LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 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-BF120916.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 4.967 248 252 261 rBVY 1607346 2554593 36.00% 3.813%
2 5.390 286 289 292 rBY 4790794 6194921 87.30% 9.247%
3 5.493 293 298 301 rvv 40441 84083 1.18% 0.126%
4 6.053 345 347 349 rBV 159659 136275 1.92% 0.203%
5 6.430 377 380 383 rVB 5254960 6399782 90.19% 9.553%
6 6.487 383 385 387 rVB 163329 185788 2.62% 0.277%
7 6.556 388 391 393 rBY 6305719 6205783 87.45% 9.263%
8 6.784 408 411 413 rBV 1652805 1381799 19.47% 2.063%
9 6.944 422 425 427 rBV 5202667 5179963 73.00% 7.732%
10 7.356 457 461 463 rBV 4997295 6078620 85.66% 9.073%

11 7.470 466 471 473 rBvY 298048 458686 6.46% 0.685%
12 8.064 521 523 526 rBV 1691617 2191703 30.89% 3.271%
13 9.150 615 618 620 rBV 7698045 7096039 100.00% 10.592%
14 9.550 650 653 655 rBv 2332582 2577382 36.32% 3.847%
15 9.825 674 677 679 rBV 2784249 2636789 37.16% 3.936%

16 10.259 714 715 719 rVB2 131418 187179 2.64% 0.279%
17 10.488 731 735 738 rBV 71302 140344 1.98% 0.209%
18 10.613 743 746 748 rBV 4086689 4261567 60.06% 6.361%
19 10.739 755 757 761 rBV 222645 297547 4._.19% 0.444%
20 10.933 772 774 778 rBV2 34148 77464 1.09% 0.116%

21 11.185 794 796 797 rBV 159886 140976 1.99% 0.210%
22 11.299 804 806 809 rBV 1678644 1736886 24.48% 2.593%
23 11.368 809 812 816 rVB4 31868 73890 1.04% 0.110%
24 11.539 824 827 831 rBV 191267 194026 2.73% 0.290%
25 11.836 851 853 858 rBv2 80227 127772 1.80% 0.191%

26 12.511 910 912 914 rBV 116655 107556 1.52% 0.161%
27 12.739 929 932 933 rBV 85845 109499 1.54% 0.163%
28 12.888 942 945 948 rBV 4724903 4841001 68.22% 7.226%
29 13.368 983 987 989 rVB 77233 91564 1.29% 0.137%
30 13.791 1021 1024 1028 rBV 228788 296434 4.18% 0.442%

31 13.939 1034 1037 1039 rBV 1423039 1789762 25.22% 2.671%
32 14.419 1077 1079 1082 rBV2 98143 123560 1.74% 0.184%
33 14.717 1101 1105 1110 rVB3 49679 118685 1.67% 0.177%
34 14.854 1115 1117 1119 rBV 210328 216441 3.05% 0.323%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 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-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.945 1123 1125 1129 rVB 53926 113822 1.60% 0.170%

36 15.059 1130 1135 1138 rBV3 195378 500168 7.05% 0.747%
37 15.345 1157 1160 1163 rBV 926052 1250662 17.62% 1.867%
38 15.574 1178 1180 1183 rVB 129361 173621 2.45% 0.259%
39 15.791 1197 1199 1201 rVB 103525 140679 1.98% 0.210%
40 16.008 1216 1218 1223 rVB4 37614 84175 1.19% 0.126%

41 16.260 1238 1240 1246 rVB2 42643 100993 1.42% 0.151%
42 16.534 1261 1264 1267 rBV2 39598 84557 1.19% 0.126%

43 17.243 1322 1326 1330 rBV5 56840 134417 1.89% 0.201%
44 17.688 1362 1365 1370 rVB7 40224 117824 1.66% 0.176%

Sum of corrected areas: 66995277
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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: BF091645.D

7000000
6.56

6000000

6.43 6.94
5000000 5.39 7.36

4000000
3000000
2000000 4.97 6.78

1000000

5.49 6.5 J M’ L ik

T
6.00 6.50 7.00 7.50

e L T S SUURESIEMEDMEMESS & SIS E
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF091645.D

7000000
6000000
5000000 12.89
10.61
4000000
3000000 9.82
9.55

2000000f 8.06 11.30

1000000

10.2610,4§ 10.74 5 93 1114 3%1.54 11.84 12.5112.74 13.37

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF091645.D

7000000

6000000

5000000

4000000

3000000

2000000 13.94

1000000 1935

379 14,42 14.75,353,06 H 15.5715.7916.01 16.26 16.53 17.24  17.69
e e e e e e e R R =

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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.

