séo
Abundance
99.0
13.00 13.20 13.40 13.60 13.80
0
5000 140.0 m/z 55.10 42 .56%
55.0 301.0 NMM_PAJL\ﬁhijfkv“\APNA\
216.0
O T LA B B
m/z--> 55 160 1éo 200 250 300 3éo 460 4%0 560 séo
Abundance #114843: Octadecane, 1-isocyanato- A RREEE RS E ST
949.0 13.00 13.20 13.40 13.60 13.80
m/z 83.10 41 .05%
5000
oL | | |140055 0224.0
m/z--> 5'0 100 1&'30 200 250 300 3&'30 4(')0 4éo 5(')0 5&1;0 13. 00 13. 20 13. 40 13 60 13. 80

8270-BF042216.M Mon Apr 25 14:38:27 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Cyclodocosane, ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.85 5.83 ng 395362 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 83
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 80
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 70
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 68
Abundance Scan 1029 (13.848 min): BF086405.D (-1027) (-) m/z 57.10 100.00%
57.1
5000 97.2 Aﬂfff\‘J\_NvJA\V,L_ﬂ\J\ﬂ/Aﬂ
| bes2 230.1 1360 13.80 14.00 14.20
ol [Ap21552 2002 | 2602 3103 38613873 371G 71.86%
m/z--> 50 100 150 200 250 300 350
Abundance #135653: Cyclodocosane, ethyl-
57.0
97.0
5000 LR BN SURRURS I
13.60 13.80 14.00 14.20
2070 m/z 71.10 59 .54%
o 770 I ‘\ i h 1390 1810 2230 2650 3360
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
1360 13.80 14.00 14.20
5000 97.0 m/z 55.10 52.13%
oL O G0 MO0 M_\JLM/w
m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride R AR RRRES T
57.0 13.60 13.80 14.00 14.20
m/z 83.15 50.00%
97.0
- MJ\W\
224.0
oL 24 A L ‘ F 16.?9," oL fpdsro
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.99 ng 202458 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C16H34 000544-76-3 89
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 1084 (14.477 min): BF086405.D (-1081) (-) m/z 57.10 100.00%
57.1
5000 L,~\}\N/wafj\“ﬂ“"‘j\V*]\\
s 2302 3975 A0 1A% 60 e
412 183.2 , : - : : -
ol |, ks .1|, LA%2 dee2 Ty 3002 362 TTCAsla U198 80.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57.0
5000 LRI L UL I B
mmmmmmmm
m/z 85.15 61.86%
m/z--> §0 15 260 2éo 360 3%0 460 '
Abundance
57.0
14,20 14.40 14.60 14.80
5000 m/z 43.10 60.53%
99.0
o 15.0 141.0 183.0 240.0
miz-> 50 100 150 200 250 300 350 400
Abundance #91035: Octadecane Al Eamas R S
57.0 14.20 14.40 14.60 14.80
m/z 55.10 28.22%
5000 M
99.0
o [ J‘ | 141.0 183.0 254.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1;0 4(|)O ' 14'20 14. 40 14 60 14. 80

8270-BF042216.M Mon Apr 25 14:38:29 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Octadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .91 8.67 ng 354024 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 7Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 74
5 Z,Z-4,16-0Octadecadien-1-ol acetate 308 C20H3602 1000130-95-7 58
Abundance Scan 1122 (14.911 min): BF086405.D (-1119) (-) m/z 82.10 100.00%
43.1] 831
5000
2.2 1460 14,50 15,00 15,20
of—riid 191.2 232.2269.2308.2 368.3 415.4 4705 /7 57 10 98 967

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #99445; Octadecanal
43.0
82.0
5000 LA L L L L L LN |
14.60 14.80 15.00 15.20
m/z 43.10 82.72%
24.0
o J\Mw“.@ﬂ?w”“mwuwuwmw
m/z--> 0 200 250 300 350 400 450
Abundance
43.0 82.0
R R ma AR
14.60 14.80 15.00 15.20
5000 m/z 96.10 68.91%
124.0
o 166.0 208.0 250.0
L B e T e L B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107629: Oxirane, heptadecy!- T
43.0 82.0 14 60 14. 80 15. OO 15 20

m/z 83.10 57.82%

- M/\]L_Jj\/\w\
24.0
0 L 166.0 222.0 264.0
T L L B L B
m/z--> 0 50 100 150 200 250 300 350 400 450 14. 60 14. 80 15. OO 15. 20

8270-BF042216.M Mon Apr 25 14:38:29 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 Docosane, 9-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.09 6.63 ng 270528 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 1138 (15.094 min): BF086405.D (-1136) (-) m/z 57.10 100.00%

