LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\

Data File : BF096289.D

Aca On : 29 Jun 2017 14:02 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13897-01 Gl
Misc : 72-11931

ALS Vial : 8 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-BF062717 .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_.975 486 491 499 rvVB 711284 865193 21.27% 2.503%
2 5.393 556 562 565 rBY 4006927 4068007 100.00% 11.770%
3 6.404 729 734 737 rVB 3717596 3901273 95.90% 11.288%
4 6.539 753 757 761 rBVY 3763395 3758380 92.39% 10.874%
5 6.598 764 767 770 rBV 65912 49906 1.23% 0.144%
6 6.769 791 796 800 rBY 1154704 1098503 27.00% 3.178%
7 6.898 815 818 820 rBV 81896 78886 1.94% 0.228%
8 6.928 820 823 827 rVB 2759447 2428605 59.70% 7.027%
9 7.328 886 891 894 rBVY 2399550 2318722 57 .00% 6.709%
10 7.428 903 908 912 rBV 84555 99270 2.44% 0.287%

11 7.763 959 965 967 rBV 88888 116388 2.86% 0.337%
12 8.051 1010 1014 1017 rBV 1464722 1309200 32.18% 3.788%
13 9.128 1192 1197 1202 rVB 2730900 2524754 62.06% 7.305%
14 9.251 1215 1218 1222 rVB 91934 78760 1.94% 0.228%
15 9.522 1259 1264 1267 rBV 1633543 1354093 33.29% 3.918%

16 9.804 1307 1312 1316 rBV2 1322419 1165503 28.65% 3.372%
17 10.251 1385 1388 1391 rVB 81110 68948 1.69% 0.199%
18 10.469 1419 1425 1428 rBV2 31313 46727 1.15% 0.135%
19 10.586 1441 1445 1449 rBV 1717637 1619497 39.81% 4.686%
20 10.722 1464 1468 1475 rBV 109139 121670 2.99% 0.352%

21 11.169 1540 1544 1547 rBV2 67728 58975 1.45% 0.171%
22 11.286 1560 1564 1567 rBV 1081285 940102 23.11% 2.720%
23 11.357 1570 1576 1579 rBV2 37326 42286 1.04% 0.122%

24 11.522 1600 1604 1607 rBV 467418 430740 10.59% 1.246%
25 11.821 1651 1655 1658 rBV 293424 277843 6.83% 0.804%

26 12.339 1739 1743 1746 rBV 1518427 1319774 32.44% 3.819%

27 12.492 1766 1769 1772 rBV 73153 76884 1.89% 0.222%
28 12.604 1785 1788 1793 rVB3 61525 52247 1.28% 0.151%
29 12.868 1829 1833 1837 rBV 1969360 1774886 43.63% 5.135%
30 13.086 1867 1870 1873 rBV2 60228 66945 1.65% 0.194%
31 13.327 1908 1911 1914 rBV 123444 119678 2.94% 0.346%
32 13.421 1924 1927 1931 rBV2 65903 66112 1.63% 0.191%
33 13.568 1950 1952 1955 rBV 107571 99038 2.43% 0.287%

34 13.768 1984 1986 1993 rVB 289584 329434 8.10% 0.953%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.915 2007 2011 2015 rBV2 1096328 1055531 25.95% 3.054%
36 14.215 2060 2062 2065 rBV 113865 113300 2.79% 0.328%
37 15.339 2250 2253 2262 rVB 522402 666318 16.38% 1.928%

Sum of corrected areas: 34562378
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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\BF062917\

BF096289.D

29 Jun 2017 14:02

SJ/MA

13897-01

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown4.97 Concentration Rank 4

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

4.97 15.75 ng 865193 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 490 (4.969 min): BF096289.D (-486) (-) m/z 42.95 100.00%
43.0
5000 59.0
101.1 SRR SRR SR S
4.60 4.80 5.00 5.20 5.40
il 890 830 | /59,00 51.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a5 b0 sbo 5 5
0
150 a0 1010 m/z 58.00 13.78%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 101.10 13.71%
410 101.0
15.0 310 77 500 69.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- s e e R o
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.24%
5000 41.0
31.0
‘ 69.0 87.0
15.0 M‘ L1500 98.0
miz--> % 2 % 40 8o 60 70 8 90 100 110 460 480 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.54 Concentration Rank 1

