LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 5.046 500 503 519 rBV 55345 79887 4.16% 0.419%
2 5.469 572 575 592 rBVY 1425835 1631061 84.93% 8.554%
3 6.487 744 748 766 rBVY 1533623 1697601 88.40% 8.903%
4 6.610 766 769 784 rVB 2043734 1848760 96.27% 9.696%
5 6.834 804 807 816 rBV 601047 497824 25.92% 2.611%
6 6.992 830 834 848 rBVY 1542947 1452919 75.66% 7.620%
7 7.398 899 903 915 rBVY 1075177 1047049 54.52% 5.491%
8 8.116 1021 1025 1042 rBV 617515 585939 30.51% 3.073%
9 9.186 1204 1207 1219 rBvV 2131749 1920436 100.00% 10.072%
10 9.586 1271 1275 1284 rBV 102907 107402 5.59% 0.563%

11 9.869 1320 1323 1334 rBV 563312 564141 29.38% 2.959%
12 10.663 1455 1458 1470 rBV 943490 995047 51.81% 5.219%
13 11.363 1573 1577 1587 rBV 547583 520839 27.12% 2.732%
14 11.880 1661 1665 1676 rBV 178670 223229 11.62% 1.171%

15 12.580 1780 1784 1788 rBV 59278 65034 3.39% 0.341%
16 12.663 1795 1798 1803 rBV3 60825 74537 3.88% 0.391%
17 12.810 1819 1823 1825 rBV 52503 54078 2.82% 0.284%

18 12.939 1841 1845 1849 rBV 1865841 1663746 86.63% 8.726%
19 13.827 1993 1996 2004 rBV 206928 278857 14.52% 1.462%
20 14.010 2023 2027 2035 rVB 639514 732451 38.14% 3.841%

21 14.151 2048 2051 2055 rVB2 114352 109142 5.68% 0.572%
22 14.451 2099 2102 2109 rVB 280365 325198 16.93% 1.706%
23 14.757 2150 2154 2158 rBV 407934 401983 20.93% 2.108%
24 15.092 2207 2211 2215 rVB2 431711 516529 26.90% 2.709%
25 15.486 2271 2278 2283 rBV2 456273 981381 51.10% 5.147%

26 15.898 2343 2348 2354 rVB 277202 432663 22.53% 2.269%
27 16.392 2428 2432 2438 rBV2 152732 259609 13.52% 1.362%

Sum of corrected areas: 19067342
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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

Abundance TIC: BF112514.D
2000000

6.49 6.99
1500000 5.47

7.40
1000000

6.83
500000

5.05 L

0 \ﬁ L B e L A e s e e e o e B B L s e e s e e B e L B e e e e B L B s s
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112514.D

2000000 12.94
1500000

1000000 10.66

8.12 9.87 11.36

11.88
969 ey

or—-r— -~y —_— N T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112514.D

2000000

500000

1500000

1000000

14.01 1509  15.49

14.76

14.45
500000 16.39

13.83 || 14.15

¥

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 10

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

5.05 3.21 ng 79887 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 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28

Abundance Scan 504 (5.051 min): BF112514.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101 e N
| 83 4.80 5.00 5.20 5.40
o | RSNV | (M N m/z 59.10 56.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR UL I I L
4.80 5.00 5.20 5.40
59 m/z 101.00 24.20%
0 21 37, 53,|| &7 778 o
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0
5000 101 m/z 58.00 13.48%
28 59
‘ 70 84
o...,..1“?.,..H.‘l....q‘.:..,??‘l:i....l.‘..7.8,.‘l..,.?§.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R B A REamsma
43 4.80 5.00 5.20 5.40
m/z 41.00 9.72%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 2 unknown6.61 Concentration Rank 1