4.97 36.97 ng 2554590 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 252 (4.967 min): BF091645.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 250 450 500 520 5.0
o...,....,....,....',':...,..:.|,...7.,1;9..??:9.,...:,[...,....,....,....,...., m/z 59.10 59.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B I I UL I
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 20.87%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 450 500 520 540
5000 m/z 58.10 15.09%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester s e e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.32%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l I R R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.56 Concentration Rank 1

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

6.56 89.82 ng 6205780 1,4-Dichlorobenzene-d4 6.78
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 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 391 (6.556 min): BF091645.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 rrrrTyTTT T T T T T T
40.0 54 J 6.20 6.40 6.60 6.80
OSSO T .2 | m/z 68.10 48.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL A L
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.61%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.10 31.34%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl e ARa
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.40%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN VA0 L N
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Hexanoic acid, 2-ethyl- Concentration Rank 5

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

7.47 4.19 ng 458686 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 1.4-Dioxane 88 C4H802 000123-91-1 43
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
4 Methvl 2.3.4-tri-O-methvl-6-deox... 220 C10H2005 072983-16-5 40
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 38

Abundance Scan 471 (7.470 min): BF091645.D (-466) (-) m/z 72.95 100.00%
73.0
5000 {
41.0
JI ‘ fot1 7.20 7.40 7.60 7.80
|,~l.':..,|.'1.2?-9,....,....,....,.... m/z 88.10 79.87%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73.0
2000 41.0 7.20 7.40 7.60 7.80
101.0 m/z 41.05 34.37%
A oo
m/z--> 50 100 150 200 250 300 350
Abundance
28.0
88.0 720 7.40 7.60 7.80
5000 53.0 m/z 57.10 32.00%
m/z--> 50 100 150 200 250 300 350
Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
430 88.0 7.20 7.40 7.60 7.80
m/z 87.00 21.93%
5000 ‘ A
I [‘J ’ J‘ ‘ \J11501420 173.0 214.0242.0272.0 313.0 355.0
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\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.43 ng 297547 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 757 (10.739 min): BF091645.D (-755) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 10.40 10.60 10.80 11.00
et e A0 180 eSS Tz 71.10 69.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57.0
5000 IBUABMUVES AR AR
85.0 10. 40 10. 60 10 80 11.00
20.0 m/z 43.10 67 .94%
| ‘\ L ‘1113014101690 2820
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
650 10,40 10.60 10.80 11.00
5000 ' m/z 85.10 44 .46%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0

LA AR NN AR RN BN SRS SARAN SARAN SRS R RARE SR SRR AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55008: Tetradecane AR e e B
57.0 10.40 10.60 10.80 11.00
m/z 41.05 29.32%

5000 85.0

29.0
FEEN ‘1130141016901980

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Cyclotetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.23 ng 194026 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 2-Tetradecene. (E)- 196 C14H28 035953-53-8 96
3 Cvclododecane 168 Cl1l2H24 000294-62-2 94
4 1-Octadecene 252 C18H36 000112-88-9 93
5 1-Tetradecene 196 C14H28 001120-36-1 92
Abundance Scan 827 (11.539 min): BF091645.D (-824) (-) m/z 55.05 100.00%
58.0 83.1
5000
111.1
39 126.2 167.1 196.3 11.20 11.40 11.60 11.80
L S m/z 43.05 86.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53621: Cyclotetradecane
58.0
%0001 o9 1120 11140 11.60 11.80
111.0 m/z 83.10 85.95%
‘\»& w\ A Mnm 153.0168.0  196.0
m/z--> 20 40 100 120 110 160 180 260
Abundance
55.0
1120 11140 11.60 11.80
5000 20.0 20.0 m/z 69.05 85.63%
97.0
1120 1400 1680 1200
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #34706: Cyclododecane B A e e
58.0 11.20 11.40 11.60 11.80
m/z 57.05 79.87%
5000
29.0 111 0
“ ‘ 1400 1680
\ ‘
m/z--> 20 ' h 140 160 180 200 11.20 1140 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.79 3.31 ng 296434 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Cvclohexadecane 224 C16H32 000295-65-8 83
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81

