LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\

Data File : BF100976.D

Aca On : 29 Nov 2017 14:28 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 16616-01 P7-LOT-SP1-C

ALS Vial : 5 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-BF110817.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 5.081 505 509 520 rVB 82796 108301 5.80% 0.655%
2 5.469 570 575 578 rBVY 1440518 1487102 79.57% 8.996%
3 6.487 742 748 754 rVB 1480033 1575807 84.32% 9.533%
4 6.622 766 771 774 rBVY 1756794 1623434 86.87% 9.821%
5 6.851 806 810 813 rBV 537368 436578 23.36% 2.641%
6 7.010 832 837 840 rBVY 1404854 1263263 67.60% 7.642%
7 7.416 901 906 909 rBVY 1053297 1005550 53.81% 6.083%
8 8.133 1024 1028 1031 rVB 750635 590452 31.59% 3.572%
9 8.716 1124 1127 1131 rVB 32168 24459 1.31% 0.148%
10 9.210 1206 1211 1214 rBV 2204165 1868846 100.00% 11.306%
11 9.280 1220 1223 1226 rBV 54822 43539 2.33% 0.263%
12 9.598 1274 1277 1280 rBV 143865 120715 6.46% 0.730%
13 9.810 1308 1313 1317 rVB 71133 55653 2.98% 0.337%
14 9.886 1322 1326 1330 rVB 795578 670766 35.89% 4.058%
15 10.080 1355 1359 1365 rVvB5 29026 36620 1.96% 0.222%
16 10.310 1395 1398 1401 rVB 74869 56482 3.02% 0.342%
17 10.527 1431 1435 1438 rBvV 29904 33388 1.79% 0.202%
18 10.598 1444 1447 1453 rVB 56090 53386 2.86% 0.323%

19 10.680 1457 1461 1464 rVvV 1188398 1094184 58.55% 6.619%
20 10.780 1475 1478 1483 rBV2 68365 102363 5.48% 0.619%

21 10.980 1508 1512 1515 rBV3 17755 25692 1.37% 0.155%
22 11.227 1551 1554 1557 rBV 48293 38786 2.08% 0.235%
23 11.257 1557 1559 1565 rVB3 32139 34783 1.86% 0.210%
24 11.374 1575 1579 1582 rBV 753193 619174 33.13% 3.746%
25 11.657 1624 1627 1630 rBV 38697 29580 1.58% 0.179%
26 11.898 1662 1668 1675 rBV3 185251 191532 10.25% 1.159%
27 12.063 1693 1696 1699 rBV 42885 35433 1.90% 0.214%
28 12.410 1753 1755 1759 rBv4 23676 28265 1.51% 0.171%
29 12.451 1759 1762 1766 rVV3 34524 38213 2.04% 0.231%

30 12.586 1782 1785 1792 rBV 126824 133847 7.16% 0.810%

31 12.680 1797 1801 1806 rBV 134083 134762 7.21% 0.815%
32 12.816 1819 1824 1827 rBV2 104384 120823 6.47% 0.731%
33 12.957 1844 1848 1852 rBV 1391043 1249581 66.86% 7.559%
34 13.157 1877 1882 1884 rBV4 14302 27039 1.45% 0.164%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 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-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.398 1921 1923 1926 rBV 26555 21630 1.16% 0.131%
36 13.521 1940 1944 1947 rBV3 23808 34247 1.83% 0.207%
37 13.845 1996 1999 2005 rVB3 82372 96980 5.19% 0.587%
38 13.986 2019 2023 2024 rBV 67964 66393 3.55% 0.402%
39 14.015 2024 2028 2031 rVV 487119 490502 26.25% 2.967%
40 14.039 2031 2032 2038 rVB 58374 42448 2.27% 0.257%
41 15.051 2201 2204 2208 rBVY 64443 97189 5.20% 0.588%
42 15.139 2217 2219 2226 rVB5 41539 59063 3.16% 0.357%
43 15.421 2264 2267 2272 rVB 46414 60978 3.26% 0.369%
44 15.486 2273 2278 2285 rVB 363158 451967 24.18% 2.734%
45 15.927 2349 2353 2358 rVB 47803 66370 3.55% 0.402%
46 16.427 2435 2438 2444 rVB4 30242 49984 2.67% 0.302%
47 16.951 2525 2527 2532 rVB2 27406 34087 1.82% 0.206%

Sum of corrected areas: 16530236
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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\BF112917\

BF100976.D

29 Nov 2017 14:28

SJ/Ju

16616-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF100976.D

5.47

5.08

6.62

6.49

7.01

6.85

7.42

0

Time-->

4.00

4.50

5.50

T
6.00

2.50

3.00

T
3.50 5.00

6.50

o
7.00

L
T

Abundance

2000000

1500000

1000000

500000

8.