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

6.61 74.27 ng 1848760 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 769 (6.610 min): BF112514.D (-766) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 'é'eg 680 7.00
54 : : . : :
o qrer | asus ) m/z 68.05 39.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R N UL I I
6.0 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.23%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 L
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.05 25.91%
) N N W 8 .,ﬂ97.kw. M 158 189
m/z--> 20 40 60 80 100 120 140 160 180 I
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B REREN BRI
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.61%
117
5000
39 91
7 1 G em [ |
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘||l“|||||||||||||||
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\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 6
R.T. EstConc Area Relative to ISTD R.T.
11.88 8.57 ng 223229 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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 30
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1665 (11.880 min): BF112514.D (-1661) (-) m/z 73.10 100.00%
7B
43 50
5000 129
97 213 e
L | 4g157171185 T oo, 256 11,60 11.80 12.00 12.20
0 m/z 43.05 78.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR BRI BUCILN RN B
11. 60 11. 80 12. oo 12 20
m/ 60.00 72 .47Y%
TJJ 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11.60 11.80 12.00 12.20
5000 - m/z 41.10 64 .24%
129
‘ T? o1 115 ‘ 71 214
0mI,\“,\I\J,,l‘\,}“,"U,jl‘,,,\,lel“f?,l?i,\,,IJI},%”,,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 59.09%
5000 129
29
199
‘ 143157171185 242
O.Fﬁ.k.,ﬁ. T e
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 : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 6 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.86 ng 74537 Phenanthrene-d10 11.36
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 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1798 (12.663 min): BF112514.D (-1795) (-) m/z 73.00 100.00%
43
5000
241 284 UL AR NN SUNRN B
213 261 303 12.40 12.60 12.80 13.00
0 A m/z 57.10 92.93%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
a8 7
5000 129 R REEmEmEm e
o7 12. 40 12 60 12. 80 13. oo
185 241 o84 m/z 60.00 89.90%
1187 | 207
0 ) ...."..'.. —— ——
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
48
60 12.40 12.60 12.80 13.00
5000 284 m/z 43.10 89.70%
129
185 213 241
[o) ‘I“ I‘I \ H ‘L I\I\I7Il .{. \I .t.‘. Il IA|26|7I\I |3:.L1. — .3.72.
m/z--> 50 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid e  RRRaE Bam s
43 60 12.40 12.60 12.80 13.00
m/z 55.05 78.62%
5000 129
H H 157 185 213 256
OII‘\II\II\I‘H b el Il .{.{.‘l.{ 239|‘ — —— R B
m/z--> 50 150 200 250 300 350 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.83 7.61 ng 278857 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 93
3 Cvclopentadecane 210 C15H30 000295-48-7 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90

Abundance Scan 1996 (13.827 min): BF112514.D (-1993) (-) m/z 57.10 100.00%

57 83

5000

-

13.60 13.80 14.00 14.20

3
m/z 43.10 91.94%

) 139 168 190207 230 255 282 305 332
i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
97

-

13!60 13.I80 14.IOO 14!20
m/z 83.10 84.80%

5000

o 139 167 196 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127770: 9-Eicosene, (E)-
57 83

-

13.60 13.80 14.00 14.20
m/z 69.10 76.40%

5000
29
o J l 139 168 196 223 252 280
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane R AEEmEEES L
55 13.60 13.80 14.00 14.20
83 m/z 55.05 75.63%
5000
29 111
“ |\ 139 182 210
Ol b el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 Heptadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.15 2.98 ng 109142 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 93
2 Octadecane 254 C18H38 000593-45-3 93
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2051 (14.151 min): BF112514.D (-2048) (-) m/z 57.10 100.00%
57
85
5000
L LR e 199 o s egzreaomoer 13580 14100 14.20 1440
ol bl el PRk bR« ST m/z 71.10 79.29%
m/z--> 50 100 150 200 250 300
Abundance #105894: Heptadecane, 2-methyl-
43
5000 M EEE
71 13.80 14.00 14.20 14.40
m/z 43.10 78 .09%
0 I 1 | 9 127 155 183 211 239
m/z--> 50 100 150 200 250 300
Abundance #105884: Octadecane
57
13:80 14.00 14.20 14.40
5000 85 m/z 85.05 59.83%
29
m/z--> 50 160 150 200 250 300
Abundance #59880: Tetradecane R RE SRt
57 13.80 14.00 14.20 14.40
m/z 55.10 28.67%
5000 85
29
m/z--> 50 100 150 200 250 300 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .45 8.88 ng 325198 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptacosane 380 C27H56 000593-49-7 94
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 90
Abundance Scan 2102 (14.451 min): BF112514.D (-2099) (-) m/z 57.10 100.00%
57
85
" | b
113 " 14.20 14.40 14.60 14.80
141
I ,1.J.~.J.||, L7y, 109 198 225 253 280303324 354 897 | nz7 71.10  70.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 R SO BRI SUARIRA SR
1420 14.40 14.60 14.80
m/z 43.10 65.18%
ol 3| J ] 1141‘169 197 225 253 281 309 338
m/z--> 50 100 150 260 250 300 3éo 400
Abundance #202662: Heptacosane
57
" 14.20 14.40 14.60 14.80
5000 m/z 85.05 55.24%
85
o ??‘ I J1}31141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane A BAE e e
57 14.20 14.40 14.60 14.80
m/z 41.10 28.00%
85
29 113
o1 | | | 777,141 160 197 205 253 296
m/z--> 50 100 1&1;0 200 250 300 350 400 1420 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 : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 Pentadecane, 8-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.76 8.19 ng 401983 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2155 (14.763 min): BF112514.D (-2150) (-) m/z 57.10 100.00%
g7
85
5000
113 4'40 1460 1480 1500
141 183 14.40 14.60 14.80 15.00
o — ,I Ll || '| A 163755 211932293 .2?1. ! .3.2?3.4? 369 38 myz 71.10  70.94%
m/z--> 50 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 L BRI S UL SRR B
14,40 14.60 14.80 15.00
196 m/z 43.10 60.73%
ol | 225 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #194492: Hexacosane
57
o 14.40 14.60 14.80 15.00
5000 m/z 85.10 58.18%
113 366
29 141 169
o a0 e 225 25 201 309 a7 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T e
57 14.40 14.60 14.80 15.00
m/z 55.10 21.82%
85
5000
29
LTl J ] 11‘}1‘169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 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 : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.09 10.53 ng 516529 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 C24H50 000646-31-1 97
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2211 (15.092 min): BF112514.D (-2207) (-) m/z 57.10 100.00%
57
85
5000
LiTE 160 197220244 260} 330354379 430 1450 1500 1520 1540 _
Ok o b a7y 50 197220244 280 | 330354379 430 | hzz 71.10 71.73%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 85 LR UL BRI SUNRIE U
mmmmmmmm
29 m/z 43.10 66.73%
. LLL L 23,041 160 107 205 253 296
miz--> 0 55 160 1éo 260 2éo 360 3éo 460
Abundance #175558: Tetracosane
57
g5 14.80 15.00 15,20 15.40
5000 m/z 85.10 57 .94Y%
113
o3 i J | 141 169 197 225 253 281 309 338
miz--> 0 55 160 1éo 260 250 300 350 460
Abundance #185535: Heptadecane, 9-octyl- LR ST et
57 14.80 15.00 15.20 15.40
m/z 55.10 25.84Y%
5000 85
0 11, 1%3J1§1‘169 197 2?9 267 294 323 352
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 12 Nonacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 8.82 ng 432663 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2348 (15.898 min): BF112514.D (-2343) (-) m/z 57.10 100.00%
57
5000
141, .,183 15.60 15.80 16.00 16.20
ol i || .l.ﬂ. jA6a 0 211 239 261 12337387379 412 | nzo 71,10 74.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215179: Nonacosane
57
85
5000 LR B LI B B
15 60 15. 80 16. oo 16. 20
m/z 43.10 66.19%
. ?ﬁ| L1} j J 1141 169 9 197 225 253 281 300 337 365 408
m/z--> éo 100 150 260 2éo 360 3éo 460
Abundance #100330: 2-Bromo dodecane
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 53.14%
29J 113 169
I 0 S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane L L L L L B BB
57 15.60 15.80 16.00 16.20
m/z 55.10 24 .82%
5000 85 M/\Pwmqﬁdeﬁm/\waﬁwwpﬂﬁwwwf
29
m/z--> 5'0 1(')0 1&1;0 2(')0 2éo 300 3&'30 4(')0 15 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021219\
Data File : BF112514.D