Abundance Scan 1024 (13.791 min): BF091645.D (-1021) (-) m/z 57.10 100.00%

57.1
83.0

5000

53

281.0 13.40 13.60 13.80 14.00 14.20
L m/z 43.10 87.11%

139.1 4650

207.0 231.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 LA L B L B L B L L L L
13. 40 13 60 13. 80 14. OO 14 20
29.0 m/z 55.05 87.08%
‘ Al 139.0 167.0 196.0 223.0 252.0 280.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 97.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 81.96%
125.0
15.0 154.0 182.0 210.0 238.0 266.0
W‘mﬁwwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72491: Cyclohexadecane A o
55.0 830 13.40 13.60 13.80 14.00 14.20

m/z 97.10 79 .64%

5000
29.0

5

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.85 3.46 ng 216441 Perylene-di12 15.35
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 17-Octadecenal 266 C18H340 056554-86-0 90
4 Octadecanal 268 C18H360 000638-66-4 87
5 Tetradecanal 212 C14H280 000124-25-4 86
Abundance Scan 1117 (14.854 min): BF091645.D (-1115) (-) m/z 57.10 100.00%
57.1
96.0
5000
124.1 DAL PN SN BN AN
166.1 254 2 14.60 14.80 15.00 15.20
N how JO01 232 2UF2e11  S4L1 LgoTe5 100 89.04%
m/z--> 50 100 150 200 250 300
Abundance #99459: Oxirane, hexadecyl-
43.0 820
5000 IR SUNLE SO B S
14.60 14.80 15.00 15.20
09.0 m/z 43.10 85.39%
138.0
el oo 20 200
m/z--> 50 100 150 200 250 300
Abundance
43.0 820
' 14.60 14.80 15.00 15,20
5000 m/z 96.05 60.37%
110.0
138.0166.0104.0 236.0264.0
m/z--> " s0 100 150 200 250 300
Abundance #98126: 17-Octadecenal L e (UL
82.0 14.60 14.80 15.00 15.20
43.0 m/z 55.10 60.07%
5000
09.0
15.0 137.0 168 0 196.0 224.0 2520
m/z--> 50 100 150 200 250 300 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Pentafluoropropionic acid, ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.06 8.00 ng 500168 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 90
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 87
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 81
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 81
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 81

Abundance Scan 1135 (15.059 min): BF091645.D (-1130) (-) m/z 57.10 100.00%
57.1 83.1
5000 1111
139.1 ' 14.80 15.00 15.20 15.40
167.1 199.1 249.9277.1 341.1 : : : :
J-J R P i el el m/z 83.10 89.41%
m/z--> 50 100 150 200 250 300 350
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
5000 LA L L L L L L L L LB
111.0 14.80 15.00 15.20 15.40
90,0 m/z 97.10 85.93%
L H \L ‘\ Is 3? 0“1680 21002380 5839
— —r— B B B o o o e o
m/z--> 50 200 250 300 350
Abundance
57.0 83.0
R e e mEEE
14.80 15.00 15.20 15.40
5000 111.0 m/z 43.10 80.76%
29.0
e 168.0194.0 222.0250.0 o R /\/\\Av/\\\/\/JL/\/
L e e e e e L e e B LA L e i o e e S B
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate R R ERRE
57.0 83.0 14.80 15.00 15.20 15.40
m/z 69.10 77.63%
} ’ “ i 11139.04\16?'0 196'0222'0 266 0294 0322 0
T T T — T R e e mEEE
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15 20 15. 40

