LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 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-BF091319.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 5.434 566 569 583 rBV 542714 533412 74.44% 5.726%
2 6.451 738 742 761 rBV 611964 608949 84.98% 6.537%
3 6.587 761 765 776 rVB 720606 629866 87.90% 6.761%
4 6.810 800 803 811 rBV 186909 152477 21.28% 1.637%
5 6.969 826 830 833 rBV 578709 463365 64.67% 4_.974%
6 7.375 895 899 914 rBV 374143 365980 51.08% 3.929%
7 8.092 1018 1021 1030 rBV 220215 194974 27 .21% 2.093%
8 9.169 1200 1204 1216 rBV 813260 716538 100.00% 7.691%
9 9.557 1267 1270 1277 rBV 51464 51642 7.21% 0.554%
10 9.845 1316 1319 1328 rBB 279564 234050 32.66% 2.512%

11 10.633 1450 1453 1464 rBvV 391060 404560 56.46% 4.343%
12 11.333 1568 1572 1574 rBV 237419 218438 30.49% 2.345%

13 11.357 1574 1576 1579 rVvVv 43926 40419 5.64% 0.434%
14 11.410 1582 1585 1589 rVB 9458 8867 1.24% 0.095%
15 11.863 1651 1662 1669 rBV2 191746 268941 37.53% 2.887%
16 11.945 1674 1676 1679 rBV2 13722 12969 1.81% 0.139%
17 12.421 1753 1757 1760 rBv4 6421 9017 1.26% 0.097%
18 12.504 1768 1771 1774 rVB4 6674 8389 1.17% 0.090%

19 12.545 1774 1778 1784 rBV 131213 137135 19.14% 1.472%
20 12.645 1788 1795 1805 rBV 302041 407672 56.89% 4_376%

21 12.774 1806 1817 1819 rBV2 222999 422483 58.96% 4 _535%
22 12.916 1837 1841 1844 rVB 834594 699722 97.65% 7.511%

23 12.986 1850 1853 1859 rVB4 6969 11328 1.58% 0.122%
24 13.104 1870 1873 1876 rVB 16377 16049 2.24% 0.172%
25 13.168 1882 1884 1887 rBV 13735 10674 1.49% 0.115%
26 13.480 1932 1937 1940 rVB3 8640 10185 1.42% 0.109%
27 13.598 1947 1957 1958 rBV5 11793 28752 4._.01% 0.309%
28 13.627 1958 1962 1965 rVV5 5795 13057 1.82% 0.140%
29 13.810 1989 1993 1995 rBV2 21779 21304 2.97% 0.229%
30 13.833 1995 1997 2004 rvv4 17741 34529 4.82% 0.371%

31 13.939 2004 2015 2018 rVvVv 212180 557591 77.82% 5.985%
32 13.968 2018 2020 2023 rVV 229236 249944 34 .88% 2.683%
33 13.998 2023 2025 2032 rVB 45352 43207 6.03% 0.464%
34 14.080 2034 2039 2042 rVB2 7111 8784 1.23% 0.094%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 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\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.121 2042 2046 2051 rBV 59946 61396 8.57% 0.659%
36 14.363 2082 2087 2090 rBV2 10007 15624 2.18% 0.168%
37 14.427 2094 2098 2102 rVvVv 122005 116381 16.24% 1.249%
38 14.486 2102 2108 2115 rVB6 15857 34162 4.77% 0.367%

39 14.651 2128 2136 2145 rBV 111047 222901 31.11% 2.393%
40 14.727 2145 2149 2155 rVV 162581 165437 23.09% 1.776%

41 14.804 2159 2162 2167 rVB 18675 18773 2.62% 0.202%
42 15.010 2192 2197 2200 rBVY 28101 45380 6.33% 0.487%
43 15.057 2200 2205 2211 rVVv2 161888 191959 26.79% 2.061%
44 15.115 2211 2215 2221 rVV6 9960 16673 2.33% 0.179%
45 15.304 2242 2247 2250 rBV2 18289 22103 3.08% 0.237%
46 15.362 2252 2257 2263 rVV 50652 92217 12.87% 0.990%

47 15.427 2263 2268 2275 rVB 257443 336678 46.99% 3.614%
48 15.845 2332 2339 2346 rBVY 96415 156365 21.82% 1.678%