Aca On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample : K1459-11

Misc :

ALS Vial : 13 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 13 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.39 5.29 ng 259609 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2432 (16.392 min): BF112514.D (-2428) (-) m/z 57.10 100.00%

57
5000 8

113
141,6,183 211 246 88 316 357 410 16.00 16.20 16.40 16.60 16.80
o....l,.-.l..ll IR L o N b oL -2 St m/z 71.10 74.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane

3

16.00 16.20 16.40 16.60 16.80
m/z 43.10 56.42%

5000

29

113 141 169 197 225 253 282

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R e e
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 85.10 51.91%
13 141
o2 ||, [ | 7,169 197 225 253 281 309 337 365 393 422
e B G LA LB A
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane LT B M i i o SR
57 16.00 16.20 16.40 16.60 16.80
m/z 55.10 25.51%
- 1 W
0 2\‘9{ | \11131|1A\r14169 197 225 253 296
A A s o o L S o o o o o e B R R o RRERS
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 : BF112514.D

Acq On : 12 Feb 2019 16:48

Operator : JU/SJ

Sample - K1459-11

Misc :

ALS Vial : 13 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 3.2 ng 79887 1 6.83 497824 20.0
unknown6.61 6.61 74.3 ng 1848760 1 6.83 497824 20.0
n-Hexadecanoic acid 11.88 8.6 ng 223229 4 11.36 520839 20.0
Octadecanoic acid 12.66 2.9 ng 74537 4 11.36 520839 20.0
3-Eicosene, (E)- 13.83 7.6 ng 278857 5 14.01 732451 20.0
Heptadecane, 2-me... 14.15 3.0 ng 109142 5 14.01 732451 20.0
Tetracosane 14 .45 8.9 ng 325198 5 14.01 732451 20.0
Pentadecane, 8-he... 14.76 8.2 ng 401983 6 15.49 981381 20.0
Heneicosane 15.09 10.5 ng 516529 6 15.49 981381 20.0
Nonacosane 15.90 8.8 ng 432663 6 15.49 981381 20.0
Eicosane 16.39 5.3 ng 259609 6 15.49 981381 20.0
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