5000 v\»xj\wNA\\NN/V\\VxMﬂ_VAL,A

14.80 15.00 15.20 15.40

141.2 183 2 9942 268.1305,2344.3 390.3

0 m/z 71.20 75.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147096: Docosane, 9-butyl-
57.0
5000 LA L L L L L L LB

14.80 15.00 15.20 15.40
m/z 43.10 55.79%

11 F | }4101820 253.0 3090 3559

VRS 1 I 0 s - G .
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
R e
14.80 15.00 15.20 15.40
5000 m/z 85.10 52.49%
99.0
e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane Al B R
14.80 15.00 15.20 15.40
m/z 99.15 19.08%
5000

E

141.0 183.0 225.0 296.0
e
miz--> 0 50 100 150 200 250 300 350 400 450 1480 15.00 1520 15.40

8270-BF042216.M Mon Apr 25 14:38:30 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.12 14.46 ng 590020 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Octadecanol 270 C18H380 000112-92-5 87
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 78
4 1-Heptadecanol 256 C17H360 001454-85-9 74
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 70
Abundance Scan 1140 (15.117 min): BF086405.D (-1139) (-) m/z 83.10 100.00%
ilil MM/U\A‘W
5000
25.1 e
252.2 14.80 15.00 15.20 15.40
, 344.2 390.3431.4 .
ol b Ailbd L 4072 2122 | 2043 “FAZ 303D 4925 “n/z 97.10  90.67%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 LRI NI SN B
14.80 15.00 15.20 15.40
m/z 55.10 87 .73%
1{] | #39'0 182.0 224.0 266.0
0--“‘J*f~ﬂl-““r--d.%%$q GABSBSABN SRR RAARRaRE
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0 83.0
14.80 15.00 15.20 15.40 |
5000 m/z 57.10 87 .10%
125.0
168.0 224.0
Oy 11 [T T T T T T T e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89757: E-15-Heptadecenal B BEmmEmEs B
43.0 14.80 15.00 15.20 15.40
83.0 m/z 43.10 78 .49%
- M
25.0
o | , 168.0210.0252.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086405.D

Aca On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample : H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Oxirane, hexadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.64 26.44 ng 1079000 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 83
5 Tetracosanal 352 C24H480 057866-08-7 83
Abundance Scan 1186 (15.642 min): BF086405.D (-1183) (-) m/z 57.10 100.00%
57.1
96.1
5000
LRI SUMILE B BN SUM
15.40 15.60 15.80 16.00
ol 180.2 222.2 277.2 324.2  390.3426.4462.4 n/z 82.10 93 00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99460: Oxirane, hexadecyl-
43.0 82.0
5000 LRI BRI BN L SU
1540 15.60 15.80 16.00
23.0 m/z 43.10 84.19%
o hw‘mn 1660 208.0 250.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0 82.0
' 15.40 15.60 15.80 16.00
5000 m/z 96.10 64 .80%
124.0
0 166.0 222.0 264.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #99446: Octadecanal L S B e SR
15.40 15.60 15.80 16.00
m/z 55.10 61.81%
5000 \\VNJ\hvvxyﬁv/\Vxﬂgj\f\\v\-v
0 s B
m/z--> 50 100 150 200 250 300 350 400 450 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042216\
Data File : BF086405.D

Acq On : 23 Apr 2016 22:19

Operator : UM/SJ

Sample - H2652-03

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042216_.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]
unknown6.61 6.61 66.9 ng 3586410 1 6.84 1072230 20.0
Hexanoic acid, 2-... 7.50 2.0 ng 126494 2 8.13 1247170 20.0
Eicosane 9.81 2.6 ng 163316 3 9.88 1277030 20.0
Heptadecane 10.32 3.0 ng 192323 3 9.88 1277030 20.0
Tetradecane 10.78 3.7 ng 241528 4 11.37 1296080 20.0
1-Pentadecanol 11.60 7.3 ng 475537 4 11.37 1296080 20.0
1-Nonadecanol 12.42 17.0 ng 1103450 4 11.37 1296080 20.0
Hexadecane 13.19 2.3 ng 155307 5 14.00 1356010 20.0
unknown13.40 13.40 2.6 ng 175059 5 14.00 1356010 20.0
Cyclodocosane, et... 13.85 5.8 ng 395362 5 14.00 1356010 20.0
Pentacosane 14.48 3.0 ng 202458 5 14.00 1356010 20.0
Octadecanal 14 .91 8.7 ng 354024 6 15.41 816315 20.0
Docosane, 9-butyl- 15.09 6.6 ng 270528 6 15.41 816315 20.0
1-Nonadecene 15.12 14.5 ng 590020 6 15.41 816315 20.0
Oxirane, hexadecyl- 15.64 26.4 ng 1079000 6 15.41 816315 20.0
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