LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 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-BF091117.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 4.816 461 464 479 rBV 224713 348465 11.29% 1.293%
2 5.245 533 537 555 rBVY 2684782 2872432 93.09% 10.657%
3 6.292 710 715 726 rBVY 2962213 3061092 99.20% 11.357%
4 6.410 731 735 738 rBVY 3515296 3085749 100.00% 11.448%
5 6.633 770 773 780 rVB 899742 723206 23.44% 2.683%
6 6.786 795 799 808 rBVY 1905628 1813697 58.78% 6.729%
7 7.204 866 870 873 rBVY 1745962 1689873 54.76% 6.269%
8 7.916 987 991 998 rBVY 1137954 1007049 32.64% 3.736%
9 8.992 1170 1174 1177 rBV 2734576 2221602 72.00% 8.242%
10 9.392 1238 1242 1246 rBV 498692 380361 12.33% 1.411%

11 9.669 1285 1289 1294 rVB 1122030 964702 31.26% 3.579%
12 10.457 1419 1423 1433 rBV 1620431 1473862 47.76% 5.468%
13 10.574 1440 1443 1449 rBvV 56306 67883 2.20% 0.252%
14 11.021 1516 1519 1521 rBV 43118 37425 1.21% 0.139%
15 11.151 1537 1541 1545 rBV 1087393 943624 30.58% 3.501%

16 12.239 1722 1726 1730 rVB 246609 199642 6.47% 0.741%
17 12.557 1776 1780 1783 rBV 116289 91581 2.97% 0.340%
18 12.733 1805 1810 1813 rBV 2004324 1825754 59.17% 6.774%
19 12.962 1847 1849 1853 rVB 146971 128632 4_.17% 0.477%
20 13.262 1897 1900 1903 rVB 63811 58830 1.91% 0.218%

21 13.304 1903 1907 1909 rBVZ2 45653 47725 1.55% 0.177%
22 13.421 1924 1927 1933 rBV 125251 108403 3.51% 0.402%
23 13.627 1959 1962 1968 rBV 294391 344646 11.17% 1.279%
24 13.680 1968 1971 1976 rVB 80452 71716 2.32% 0.266%
25 13.780 1985 1988 1993 rVB 763162 731166 23.69% 2.713%

26 13.874 2000 2004 2007 rBV 41565 49621 1.61% 0.184%
27 13.945 2014 2016 2023 rVB 40408 51453 1.67% 0.191%
28 14.074 2034 2038 2041 rBV2 49250 50506 1.64% 0.187%
29 14.262 2064 2070 2075 rBV2 202830 308383 9.99% 1.144%
30 14.309 2075 2078 2081 rVB 49038 44829 1.45% 0.166%
31 14.545 2111 2118 2120 rBvV4 44485 85106 2.76% 0.316%

32 14.851 2166 2170 2172 rBV 91684 101678 3.30% 0.377%
33 14.874 2172 2174 2180 rVV 134921 190080 6.16% 0.705%
34 14.921 2180 2182 2187 rVB 34348 39010 1.26% 0.145%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 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-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.180 2221 2226 2235 rBV 642517 782920 25.37% 2.905%

36 15.374 2254 2259 2262 rBV5 30455 44440 1.44% 0.165%
37 15.574 2289 2293 2298 rBV2 64868 94379 3.06% 0.350%
38 15.633 2298 2303 2308 rVVv2 65615 115850 3.75% 0.430%
39 16.539 2454 2457 2464 rVB6 26898 48980 1.59% 0.182%

40 17.045 2537 2543 2551 rVB7 100601 211172 6.84% 0.783%
41 17.162 2559 2563 2570 rVBS8 35835 71992 2.33% 0.267%
42 17.468 2608 2615 2625 rVB4 160656 364421 11.81% 1.352%

Sum of corrected areas: 26953937
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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\BF091817\
BF098632.D

19 Sep 2017 5:58

SJ/Ju

15265-08

36 Sample Multiplier: 1

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

4.82 9.64 ng 348465 1,4-Dichlorobenzene-d4 6.63
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 465 (4.822 min): BF098632.D (-461) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 RN RS LR R
| 83.0 | 440 460 480 500 520
'W””I””I””w'”P“LP'”P'”P'”P”'P”'P”'P”'P”W'”W m/z 59.00 59.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- A\
43.0
5000 R UL UL R
440 4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 19.08%
"P"W'???'”'I”"P"W"qu”'?%g'P"W"”I"”I'”'I”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 4.60 480 500 520
5000 21.0 m/z 58.00 16.91%
73.0 126.0 1420
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344: 3-Hexanol, 4-methyl- e ERaas R EEE LR
59.0 440 460 480 500 520
m/z 41.00 9.48%
5000 41.0
29.
87.0
15.0 F L 700 98.0
m/z--> 10 20 35 45 55 eb 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.41 Concentration Rank 1