49 16.209 2391 2401 2411 rvVvBS8 14866 44550 6.22% 0.478%

50 16.333 2415 2422 2430 rBV 54324 96275 13.44% 1.033%

51 16.898 2510 2518 2526 rVBS8 19357 51879 7.24% 0.557%

52 17.315 2585 2589 2596 rVB2 6279 12746 1.78% 0.137%

53 17.586 2626 2635 2641 rVB6 6200 19236 2.68% 0.206%
Sum of corrected areas: 9316004
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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\BF092419\

BF117221.D

24 Sep 2019 17:53

Ju

K5010-03

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.59 Concentration Rank 1

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

6.59 82.62 ng 629866 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 766 (6.592 min): BF117221.D (-761) (-) m/z 132.00 100.00%
132
5000
68
96 TrTTTTTTTTT T T T T T T T
40 54 - 06 6.20 6.40 6.60 6.80 7.00
o} S o L A I m/z 68.00 33.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 A NRASE SRS AR
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.31%
0 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 22 .36%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180 )
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 14 .64%
117
5000
39 91
27 51 65 77 105 ‘
0 |||||‘||||‘||“N||“l‘|||‘”|||‘|||“i‘||l‘lul“uluuuuluuuuluuuu
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 24 .62 ng 268941 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 45

Abundance Scan 1662 (11.863 min): BF117221.D (-1651) (-) m/z 72.95 100.00%

11. 60 11. 80 12. 00 12. 20
O m/z 60.00 74.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000 29

11.60 11.80 12.00 12.20
a5 129 256 m/z 43.05 68.51%

8 115 | 3157171185 199 213 207730

78
43 90
5000 129

Ob el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 78
11.60 11.80 12.00 12.20
5000 m/z 55.05 64 .56%
29
129
“ 115 ‘ 171185 214
0 \»»\m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 64 .28%
5000

“ "‘I‘;" 'Hw e maa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.65 37.33 ng 407672 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 1796 (12.651 min): BF117221.D (-1788) (-) m/z 73.00 100.00%

5000

|

12.40 12.60 12.80 13.00
0 m/z 43.05 75.81%

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 7

5000 129 L R e
97 12.40 12.60 12.80 13.00
0
185 241 284 m/z 60.00 75.51%
157 I 207
o’ e o L e e
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
A RALEEE R i
73 12.40 12.60 12.80 13.00
5000 o84 m/z 55.00 66.77%
129
185 213 241
o ‘m ‘ 87 L T S 2es | osm 372
iy A e e e
m/z--> 50 1 0 150 200 250 300 350
Abundance #39470: n-Decanoic acid
60 12 40 12.60 12.80 13.00

m/z 57.05 64 .35%

5000 129
o1 -.‘* L | sl

m/z--> 50 1 150 200 250 300 350 12 40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl3.60 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.60 2.30 ng 28752 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvl-3-pentanol. chlorod... 228 C9H15CIF202 1000376-26-4 22
2 Cvclohexanecarboxvlic acid. cvcl... 196 C12H2002 005420-91-7 22
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 18
4 Cvclohexane. methvl- 98 C7H14 000108-87-2 18
5 Oleic Acid 282 C18H3402 000112-80-1 16
Abundance Scan 1957 (13.598 min): BF117221.D (-1947) (-) m/z 57.00 100.00%
57 g3
5000
3
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.20 13.40 13.60 13.80 14.00
0! m/z 83.00 84 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84849: 2,2-Dimethyl-3-pentanol, chlorodifluoroacetate
57
5000
a1 13.20 13.40 13.60 13.80 14.00
83 m/z 43.10 58.60%
ol 15 | | L 9? 129 157173 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58039: Cyclohexanecarboxylic acid, cyclopentyl ester
13.20 13.40 13.60 13.80 14.00
5000 m/z 55.00 55.36%
3
ol 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #3351: 2-Pentene, 2,3-dimethyl- e L ARAE maa e
55 g3 13.20 13.40 13.60 13.80 14.00
m/z 230.00 46 .55%
5000
3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 3-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.76 ng 34529 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 72
2 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 64
3 7-Hexadecene. (2)- 224 C16H32 035507-09-6 64
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 64
5 Trichloroacetic acid, undecyl ester 316 C13H23CI1302 074339-49-4 64
Abundance Scan 1996 (13.827 min): BF117221.D (-1995) (-) m/z 97.10 100.00%
g7
230
57 8 |1
5000 41 125 201
13.60 13.80 14.00 14.20
Ol m/z 230.10 75 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-
3 57
83
97

