LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.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 5.045 499 503 513 rBV 50979 70815 3.87% 0.342%
2 5.469 572 575 597 rBVY 1233370 1349742 73.80% 6.522%
3 6.481 744 747 765 rBVY 1365345 1450704 79.32% 7.010%
4 6.610 765 769 783 rVB 1787900 1573584 86.03% 7.603%
5 6.834 803 807 817 rBV 730251 646508 35.35% 3.124%
6 6.987 830 833 843 rBY 1377874 1237994 67.69% 5.982%
7 7.392 899 902 914 rBV 863238 911413 49.83% 4.404%
8 8.116 1021 1025 1037 rVB 861389 808764 44.22% 3.908%
9 9.186 1203 1207 1218 rBvV 2083549 1829033 100.00% 8.838%
10 9.586 1271 1275 1283 rVB 91607 102541 5.61% 0.495%

11 9.869 1319 1323 1336 rBv2 988169 902227 49.33% 4 _.359%
12 10.663 1455 1458 1472 rBV 972592 968162 52.93% 4.678%

13 10.763 1472 1475 1481 rVB3 23061 31042 1.70% 0.150%
14 11.357 1573 1576 1579 rBV 865828 805991 44.07% 3.894%
15 11.380 1579 1580 1587 rVB 90324 82112 4._.49% 0.397%
16 11.880 1659 1665 1672 rBV3 153456 216795 11.85% 1.048%
17 11.974 1679 1681 1684 rBV 26684 29664 1.62% 0.143%
18 12.416 1750 1756 1758 rBvV4 19905 34277 1.87% 0.166%

19 12.574 1780 1783 1789 rBV 296588 274559 15.01% 1.327%
20 12.663 1795 1798 1805 rBV2 79053 103351 5.65% 0.499%

21 12.804 1816 1822 1829 rBV 274181 321736 17.59% 1.555%

22 12.857 1829 1831 1835 rVB4 17264 22611 1.24% 0.109%
23 12.939 1841 1845 1848 rBV 1738555 1442554 78.87% 6.970%
24 13.027 1855 1860 1865 rBv4 20942 33948 1.86% 0.164%
25 13.116 1872 1875 1876 rBV3 21064 22356 1.22% 0.108%
26 13.133 1876 1878 1881 rVB2 30231 29928 1.64% 0.145%
27 13.239 1894 1896 1900 rBV2 19522 24008 1.31% 0.116%
28 13.504 1938 1941 1943 rBV2 28241 31127 1.70% 0.150%
29 13.627 1958 1962 1963 rBV4 27599 36061 1.97% 0.174%

30 13.827 1993 1996 2000 rVB 174230 175106 9.57% 0.846%

31 14.004 2022 2026 2029 rBV2 766796 844943 46.20% 4.083%
32 14.033 2029 2031 2035 rVB 135552 119774 6.55% 0.579%
33 14.145 2047 2050 2053 rBV 153490 141443 7.73% 0.683%
34 14.451 2099 2102 2107 rVB 271946 247178 13.51% 1.194%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.757 2150 2154 2157 rBV 368288 366840 20.06% 1.773%

36 14.827 2164 2166 2170 rVB 105553 99633 5.45% 0.481%
37 15.057 2201 2205 2207 rBV 158934 246962 13.50% 1.193%
38 15.086 2207 2210 2215 rVB2 440447 522084 28.54% 2.523%
39 15.357 2254 2256 2262 rVB 88439 91069 4.98% 0.440%
40 15.421 2264 2267 2270 rVV 119981 128875 7.05% 0.623%

41 15.480 2270 2277 2282 rVV2 582622 1128126 61.68% 5.451%
42 15.892 2343 2347 2353 rVB 328267 480910 26.29% 2.324%

43 16.392 2427 2432 2443 rVB2 218374 435522 23.81% 2.104%
44 16.974 2527 2531 2539 rVB2 141208 273632 14.96% 1.322%

Sum of corrected areas: 20695704
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\