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

6.41 85.34 ng 3085750 1,4-Dichlorobenzene-d4 6.63
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 735 (6.410 min): BF098632.D (-731) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 540 [} 510 % im0 | abo 650 G0 Cho 6h0
O O B e S m/z 68.00 42 .13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R AN LN UL I
6.00 620 6.40 6.60 6.80
310 510 m/z 134.00 32.27%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 28.67%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine-propionyl T RE R REEaE
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 17.15%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SN | | G
m/z--> 40 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.24 4.23 ng 199642 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1726 (12.239 min): BF098632.D (-1722) (-) m/z 57.00 100.00%
5%.0
5000 85.0
1131 1411 12.00 12.20 12.40 12.60
...,....,'...| el e (160 2L 2550 1 o 71,05 60.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105886: Octadecane
57.0
5000 85.0
12.00 12.20 12.40 12.60
9.0 m/z 43.05 58.82%
T \11?0‘1410‘1690 197.0 2250 2540
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance
57.0 ﬂwhﬂ
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
12.00 12.20 12.40 12.60
0
5000 85.0 m/z 85.05 42 .50%
29.0
113.0 1410 1690 2120
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 250 2éo
Abundance #83025: Hexadecane S RRREEREEaE .4,/\“. A
57.0 12.00 12.20 12.40 12.60
m/z 41.00 26.33%
5000
85.0
29.0
| ‘ L ‘ (1130 1410 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecanoic acid, butyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.56 2.51 ng 91581 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 83
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 64
4 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 35

Abundance Scan 1781 (12.563 min): BF098632.D (-1776) (-) m/z 56.00 100.00%
56.0
5000
1200 257.2
831 157.0 185.1 213.1 12.20 12.40 12.60 12.80
m/z 56.95 53.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
12.20 12.40 12.60 12.80
29.0 m/z 41.00 39.25%
83 0 129.0 257.0
“ 1l h H \\\ A ‘ 157. O 185 0 213 0 ‘ \‘ 283 0 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56.0
12:20 12.40 12.60 1280
5000 m/z 43.05 31.77%
29.0
. 129.0
83.0 157.0 185.0 213.0 257'0281.0 312.0
R R R R s LA L A LA LA RS LA LRSS AR SRS AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance . i i B L L L LI BRI B B

#154965: Hexadecanoic acid, 2-methylpropyl| ester
57.0 12.20 12.40 12.60 12.80

m/z 257.20 29.03%

5000

239.0
29.0

85.0 1290
| M il 157018502130 “ H 282.0 312.0

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 10
R.T. EstConc Area Relative to ISTD R.T.
12.96 3.52 ng 128632 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane 254 C18H38 000593-45-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Docosane 310 C22H46 000629-97-0 78
Abundance Scan 1849 (12.962 min): BF098632.D (-1847) (-) m/z 57.00 100.00%
57.0
5000 85.0 4 ] h
113.0 141 0 12.60 12.80 13.00 13.20
b e 01691 p069 | n/z 43.00  59.82%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #141426: Heneicosane
57.0
85.0
5000 A B R SR B
nmnmnmnm
0.0 1130 m/z 71.05 58.31%
L |y 1101690 197.0225.02530 __296.0
m/z--> 2'0 4'0 6|O 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57.0
12.60 12.80 13.00 13.20
5000 85.0 m/z 85.05 45_.12%
29.0
113.0 141.0 169.0 197.0 2250 254.0
A L R L L LA LA L AN LA KRN AN KLY KARAS LR RARA RARAR AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #175557: Tetracosane
57.0 12.60 12.80 13.00 13.20
m/z 41.00 28.15%

5000 85.0

29.0

h | 1130141.0160.0 197.0 225.0253.0 281.0309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1,19-Eicosadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.42 2.97 ng 108403 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 98
2 Bicvclol10.8.0leicosane. (E)- 278 C20H38 1000155-85-0 95
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Heptadecanal 254 C17H340 1000376-70-0 90
Abundance Scan 1927 (13.421 min): BF098632.D (-1924) (-) m/z 57.00 100.00%

.0
82.0

5000
111.0

13.20 13.40 13.60 13.80
m/z 43.00 94.28%

137.9 162 9 188.9 278.2300.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126193: 1,19-Eicosadiene

