LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\

Data File : BF113699.D

Aca On : 10 Apr 2019 16:30 Instrument :

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

3?22'6 : K2199-07 2X OR-03-040819-B

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF040319.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 5.293 542 545 573 rBV 663414 1001896 11.41% 2.705%
2 6.328 718 721 738 rBV 766788 1118472 12.74% 3.020%
3 6.451 738 742 752 rVB 1100295 1081574 12.32% 2.920%
4 6.675 777 780 789 rBV 702879 642693 7.32% 1.735%
5 6.834 803 807 820 rBV 839022 836272 9.52% 2.258%
6 7.239 873 876 882 rBV 504244 584818 6.66% 1.579%
7 7.957 993 998 1005 rBV 893034 891015 10.15% 2.406%
8 8.557 1097 1100 1103 rBv2 108970 95485 1.09% 0.258%
9 9.034 1177 1181 1192 rBVY 1335504 1196277 13.62% 3.230%
10 9.122 1192 1196 1199 rBV 126424 119135 1.36% 0.322%

11 9.433 1245 1249 1252 rBV2 135962 145772 1.66% 0.394%
12 9.645 1283 1285 1289 rBvV 182521 145968 1.66% 0.394%
13 9.710 1292 1296 1299 rVvVv 935703 903472 10.29% 2.439%
14 10.145 1366 1370 1372 rBV 219494 176824 2.01% 0.477%
15 10.498 1424 1430 1437 rBV 643243 706872 8.05% 1.909%

16 10.616 1447 1450 1458 rBV 243654 279618 3.18% 0.755%
17 11.063 1522 1526 1528 rBV 200386 173503 1.98% 0.468%
18 11.092 1528 1531 1537 rVB 85082 93904 1.07% 0.254%
19 11.192 1544 1548 1551 rBV 851184 887157 10.10% 2.395%
20 11.486 1595 1598 1600 rBV 195071 154380 1.76% 0.417%

21 11.586 1611 1615 1619 rBV 3368777 3007683 34.25% 8.121%
22 11.727 1635 1639 1646 rBV 323504 375925 4.28% 1.015%
23 11.892 1664 1667 1672 rVB 151459 147282 1.68% 0.398%
24 12.280 1727 1733 1735 rBV 5848378 8780607 100.00% 23.707%
25 12.304 1735 1737 1742 rVV2 6175193 5756185 65.56% 15.541%

26 12.374 1746 1749 1752 rVV 1405275 1200013 13.67% 3.240%
27 12.410 1752 1755 1757 rvv2 197371 259384 2.95% 0.700%
28 12.427 1757 1758 1767 rVvV 258074 340946 3.88% 0.921%
29 12.510 1768 1772 1783 rVB 594883 748513 8.52% 2.021%
30 12.769 1812 1816 1825 rVB 1160907 1012229 11.53% 2.733%

31 13.016 1853 1858 1864 rVB4 159548 218108 2.48% 0.589%
32 13.098 1869 1872 1875 rVB 158832 137697 1.57% 0.372%
33 13.668 1967 1969 1978 rVB2 63102 91857 1.05% 0.248%
34 13.763 1980 1985 1991 rBV 191846 251365 2.86% 0.679%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.821 1991 1995 1999 rBV 855310 927595 10.56% 2.504%

36 13.986 2020 2023 2027 rVB 105779 95920 1.09% 0.259%
37 14.292 2071 2075 2077 rBV 136470 139554 1.59% 0.377%
38 14.586 2121 2125 2129 rBV 190531 213388 2.43% 0.576%
39 14.692 2138 2143 2152 rBV 244836 365832 4.17% 0.988%
40 14.892 2174 2177 2182 rVB 263986 268990 3.06% 0.726%

41 15.233 2231 2235 2246 rBV2 793874 1021293 11.63% 2.757%
42 15.633 2299 2303 2308 rVB 189324 257051 2.93% 0.694%
43 16.086 2376 2380 2386 rVB 121520 184998 2.11% 0.499%

Sum of corrected areas: 37037522
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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\HPCHEM1\BNA F\DATA\BF041019\
BF113699.D

10 Apr 2019 16:30

JussJ

K2199-07 2X

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 unknown6.45 Concentration Rank 4

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

6.45 33.66 ng 1081570 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 742 (6.451 min): BF113699.D (-738) (-) m/z 131.90 100.00%
5000 68
© st |l g % s J 550 k0 6k oh
o gre s m/z 68.00 39.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IERSENUAEE SRS LR
6.20 6.40 6.60 6.80
31 51 78 m/z 133.90 32.84%
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 6.40 6.60 6.80
5000 67 m/z 66.00 25.23%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 14 .58%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | U
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Hexadecane Concentration Rank 20

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

9.65 3.23 ng 145968 Acenaphthene-d10 9.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1286 (9.651 min): BF113699.D (-1283) (-) m/z 57.00 100.00%
57
43
71
5000 85
EE U L N B
99 9.40 9.60 9.80 10.00
113 127
Ol el | el STA40 104 182 212 1 Tnyz 43.00 75.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
5000 [ L U UL L B
g5 9.40 9.60 980 10.00
29 m/z 70.95 59.13%
o o i 99 113 127 141 155 169 183 lo7 22
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #59880: Tetradecane
57
43 HR UL L N B
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.00 42 .24%
29
OEJN\HM?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #48835: Tridecane e Al an mat St e
43 97 9.40 9.60 9.80 10.00
m/z 41.00 36.59Y%
71
5000
85
29
das [ L] e
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 920 960 980 1050
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.15 3.91 ng 176824 Acenaphthene-d10 9.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 1371 (10.151 min): BF113699.D (-1366) (-) m/z 57.00 100.00%