5000
13.60 13.80 14.00 14.20

m/z 84.00 60.83%

12

5
o 139153167 182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128889: Acetic acid, trifluoro-, dodecy! ester
55

69

4 83

13.60 13.80 14.00 14.20
m/z 83.00 60.00%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81249: 7-Hexadecene, (2)- e B e S e
55 13.60 13.80 14.00 14.20
m/z 98.10 56.43%

69

83

5000

111

125140154168182196 224
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.12 4.91 ng 61396 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2046 (14.121 min): BF117221.D (-2042) (-) m/z 57.10 100.00%
57
85
5000
|3 141 169 13.80 14.00 14.20 14.40
0 b m/z 71.05 90.33%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

13.80 14.00 14.20 14.40
m/z 43.10 65.70%

113

29
ol |y |, 141,169 107 225 253 205 323 367
e f T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
RRREEE RS EE e
13.80 14.00 14.20 14.40
5000 85 m/z 85.05 62.81%
113
N BEE 141,169 197 225 267 295 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 13.80 14.00 14.20 14.40
m/z 55.00 28.28%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
et e e e R  REREEmEs e
m/z--> 50 100 150 200 250 300 350 13 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.43 9.31 ng 116381 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane 310 C22H46 000629-97-0 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 2098 (14.427 min): BF117221.D (-2094) (-) m/z 57.05 100.00%
57
85
5000
113
141 169 14.20 14.40 14.60 14.80
o|, l|l|'.',-. At m/Z 71.10 91.43%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85
14.20 14.40 14.60 14.80
113 m/z 43.05 68.79%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
g7
o 1420 14.40 14.60 14.80
5000 m/z 85.05 62.72%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57 14.20 14.40 14.60 14.80
m/z 55.00 30.45%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl14.49 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.73 ng 34162 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 27
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 27
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 22
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 22
5 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 22
Abundance Scan 2109 (14.492 min): BF117221.D (-2102) (-) m/z 55.10 100.00%
%P 97 240
5000 8 125
207
14.20 14.40 14.60 14.80
bl b ey m/z 240.10 82.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50325: 1-Octanol, 2-butyl-
57
5000 LRI UL IS UL B

14.20 14.40 14.60 14.80
m m/z 97.05 82.10%
126,,, 168

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95994: 1-Decanol, 2-hexyl-

14.20 14.40 14.60 14.80
m/z 56.10 74.02%

5000

0 154169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
97 14.20 14.40 14.60 14.80
83 m/z 41.00 73.56%
5000
o 2 154 182 210 937 255 306

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 5

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

14 .65 17.84 ng 222901 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane 296 C21H44 000629-94-7 91
2 10-MethvlInonadecane 282 C20H42 056862-62-5 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2136 (14.651 min): BF117221.D (-2128) (-) m/z 57.05 100.00%

57
85
5000
141 149 " 1440 14.60 14.80 15.00
0|, ﬂ."...,'....19,7.2:2?.,..2?1.,....,.. m/z 71.10 95.25%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

14.40 14.60 14.80 15.00

m/z 85.05 70.13%
29 | ]113 141 169
ol b b 7L T09 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.00 60.76%
154
29 ’
113
NI 0 o N SN
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane 5 B B Rl aa e
57 14.40 14.60 14.80 15.00
m/z 55.10 30.24%
5000 85
29
. | j I i J11}3J 141160 197 225 253 205 323 367
e T e L ma o B A
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.73 9.83 ng 165437 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2149 (14.727 min): BF117221.D (-2145) (-) m/z 57.10 100.00%
g7
85
5000