BF112512.D

12 Feb 2019 15:45

JussJ

K1459-03

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF112512.D

6.61

6.48 6.99

5.47

7.39
6.83

5.05

0
Time-->

T
5.00

Abundance
2000000

1500000

1000000

500000

0

TIC: BF112512.D

12.94

9.87 10.66

8.12 11.36

12.5712.80

12.42 [1%5%b. 94355813 24

11.88

17138 1.97

9.59

0.76

Time-->

12.50 13.00

11.50

12.00

10.00

9.50 10.50 11.00

Abundance
2000000

1500000

1000000

500000

0

TIC: BF112512.D

14.00 15.48

15.89
16.39

16.97

13.8314.08 14

Time-->

™1
13.50

I
17.50

T
18.00 18.50

15.50

16.00 16.50

17.00

14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 11

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

5.05 2.19 ng 70815 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 504 (5.051 min): BF112512.D (-499) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 520 5.40
83
Ol el 8 L "m/z 59.00 60.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 5.40
m/z 101.10 24 .48%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 5.00 520 5.40
5000 m/z 58.00 15.63%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— L B B B BB
59 480 5.00 520 5.40
m/z 41.10 9.56%
5000
a1 101
0 15 \3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 48.68 ng 1573580 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 769 (6.610 min): BF112512.D (-765) (-) m/z 132.00 100.00%
5000 68 k
40 % J 620 640 6.60 6.80 7.00
54 : : : : :
o Lrer L sus ) m/z 68.10 37.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R RS SRR R
6.0 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.90%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 24.85%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine-propiony! IR e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.88%
5000 og M°
o -‘-“‘. 89 | dor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.88 5.38 ng 216795 Phenanthrene-d10 11.36
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1665 (11.880 min): BF112512.D (-1659) (-) m/z 73.00 100.00%
43 73
60
5000 129
97 115 213 A AT e e
143157172185 1 oy 286 11,60 11.80 12.00 12.20
0 m/z 43.05 85.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078 KMMJtVNWMNAWN

)

5000 129 L B BB

1160 11,80 12.00 1220
0 Tﬂ

m/z 60.00 79.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
3

213
143 157171185 199

SN

w
o2}
=}
~

11.60 11.80 12.00 12.20
5000 m/z 41.10 75.48%
29
129
“ T? o1 115 ‘ 71 2
o bl AL L Lt | P L
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A A AREE B S
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 70.88%
5000 129
29
199
‘ T 1s7in 1 I k/\—ﬁ\/\h/\w\"
ol1s |l
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.56 ng 103351 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
Abundance Scan 1798 (12.663 min): BF112512.D (-1795) (-) m/z 72.95 100.00%
43 78
5000 129
WpporanIonpmend T VT
12.40 12.60 12.80 13.00
(o} m/z 43.05 88.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
48 78
5000 129 R REEmEmEm e
12. 40 12 60 12. 80 13. oo
m/z 57.10 83.81%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 78
1240 12.60 12:80 13.00
5000 129 m/z 60.00 80.71%
2
obrer bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid
78 12.40 12.60 12.80 13.00
43 m/z 41.10 80.23%
5000 129
185 228
OIHIIIHIHHIIJ” m ‘H\ HFI 1.-‘.1.9.1.6.?. .‘..2..0...........  RRRRRRE RSN T ATt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Nonadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.83 4.14 ng 175106 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 90
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87

3 1-Nonadecene 266 C19H38 018435-45-5 83
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 74
5 Cyclopentadecane 210 C15H30 000295-48-7 64
Abundance Scan 1996 (13.827 min): BF112512.D (-1993) (-) m/z 57.10 100.00%
g7
83
5000
111 229 IIIIIIIIIIIIIIIIIIIIIII
140 168 194 255283 319 13.60 13.80 14.00 14.20
0 ”..,.1 m/z 43.10 87 .79%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #232520: Nonadecy! heptafluorobutyrate
57 97
5000 LA L L L L L L L LB
125 13.60 13.80 14.00 14.20
066 m/z 55.10 68.37%
0 %ﬁ | T J 196 23877 311 462
SN SN o M MM
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57 g7
A A e
13.60 13.80 14.00 14.20
5000 m/z 83.10 65.99%
125
29 153
ol LA l\\ [133,182210 238 266 311 412
— — e e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene B a AREEEEEE S S
43 97 13.60 13.80 14.00 14.20
69 m/z 71.10 62.28%
5000
125
RERUN N {} 154 182 210 238 266
e T T T e = NEMAR A
miz--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.14 3.35 ng 141443 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 2049 (14.139 min): BF112512.D (-2047) (-) m/z 57.10 100.00%