8270-BF120916.M Fri Dec 16 17:25:13 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.79 2.25 ng 140679 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 1199 (15.791 min): BF091645.D (-1197) (-) m/z 57.05 100.00%
57.0
5000
LU s gz mvswon s 15140 1560 15,80 1600 16.20
S S N Dbt i) 355 m/z 71.10 67.35%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57.0
5000 85.0 R S R
15. 40 15 60 15. 80 16 00 16 20
m/z 43.10 57.07%
23.0 113.0
\‘ Al ‘\ “ Il u‘ \‘. ‘\14;046‘9019702250 26‘80
m/z--> §o 160 150 200 250 360 3%0
Abundance
57.0
15,40 15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10 55.26%
29.0 113'0141-0169.0197.0 226.0
m/z--> §o 160 150 260 250 360 3%0
Abundance #115570: Heneicosane B A s S L
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 18.70%
85.0
29.0 113.0
[ L4 ] 2410160.0107.0225.0253.0 2960
m/z--> 50 m 150 2& 250 ﬁ %o mmmmmmmmmm

8270-BF120916.M Fri Dec 16 17:25:14 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091645.D

Aca On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample : H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl7.24 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.24 2.15 ng 134417 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Chola-5.22-dien-3-0l. (3.beta..2... 342 C24H380 057597-14-5 43
2 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 37
3 Cedran-diol. 8S.14- 238 C15H2602 062600-05-9 25

4 14-Oxatricvclol9..2.1.0(1.10)1te... 262 C18H300 1000193-06-8 10
5 6H-Indolo[3,2,1-de][1,5]naphthyr... 256 C15H16N202 050630-67-6 10
Abundance Scan 1326 (17.243 min): BF091645.D (-1322) (-) m/z 43.10 100.00%
43.1
107.1 213.2
5000
| 381.3414.3 17,00 17.20 17.40 17.60
m/z 107.10 62.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138192: Chola-5,22-dien-3-ol, (3.beta.,222)-
69.0
5000 17,00 17.20 17.40 17.60
105.0 . . . .
1450 255.0 321.0 m/z 213.20 59.61%
AT
— I‘ ol MH 'WI H‘. \\M\ ‘.H.““‘l hl‘ T i‘ I\ —— I‘ ‘ —
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
17.00 17.20 17.40 17.60
5000 m/z 81.05 55.76%
o0 154.0 255.0
121.0 £5%9 g3 1213.0 3160 3700
m/z--> 5|0 1(I)O 1é0 2CI)O 25|O 300 35|O 4(I)O
Abundance #81050: Cedran-diol, 8S,14- L e TS LA
43.0 17.00 17.20 17.40 17.60
189.0 m/z 41.10 54 _.03%
5000 93.0 1490
: IIM‘JJIIL\ILIMIL M\I\I b |{.22.3..0. B e s B
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF120916.M Fri Dec 16 17:25:15 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121516\
Data File : BF091645.D

Acq On : 15 Dec 2016 23:00

Operator : UM/SJ

Sample - H5940-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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 .97 37.0 ng 2554590 1 6.78 1381800 20.0
unknown6 .56 6.56 89.8 ng 6205780 1 6.78 1381800 20.0
Hexanoic acid, 2-... 7.47 4.2 ng 458686 2 8.06 2191700 20.0
Eicosane 10.74 3.4 ng 297547 4 11.30 1736890 20.0
Cyclotetradecane 11.54 2.2 ng 194026 4 11.30 1736890 20.0
5-Eicosene, (E)- 13.79 3.3 ng 296434 5 13.94 1789760 20.0
Oxirane, hexadecyl- 14.85 3.5 ng 216441 6 15.35 1250660 20.0
Pentafluoropropio... 15.06 8.0 ng 500168 6 15.35 1250660 20.0
Nonadecane 15.79 2.3 ng 140679 6 15.35 1250660 20.0
unknownl7 .24 17.24 2.1 ng 134417 6 15.35 1250660 20.0
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