141 169 14.40 14.60 14.80 15.00
o....|,. d L oo 239 281 | m/z 71.05 85.10%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.40 14.60 14.80 15.00
m/z 43.10 67.90%
DL e
I 0 0 P B~ L - S| R—
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
e R e ABRA
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 63.06%
2 s 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
Lty - I A e o e e e B L B
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00
m/z 55.00 26.31%
5000 85
113
o 2. “.‘J\ |77 141 169 197 225 267 295 365 393
I A e e o e e B B L e IR A e e o o e o B T
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Nonadecane, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.84 9.29 ng 156365 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 2338 (15.839 min): BF117221.D (-2332) (-) m/z 57.05 100.00%
57
85
5000
| |55 161 165 g - 1560 15,80 16,00 1620
Y S P e e M N m/z 71.05 81.84%
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
85
5000
15.60 15.80 16.00 16.20
140 m/z 85.10 70.62%
113 168
. 11 L l 211 238 267
m/z--> éo 1%0 260 250 360 3%0
Abundance #141426: Heneicosane
57
85 15.60 15.80 16.00 16.20
5000 m/z 43.05 66.01%
29 113
oL L LT M 169 107 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane B B e
57 15.60 15.80 16.00 16.20
m/z 41.00 25.30%
5000 85
29 i 13 14
ol LT M 109 107 225 253 295 333 367
m/z--> 50 100 150 200 250 300 350 15.60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 13 Ethanol, 2-(dodecyloxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.65 ng 44550 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 53
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 53
3 Nonahexacontanoic acid 999 C69H13802 040710-32-5 50
4 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 47
5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 47
Abundance Scan 2401 (16.209 min): BF117221.D (-2391) (-) m/z 57.00 100.00%
57
5000
281 LRI IR SRR SN
207 15.80 16.00 16.20 16.40 16.60
oL e m/z 71.05 92.43%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #86145: Ethanol, 2-(dodecyloxy)-
57
5000
15.80 16.00 16.20 16.40 16.60
m/z 85.05 56.49%
1140
0 i!.l.;z?.g.. N —w
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #133067: Ethanol, 2-(hexadecyloxy)-
57
15.80 16.00 16.20 16.40 16.60
5000 m/z 82.95 47 .75%
5
0 196 5gq
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid e ma e
57 15.80 16.00 16.20 16.40 16.60
m/z 69.00 43.69%
5000
25
o }ﬁ11“197 267 350 899 998
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092419\
Data File : BF117221.D

Aca On : 24 Sep 2019 17:53

Operator :© JU

Sample : K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-methyltetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.33 5.72 ng 96275 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 10-Methvlnonadecane 282 C20H42 056862-62-5 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2421 (16.327 min): BF117221.D (-2415) (-) m/z 57.05 100.00%
57
85
5000
27 1o 16100 1620 1640 16:60
) s Wz 71.10 83.03%
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
g7
5000 85

16.00 16.20 16.40 16.60

m/z 85.10 68.36%
2 2
oL W 169 197 225 253 309 337
i A e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
16.00 16.20 16.40 16.60
5000 85 m/z 43.05 54 _.21%
113
N BEE 141,169 197 225 267 295 365 393
A e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane LA e e e e
57 16.00 16.20 16.40 16.60
m/z 83.10 28.36%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
e e
m/z--> 50 100 150 200 250 300 350 16. 00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092419\
Data File : BF117221.D

Acq On : 24 Sep 2019 17:53

Operator : JU

Sample - K5010-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown6 .59 6.59 82.6 ng 629866 1 6.81 152477 20.0
n-Hexadecanoic acid 11.86 24.6 ng 268941 4 11.33 218438 20.0
Octadecanoic acid 12.65 37.3 ng 407672 4 11.33 218438 20.0
unknown13.60 13.60 2.3 ng 28752 5 13.97 249944 20.0
3-Eicosene, (E)- 13.83 2.8 ng 34529 5 13.97 249944 20.0
Hexacosane 14.12 4.9 ng 61396 5 13.97 249944 20.0
2-methyloctacosane 14.43 9.3 ng 116381 5 13.97 249944 20.0
unknown14 .49 14.49 2.7 ng 34162 5 13.97 249944 20.0
Heneicosane 14.65 17.8 ng 222901 5 13.97 249944 20.0
Octacosane 14.73 9.8 ng 165437 6 15.43 336678 20.0
Nonadecane, 9-met... 15.84 9.3 ng 156365 6 15.43 336678 20.0
Ethanol, 2-(dodec... 16.21 2.6 ng 44550 6 15.43 336678 20.0
2-methyltetracosane 16.33 5.7 ng 96275 6 15.43 336678 20.0

8270-BF091319.M Wed Sep 25 16:32:46 2019 Page: 17