57

5000

g

13.80 14.00 14.20 14.40
m/z 71.10 75.92%

o 113 141161193205 232 266 299321 352
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

d

5000 85 LA L L L LB L B L |
13.80 14.00 14.20 14.40
- m/z 43.10 62 .14%
oL | | (113 141 169 197 225 253 281 309 337 365 394
A L o I e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
AR R
85 13.80 14.00 14.20 14.40
5000 m/z 85.10 54 .08%
29 113
oL L L i |y 40 260 197 225 253 206
R e o L e e o
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T T ]
57 13.80 14.00 14.20 14.40
m/z 41.10 32.69%
113
N T 4 169 197 225 267 295 365 393
T T T T e s
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.45 5.85 ng 247178 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2102 (14.451 min): BF112512.D (-2099) (-) m/z 57.10 100.00%
g7
5000
U SN B SO B
141 169 14.20 14.40 14.60 14.80
oL, \ , A l| '1.-' D 197 224 257276297 324 853 897 | “nz7 71.10  78.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 R S B UL B
14.20 14.40 14.60 14.80
m/z 43.10 69.63%
113___154
ol 3 b d o {7Tass i 188 211 230 81
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
" 14.20 14.40 14.60 14.80
5000 85 m/z 85.10 53.50%
. %gw |l 1}3‘141 169 197 225 253 295 323 367
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209566: Octacosane T T T
57 14.20 14.40 14.60 14.80
m/z 41.10 28.06%
29
o ‘ TN 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.76 6.50 ng 366840 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2155 (14.762 min): BF112512.D (-2150) (-) m/z 57.10 100.00%
57
85
5000
155 253 302 14.40 14.60 14.80 15.00
ol l| LASY A7 233707276 77822 36 "m/z 71.10  69.26%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA AR SN BN B
14,40 14.60 14.80 15.00
m/z 43.10 60.42%
29 113
oLl I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 53.41%
ol 3t L) 13 141 169 197 29 267 294 323 352
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane T T T
57 14.40 14.60 14.80 15.00
m/z 41.10 23.35%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.89 8.53 ng 480910 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 95
3 Heptadecane 240 C17H36 000629-78-7 94
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2347 (15.892 min): BF112512.D (-2343) (-) m/z 57.10 100.00%
57
Iy 12 10 100 107 i o s 305 oy O 1
ol d '1'!‘ Loy 20 30r3el SR 39 "m/z 71.10  72.17%
m/z--> 50 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 L SR BN BRI UM
15. 60 15. 80 16. 00 16 20
- m/z 43.10 64 .29%
ol ﬂ113 1f1‘169 197 225 253 338
m/z--> §0 100 1éo 260 250 300 3%0 400
Abundance #164584: Heptadecane, 9-hexyl-
48
- 15,60 15.80 16.00 16.20
5000 m/z 85.10 51.90%
99 210
- “ AT o5 082 | 2P ge7 26323
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane LI L L L L LB N B
57 15.60 15.80 16.00 16.20
m/z 55.10 22 .68%
b 1 wj\vwwwmwmﬁwm/\ﬂhwvav4«w¢/
29
m/z--> §0 100 1éo 260 2éo 300 3%0 400 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112512.D

Aca On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample : K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 11 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.39 7.72 ng 435522 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2432 (16.392 min): BF112512.D (-2427) (-) m/z 57.10 100.00%
57
85
5000
NN B SR I
141 183 16.00 16.20 16.40 16.60 16.80
- | , A 1| 1 Al Y0158 211 239 207 207318 300374395 | ns7 71.10  75.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
5000 85 AU SRR R BN
16.00 16.20 16.40 16.60 16.80
29 m/z 43.10 64 .90%
. T, 4113 141 169 196 240
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 85.10 57 .10%
113
o 2. J‘I“L |7 141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #141426: Heneicosane R A B
57 16.00 16.20 16.40 16.60 16.80
m/z 41.05 22.91%
85
N \“‘-ﬂ*”““~wd/\WWvuﬁwmwwqmmm
29
A ;\11341‘}1 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021219\
Data File : BF112512.D

Acq On : 12 Feb 2019 15:45

Operator : JU/SJ

Sample - K1459-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 5.05 2.2 ng 70815 1 6.83 646508 20.0
unknown6 .61 6.61 48.7 ng 1573580 1 6.83 646508 20.0
n-Hexadecanoic acid 11.88 5.4 ng 216795 4 11.36 805991 20.0
Octadecanoic acid 12.66 2.6 ng 103351 4 11.36 805991 20.0
Nonadecyl heptafl... 13.83 4.1 ng 175106 5 14.00 844943 20.0
Octacosane 14.14 3.4 ng 141443 5 14.00 844943 20.0
Eicosane, 10-methyl- 14.45 5.8 ng 247178 5 14.00 844943 20.0
Heneicosane 14.76 6.5 ng 366840 6 15.49 1128130 20.0
Tetracosane 15.89 8.5 ng 480910 6 15.49 1128130 20.0
Heptadecane 16.39 7.7 ng 435522 6 15.49 1128130 20.0
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