TIC: BF100976.D
21

10.68

9.89

13 11.37

11.90

9.60
9. 10.31 A00.7
10081 1@%#% I%oggl%a

1215969 82
12.06 1244

12.96

13.16 13.48.52

Ot——+
Time-->

10.50 11.00 11.50

9.50 10.00

12.00

12.50

13.00

13.50

Abundance

2000000

1500000

1000000

500000

TIC: BF100976.D

14.02

15.49

16.95

Time-->

14.00

16.00

16.50 17.00 17.50

14.50 15.00 15.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4

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

5.08 4.96 ng 108301 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 509 (5.081 min): BF100976.D (-505) (-) m/z 43.05 100.00%
43.0
50.1
5000
1011 L NI R LI I
| 83.1 | 480 5.00 5.20 5.40
N 1 1T NS S SN m/z 59.10 54.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL L R SRR
480 5.00 5.20 5.40
59.0 m/z 101.10 18.94%
27\0\ 1] 71.0 83.0 10%.0
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 410 m/z 58.00 14.71%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L L B
43.0 480 5.00 5.20 5.40
m/z 41.10 8.70%
5000
15.0 110 101.0
210 56.0 ‘
0"W'mW'“mh'”ﬂl”I”LI“'W”'Wﬁqﬂ”'d”'W'”W'”W'”W'“'I U UL S S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.62 Concentration Rank 1

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

6.62 74.37 ng 1623430 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 771 (6.622 min): BF100976.D (-766) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
a1 %1 6% ‘640 660 680 700
-1 54,0 . . . . .
ol 821 e m/z 68.10 40.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL VR LA A
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.41%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 660 680 7.00
5000 980 1160 m/z 66.00 25.82%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 i
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T Baa e )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.22%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T s
m/z--> 20 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:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.31 ng 102363 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1478 (10.780 min): BF100976.D (-1475) (-) m/z 57.05 100.00%
57.0
5000
131 155 10140 10/60 1080 1160
O B RS I S I e e B m/z 43.05 74 .65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57.0
5000 R SR AL UG R

10.40 10.60 10.80 11.00
m/z 71.05 54.36%

‘J¥130 169.0 226.0

O T T T T T e T e T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R R R e )
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.58%
113.0 169.0 2250 281.0
ol b e Al 2P 2200 2800 337.0 3930 4630 56106150
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141425:; Heneicosane
57.0 10.40 10.60 10.80 11.00
m/z 41.10 34.23%
5000
. 13.0 160.0 2050 206.0
e e e e e e R o EEEE e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.90 6.19 ng 191532 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1668 (11.898 min): BF100976.D (-1662) (-) m/z 73.00 100.00%
43.0 730
5000 129.1
213.2
| 157.1 1851 256.2 11.60 11.80 12.00 12.20
NN m/z 43.05 90.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 A A SR SRR SRR
nmnmnmnm
97.0 m/z 60.00 85.76%
‘ 157.0 185.0
0 Illll‘l“‘i‘\‘”ﬂlull
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 75 .16%
171.0
97.0 214.0
0'“I”'W'”'P'”I”'W”'W'“'ﬁpﬁ"“ AR SRS BRARE SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A e
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 41.05 68.11%
5000 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20

8270-BF110817.M Thu Nov 30 12:25:36 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.68 4_.35 ng 134762 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 1801 (12.680 min): BF100976.D (-1797) (-) m/z 43.10 100.00%

431 730

5000

12.40 12.60 12.80 13.00
m/z 73.00 89.05%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
43.0

5000
12.40 12.60 12.80 13.00
m/z 60.00 80.08%
o229 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
12.40 12.60 12.80 13.00
5000 85.0 m/z 57.05 75 .48%
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
Abundance #84453: Tetradecanoic acid N B EE

73.0 12.40 12.60 12.80 13.00

43.0 m/z 55.10 74 .02%
5000 129.0
185.0 228.0
AT L e, ]

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

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecyl trifluoroacetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.84 3.95 ng 96980 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 83
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 81
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 74

Abundance Scan 1998 (13.839 min): BF100976.D (-1996) (-) m/z 57.10 100.00%
57.1

5000
234.1 LU N N I L L L O I B
125.0 1592 2053 281.0 13.60 13.80 14.00 14.20
0 m/z 69.10 73.75%
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 LIRS
13.60 13.80 14.00 14.20
0.0 125.0 m/z 43.10 68.58%
oL \\“ | || stowz0 2240220 2970 aas0
-t e L B e e Rt
m/z--> 50 1 150 200 250 300 350
Abundance
57.0
97.0 R e e A mEE
13.60 13.80 14.00 14.20
5000 m/z 55.05 67.75%
29.0 125.0
. 154.0182.0210.0 2550 356.0
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane T