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

6.54 68.43 ng 3758380 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 757 (6.539 min): BF096289.D (-753) (-) m/z 131.95 100.00%
131.9
5000 68.1
96.0 USSR AR R SRR
400 540 | 6.20 6.40 6.60 6.80
..,....,....,...:I'!...,:!..,.:.-.|,..'..,f.‘?.?,....,.-:..,1.1.“?9,...., I m/z 68.10 40.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR N SRS
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 33.13%
b1 H | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 6.80
5000 67.0 m/z 65.95 27.13%
41.0 97.0
53.0
79.0 117.0
Wm@wmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI BN L B N LR |
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.55%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 650 6.40 660 650
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.59 ng 121670 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Pentadecane 212 C15H32 000629-62-9 80
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 78

Abundance Scan 1468 (10.722 min): BF096289.D (-1464) (-) m/z 57.00 100.00%

5%.0

5000

10.40 10.60 10.80 11.00
m/z 43.00 66.57%

113.1 140.0 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57.0

5000 S
10.40 10.60 10.80 11.00

29.0 8.0 m/z 71.10 55.77%
J‘ L L, ﬂwlmom%1WOﬂM

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

57.0

10.40 10.60 10.80 11.00

5000 m/z 85.10 32.28%
85.0

29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

ﬁmwwwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83051: Dodecane, 2-methyl-6-propyl- L
57.0 10.40 10.60 10.80 11.00
m/z 40.95 31.65%

- T W
140.0 kﬁﬂpAmwﬁkmA\
36. (1130 7y 182.0 505.0226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.52 9.16 ng 430740 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 95
2 1-Tetradecene 196 C14H28 001120-36-1 95
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 1604 (11.522 min): BF096289.D (-1600) (-) m/z 55.00 100.00%
54.0
83.1
5000
U DU BN B
11.20 11.40 11.60 11.80
o 1L sl 1961 m/z 43.00 85.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58279: Cyclotetradecane
55.0
83.0
50001 99,0 11.20 1140 11.60 11.80
111.0 m/z 57.00 76.33%
L L e wseo o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
s0.0 11.20 1140 11.60 11.80
5000 ' m/z 83.10 71.61%
97.0
26.0 1250 1540 196.0
m/z--> 20 40 60 8 100 120 140 160 180 200 220 Lvay,_A~_ﬁ_«
Abundance #95985: 1-Hexadecanol
43.0 11.20 11.40 11.60 11.80
69.0 m/z 69.05 69.67%
97.0
5000
125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.91 ng 277843 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 1655 (11.821 min): BF096289.D (-1651) (-) m/z 43.10 100.00%
431 | 73.0
5000
129.1
or.1 IR B BRI SO I
157.1 1851 213.2 256.2 11.60 11.80 12.00 12.20
m/z 60.00 98.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR AU
nmnmnmnm
VJM 1570 1geo 2130 2560 | M/Z 73.00  98.02%
4 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11|60 11. 80 12. oo 12'20
5000 129.0 m/z 57.00 85.47%
171.0
97.0
15.0 152.0 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L e e e O R
43.0 |, 73.0 11.60 11.80 12.00 12.20

m/z 55.00 82.14%

5000 129.0

15.0 L_“u'

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.34 28.08 ng 1319770 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 91
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 1743 (12.339 min): BF096289.D (-1739) (-) m/z 55.00 100.00%
55,0
83.0
5000
139.1 12.00 12.20 12.40 12.60
168.1 196.2 224.2 303.0 m/z 57.10 92 . 63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115905: 1-Nonadecene
41,0
83.0
5000
12.00 12.20 12.40 12.60
m/z 43.05 91 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
83.0 12.00 12.20 12.40 12.60
5000 m/z 83.05 75.29%
29.0 111.0