29.0 13.I20 13.I4O 13.I60 13.I80
: m/z 55.00  72.04%

180.0 208.0 250.0 278.0

5000

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

Abundance
41.0
82'0 IIIIIIIIIIIIIIIIIIIIIII
278.0 13.20 13.40 13.60 13.80
5000 m/z 82.00 69.22%
110.0
137.0

166.0 194.0 222.0 2900

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117607: Octadecanal

13.20 13.40 13.60 13.80
m/z 41.00 54.11%

5000

137.0 166.0 194.0 222.0 250.0

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetracosyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.63 9.43 ng 344646 Chrysene-d12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 1962 (13.627 min): BF098632.D (-1959) (-) m/z 57.00 100.00%
57.0
i J\/U\LLA
5000
_I_V_l""_l"—'_l—rv_l_l_v—rl_"l_l—rl_l_f
39.0 13.40 13.60 13.80 14.00
A ERRee  esto | hj7 43.05 74.75%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
97.0
5000 LN B UL IS SR
1340 13.60 13.80 14.00
m/z 55.00 70.32%
A ‘h Mhﬂ ?9181022202640 336.0 381.0 532.0
mz-> 0 50 100 150 200 250 300 3éo 400 450 500
Abundance
57.0
97.0 13140 13.60 13.80 14.00
5000 m/z 83.10 58.31%
169.0
224.0 269 0 420.0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol TR T T
580 000 13.40 13.60 13.80 14.00
' m/z 69.00 54.68%
5000
|, 138.0 165 0524.0266.0 Km,¥,Ju¢RWA~
mz-> 0 50 100 150 200 250 300 350 400 450 500 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .26 8.44 ng 308383 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 Cyclooctacosane 392 C28H56 000297-24-5 91
Abundance Scan 2070 (14.262 min): BF098632.D (-2064) (-) m/z 57.10 100.00%
57.1
7.0
5000
LA SRR DU BURRUR SR
39.1 14.00 14.20 14.40 14.60
A “h e 2 281 s+ m/z 55.00 85.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LI S B B I
mmmmmmmm
m/z 43.00 83.83%
169.0
I\‘I ‘:“l‘:“f Ty l“:“‘:‘ll‘uu|||||2|3§.?|2|8|3;0||||||||||||4|.3|4|.(?|||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 14.00 14.20 14.40 14.60
5000 m/z 83.00 78.19%
1390 185 0222.0 294.0 339.0 490.0
m/z--> §0 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #205392: Trichloroacetic acid, hexadecy! ester B E R M R
43.0 14.00 14.20 14.40 14.60
83.0 m/z 97.05 72.07%
5000
25.0
196.0
m/z--> 50 100 150 200 250 300 350 400 450 1450 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hentriacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .54 2.17 ng 85106 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Tritetracontane 605 C43H88 007098-21-7 78
4 1-Chloroeicosane 316 C20H41cCl 042217-02-7 76
5 Tetrapentacontane 759 C54H110 005856-66-6 72
Abundance Scan 2117 (14.539 min): BF098632.D (-2111) (-) m/z 57.00 100.00%
57.0
5000
MOgeq20r0 1470 1440 1760 1430
2| M7z 71.00  64_35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000 A ARUNABLAREE
14.20 14.40 14.60 14.80
130 m/z 43.00 63.00%
bl [ 2000 2250 3000 3650 4370
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.00 46.25%
113.0
169.0 2250 2810 337.0 394.0
m/z--> §o 160 1%0 260 250 300 3%0 460 4éo 560 séo 660
Abundance #241174: Tritetracontane L B e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 41.40%
5000
1? 169.0 2250 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> §o 160 150 200 250 300 350 400 4éo 500 séo 660 1450 1440 1460 14%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.86 ng 190080 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 2173 (14.868 min): BF098632.D (-2172) (-) m/z 55.00 100.00%
54.0 83.0
5000 1111
145.1 176.8 281.9 ' 14.60 14.80 15.00 15.20
m/z 83.05 90.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 111.0 L B BUEL UL B
14.60 14.80 15.00 15.20
m/z 69.00 73.57%
29.0 139.0
e 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
' 14.60 14.80 15.00 15.20
5000 111.0 m/z 43.00 71.16%
29.0

1390167.0 106.0  238.0 266.0 294.0

L L O L R R R R RN RN R ER R R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #186968: n-Tetracosanol-1 AR EEEEE RS
14.60 14.80 15.00 15.20

m/z 97.05 67 .89%

5000
29.0 ‘ ‘

139.0
Jod b 167.0 195.0222.0 250.0 280.0 308.0 336.0

I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trifluoroacetic acid, penta... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.63 2.96 ng 115850 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93