57.0 13.60 13.80 14.00 14.20

0
970 m/z 83.10 67-.67%

5000
29.0 125.0
oL [l h 1540 19602240 2690 3200

— e e MMM

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:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Trifluoroacetoxy hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.61 ng 59063 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 76
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 76
3 Octacosanol 410 C28H580 000557-61-9 72
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 68
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 68
Abundance Scan 2219 (15.139 min): BF100976.D (-2217) (-) m/z 55.10 100.00%
54,1
97.1
5000
168.0 207.0 2661 3001 14.80 15.00 15.20 15.40
ob——lL m/z 57.05 91.70%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 L UL LN B IR
14.80 15.00 15.20 15.40
m/z 97.10  74.26%
26.0
20 L9 sesoimomso w0 smo
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 L DA SR SR B
14.80 15.00 15.20 15.40
5000 m/z 69.10 72 .09%
oL 20 1260 18205150 2550 3060
mz-> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol R A REER R
57.0 14.80 15.00 15.20 15.40
m/z 83.10 70.09%
5000 ‘
(‘ 390
o242k A I Lo * .J A 810 22202510 292.0322.0 362.0392.0 N —
m/z--> 50 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.93 2.94 ng 66370 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptadecane 240 C17H36 000629-78-7 90
3 Eicosane 282 C20H42 000112-95-8 81
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 81
5 Pentadecane 212 C15H32 000629-62-9 76

Abundance Scan 2353 (15.927 min): BF100976.D (-2349) (-) m/z 57.10 100.00%

57.1

5000
1131 1570  201.0  246.1271.9 302.0 15.60 15.80 16.00 16.20
o m/z 71.05 74.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57.0
5000 850 ll|llll |||||||||||||
15.60 15.80 16.00 16.20
m/z 43.05 74 .33%
290 1130
0 H Il H‘ | 141 0 169 0 197.0 225.0 268 0
.up.npnq.nquu,nnpu.vn.”..””..”.”..”.””,”“P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R RREEEE RS EE
85.0 15.60 15.80 16.00 16.20
5000 m/z 85.10 53.16%

29.0
1130 1410 160.0 1970  240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane R R mEEE
57.0 15.60 15.80 16.00 16.20
m/z 41.10 21.37%
85.0
5000
113.0
0 290‘ ‘ 4210 169.0 197.0 2250 2530 2620
e e e e e e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112917\
Data File : BF100976.D

Aca On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.21 ng 49984 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 55
2 Undecane 156 Cl11H24 001120-21-4 49
3 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 43
4 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 38
5 Tetradecane 198 C14H30 000629-59-4 38
Abundance Scan 2439 (16.433 min): BF100976.D (-2435) (-) m/z 57.10 100.00%
57.1
85.1
5000
| || 2o 1554 1060 2850 220 16,20 16.40 16.60 16.80
Y S—— ] ' ' m/z 43.05 78.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57.0
5000 LR UL UL I B
85.0 mmmmmmmm
m/z 71.10 64.57%
o L M80 1410 169.0 197.0 225.0 2530 2820
m/z--> 25 45 éo 85 160 150 150 160 180 200 220 240 260 2éo 360
Abundance
57.0
16,20 16.40 16.60 16.80
0
5000 85.0 m/z 85.10 55.04%
29.0
1130  156.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86142: Ethanol, 2-(dodecyloxy)- LN B LU L B L B
57.0 16.20 16.40 16.60 16.80
m/z 41.05 29.36%
5000 85.0
29.0
1200 L e 400 sem0 90
2> % 40 éd"é'd"ic')b' 120 140 160 180 200 220 240 260 280 300 " 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112917\
Data File : BF100976.D

Acq On : 29 Nov 2017 14:28

Operator : SJ/JU

Sample : 16616-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.08 5.0 ng 108301 1 6.85 436578 20.0
unknown6 .62 6.62 74_.4 ng 1623430 1 6.85 436578 20.0
Hexadecane 10.78 3.3 ng 102363 4 11.37 619174 20.0
n-Hexadecanoic acid 11.90 6.2 ng 191532 4 11.37 619174 20.0
Octadecanoic acid 12.68 4.3 ng 134762 4 11.37 619174 20.0
Octadecyl trifluo... 13.84 4.0 ng 96980 5 14.02 490502 20.0
Trifluoroacetoxy ... 15.14 2.6 ng 59063 6 15.49 451967 20.0
Nonadecane 15.93 2.9 ng 66370 6 15.49 451967 20.0
Eicosane 16.43 2.2 ng 49984 6 15.49 451967 20.0
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