139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #119523: 1-Octadecanol B EER RS e s e e
55.0 83.0 12.00 12.20 12.40 12.60
‘ m/z 69.05 70.20%
5000
29.0
M L 139.0 1680 196.0 224.0 252.0
T A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Hexanoic acid, 3-tetradecyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.33 2.27 ng 119678 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3-tetradecvl ester 312 C20H4002 1000279-29-7 64
2 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 53
3 Hexanoic acid. 2-tetradecvl ester 312 C20H4002 055193-21-0 53
4 N-Ethvlpiperazine-2.3-dione 142 C6H10N202 059702-31-7 49
5 Ethanedicarboxamide, N-(3,5-dime... 304 C16H24N402 346596-53-0 47
Abundance Scan 1911 (13.327 min): BF096289.D (-1908) (-) m/z 99.00 100.00%
99.0
5000
69.0
RN BN SUURE
26.1 13.00 13.20 13.40 13.60
166.0 196.1 .1 271.0 300.
g n 00200 2001 2F- 03000 34911 Thyz 43.10 52.40%
m/z--> 50 100 150 200 250 300 350
Abundance #154953: Hexanoic acid, 3-tetradecy! ester
43.0 9.0
5000 ISRV BN SO
71.0 13.00 13.20 13.40 13.60
m/z 57.05 48 .30%
| 5.0 157.0 1950
m/z--> 50 100 150 200 250 300 350
Abundance
99.0
13.00 13.20 13.40 13.60
s000{ 43-0 m/z 55.05  43.40%
69.0 126.0
153.0 184.0 221.0 254.0 291.0 324.0
m/z--> 50 100 150 200 250 300 350
Abundance #154956: Hexanoic acid, 2-tetradecy! ester R a R mamEE L
43.0 99.0 13.00 13.20 13.40 13.60
m/z 41.00 29.69%
196.0
o Peeo o
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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.
13.77 6.24 ng 329434 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Cyclotetracosane 336 C24H48 000297-03-0 94

Abundance Scan 1986 (13.768 min): BF096289.D (-1984) (-) m/z 57.10 100.00%
57.1
97.1
5000 l
391 261 1 13.40 13.60 13.80 14.00
il J Ay f31rs02070 26112072 3451 3002 m/z 55.00 92.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate JWJ—AM—J\\
57.0
97.0
5000 LA A UL SRR B
1340 13.60 13.80 14.00
m/z 43.10 84 .36%
‘ “‘ 169.0 238.0
Ll h\‘1370 283.0 434.0
m/z--> 5 100 150 200 2%0 300 350 400
Abundance
57.0
970 13.40 13.60 13.80 14.00
5000 m/z 69.10 67.59%
139.0 182. 0 252.0 297.0 348 0 JW\/[LMJL
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester L BT o e
57.0 13.40 13.60 13.80 14.00
m/z 83.10 64.18%
97.0
- 1 MNLAML
169.0
Y ‘ i37o 2240 2690 420.0
m/z--> 5 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096289.D

Aca On 29 Jun 2017 14:02

Operator : SJ/MA

Sample : 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.22 2.15 ng 113300 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 83
2 16-Heptadecenal 252 C17H320 1000144-57-9 80
3 Octadecanal 268 C18H360 000638-66-4 64
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 64
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 59
Abundance Scan 2063 (14.221 min): BF096289.D (-2060) (-) m/z 43.10 100.00%
43.1
82.1
5000

416.3455.4 5094 14.00 14.20 14.40 14.60
m/z 57.10 95.26%

23.1
192.1 2353  310.1353.2

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #126192: 1,19-Eicosadiene
55.0
6.0
5000 TT T T[T T T T TrrT TTTT T
14.00 14 20 14. 40 14. 60
m/z 55.00 59.90%
15.0 | | hh ‘ ﬁ3701800 _250.0
e B L B o o o o S LRI o
m/z--> 0 50 150 200 250 300 350 400 450 500
Abundance
82.0
43.0 R S N EaEmE s
14.00 14.20 14.40 14.60
5000 m/z 82.10 58.91%
123.0 20702520
L e L o o o S ILALLI i i o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117604: Octadecanal RS EmmEs o L
43.0 14.00 14.20 14.40 14.60
m/z 71.05 53.52%
82.0
5000

1 240 1040 2500

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14 20 14. 40 14. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
Data File : BF096289.D

Acq On 29 Jun 2017 14:02

Operator : SJ/MA

Sample - 13897-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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]
unknown4 .97 4 .97 15.8 ng 865193 1 6.77 1098500 20.0
unknown6 .54 6.54 68.4 ng 3758380 1 6.77 1098500 20.0
Hexadecane 10.72 2.6 ng 121670 4 11.29 940102 20.0
Cyclotetradecane 11.52 9.2 ng 430740 4 11.29 940102 20.0
n-Hexadecanoic acid 11.82 5.9 ng 277843 4 11.29 940102 20.0
1-Nonadecene 12.34 28.1 ng 1319770 4 11.29 940102 20.0
Hexanoic acid, 3-... 13.33 2.3 ng 119678 5 13.92 1055530 20.0
Heptadecyl heptaf... 13.77 6.2 ng 329434 5 13.92 1055530 20.0
1,19-Eicosadiene 14.22 2.1 ng 113300 5 13.92 1055530 20.0
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