4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 2303 (15.633 min): BF098632.D (-2298) (-) m/z 57.00 100.00%
57.0
97.0
5000
14591650 2211 2819 15.40 15.60 15.80 16.00
FW,U! I I B e e B m/z 55.00 81.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 LA B L L L L LB
15.40 15.60 15.80 16.00
m/z 43.00 68.54%
40.0
L L mo =0 g
m/z--> 50 50 200 250 300 350 400
Abundance
57.0
R R N EEERE RS
97.0 15.40 15.60 15.80 16.00
5000 m/z 83.10 63.41%
169.0
137.0 224.0 2690 420.0
L L B e e e o e LA LA o o o e S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester LB o o e o L
57.0 15.40 15.60 15.80 16.00
97.0 m/z 69.00 62.45%
5000
15.0] ) . i 1390 177,02100 2550 356.0
e ... T — T R R N EEERE RS
m/z--> 50 1 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1H-Cycloprop[e]azulene, la,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.04 5.39 ng 211172 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. 1a.2.3.4... 204 C15H24 000489-40-7 50
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 35
3 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 30
4 3H-3a.7-Methanoazulene. 2.4.5.6.... 204 C15H24 002387-78-2 25
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 18
Abundance Scan 2542 (17.039 mm) BF098632.D (-2537) (-) m/z 204.10 100.00%
5000
16.80 17.00 17.20 17.40
m/z 133.00 95 .88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64574: 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd...
161.0 204.0
41.0 105.0
5000 LR SRR B IR B
16,80 17.00 17.20 17.40
m/z 55.00 81.70%
A1
I N —
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0
a0 0 1880 '~ 16:80 17.00 17.20 17.40
5000 m/z 95.00 77.11%
163.0
mz-> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... RN s e
161.0 204.0 16.80 17.00 17.20 17.40
41.0 m/z 107 .00 66 .30%
5000 0.0
ngo
LJLHJIILJIL L N e
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098632.D

Aca On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample : 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 6,10-Dimethyl-3-(1-methylet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.47 9.31 ng 364421 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.10-Dimethvl-3-(1l-methvlethvlid... 206 C15H26 069239-71-0 78
2 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 38
3 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 25
4 1-Chloro-1-ethvl-3-methvl-1-aerm... 206 C7H13ClGe 026311-76-2 25
5 3-Octyne, 7-methyl- 124 C9H16 037050-06-9 22
Abundance Scan 2615 (17.468 min): BF098632.D (-2608) (-) m/z 109.10 100.00%
550 1091 206.1
5000 0.1
245.1 I A i
31?-2 3681 409.3 17.20 17.40 17.60 17.80
e o S S S A m/z 205.10 99.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
41.0 82.0
121.0
5000 17.20 17.40 17.60 17.80
630 206.0 m/z 81.00 84.86%
L] RN
m/z--> 50 100 150 200 250 300 350 400
Abundance
107.0
41.0 206.0 LI S UL LR B
17.20 17.40 17.60 17.80
5000 163.0 m/z 55.00 82.08%
74.0
mz-> 50 100 150 200 250 300 350 400
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene L e EMLELELE m i e
81.0 128.0 17.20 17.40 17.60 17.80
41.0 m/z 95.05 79.43%
5000 191.0
'1F%9thy"' Y PN SR SR LR BAUARLR SN B B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091817\
Data File : BF098632.D

Acq On : 19 Sep 2017 5:58

Operator : SJ/JU

Sample - 15265-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.82 9.6 ng 348465 1 6.63 723206 20.0
unknown6 .41 6.41 85.3 ng 3085750 1 6.63 723206 20.0
Octadecane 12.24 4.2 ng 199642 4 11.15 943624 20.0
Hexadecanoic acid... 12.56 2.5 ng 91581 5 13.78 731166 20.0
Heneicosane 12.96 3.5 ng 128632 5 13.78 731166 20.0
1,19-Eicosadiene 13.42 3.0 ng 108403 5 13.78 731166 20.0
Tetracosyl heptaf... 13.63 9.4 ng 344646 5 13.78 731166 20.0
Heptadecyl heptaf... 14.26 8.4 ng 308383 5 13.78 731166 20.0
Hentriacontane 14_.54 2.2 ng 85106 6 15.18 782920 20.0
Behenic alcohol 14.87 4.9 ng 190080 6 15.18 782920 20.0
Trifluoroacetic a... 15.63 3.0 ng 115850 6 15.18 782920 20.0
1H-Cycloprop[elaz... 17.04 5.4 ng 211172 6 15.18 782920 20.0
6,10-Dimethyl-3-(... 17.47 9.3 ng 364421 6 15.18 782920 20.0
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