57
43

71

5000

9.80 10.00 10.20 10.40

99 113 131

154167 185 202

0! m/z 43.00 67 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43
71
5000 85 LI L B B B
9.80 10.00 10.20 10.40
29 m/z 71.00 61.41%
99
oL 15 | I ) 113127141155 169 198
LA S I e o e B e e e RAREREEEERES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71395: Pentadecane
43 57
R EAARE RS R S
29 71 9.80 10.00 10.20 10.40
5000 85 m/z 85.00 43.11%
0 ‘\ Ll | %9 113127 141 156 160 193 107 212
A W o T A A ma e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane T e T T
57 9.80 10.00 10.20 10.40
43 71 m/z 40.95 30.41%
85
5000
29 99 3
11
AECEN | 127141155 169 183197 211 240
”.“.”,”.w.”.“.”,”.w.”.“.”,”...”...” T B e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 1000 1020 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.62 6.30 ng 279618 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1451 (10.622 min): BF113699.D (-1447) (-) m/z 57.00 100.00%

57
5000

10.40 10.60 10.80 11.00
m/z 71.00 64.16%

. 34 153169184 19g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane

57

5000 LN B L L L L L LB
10.40 10.60 10.80 11.00
m/z 43.00 62.09%
ol 2 141 169 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
R i A
85 10.40 10.60 10.80 11.00
5000 m/z 85.00 39.08%
4
113
0 ‘ L [ e 160 197 225 253268 296
,,,,,,,,, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane B AR e e e
57 10.40 10.60 10.80 11.00
m/z 41.00 28.66%
5000 8
4 5
o ‘ L) M8 141 160 107 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Heptacosane, l1l-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.06 3.91 ng 173503 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 1526 (11.063 min): BF113699.D (-1522) (-) m/z 57.00 100.00%

57
43

71

5000

J

10.80 11.00 11.20 11.40
m/z 43.00 70.16%

99 113
N 127141154 169182 197 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane

57
43 71

)

5000

10.80 11.00 11.20 11.40
99 m/z 71.00 63.04%

29 113
N 127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 3
R e e T
10.80 11.00 11.20 11.40
5000 n m/z 84.95 43.17%
85
29
0 | w L 4 ‘ 99 113127141155169183197 226
L B - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 | |
Abundance #105884: Octadecane T e
43 57 10.80 11.00 11.20 11.40
m/z 41.00 30.76%
71
5000 85
29 99
o | 11‘3127141155169183197211225 254 .
A Rt e A e ML,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.49 3.48 ng 154380 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 86
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 1599 (11.492 min): BF113699.D (-1595) (-) m/z 57.00 100.00%
57
5000 85
4 MLJ\JL
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—
11.20 11.40 11.60 11.80
155
0...,....;'...-|' --"'.,'.-..!'l.-.-:'.,~-'..1.‘,}9...,.1.7.1. B e | M7z 42.95  71.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000
11.20 11.40 11.60 11.80
4 s m/z 71.00 64.34%
S O O e LA - - .
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance #59880: Tetradecane
57
111,20 11,40 11.60 11.80
5000 . 85 m/z 85.00 47 .05%
o2 | || M3 11 ey 108
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance #141431: Eicosane, 10-methyl- R RS R S S
57 11.20 11.40 11.60 11.80
m/z 40.95 30.16%
5000 4 85
o il “ | B gt o7 224239 266281296
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.59 67.81 ng 3007680 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1616 (11.592 min): BF113699.D (-1611) (-) m/z 74.00 100.00%
7
87
5000
43
129 227 11.20 11,40 11.60 11.80 12.00
101 171185199 2415cr 270 : : : : .
0 ...,....,....|',.~.'.. ':...'~,'..1'.1.?..'..,|...1?,7....,.... 213 | 2125820 /7 87.00  75.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
7
87
5000 R DAL BN LSRN I
43 11/20 11.40 11.60 11.80 12.00
143 m/z 43.00 32.76%
o L] }?11;5129 | 15717118519913%27 541 270
s T30 6 B a0 130 10 1% 180 505 535 346 3o
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
i
87 11.20 11.40 11.60 11.80 12.00
5000 43 m/z 55.00 26 .50%
\ 101 129143 227
o | J n 1151297 157171185199213 241 270
m/z--> 20 45 eb éo 160 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—rL_j\”_'\_'_
74 11.20 11.40 11.60 11.80 12.00
87 m/z 41.00 24 .09%
5000
43
Jas 2o | %o e e e
m/z--> 20 4'0 60 80 100 12'0 140 160 180 200 220 24'10 260 11.20 11.40 11.60 11.80 12.00

8270-BF040319.M Thu Apr 11 17:26:14 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.73 8.47 ng 375925 Phenanthrene-d10 11.19
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 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1639 (11.727 min): BF113699.D (-1635) (-) m/z 72.90 100.00%
60 7B
5000 129 L
85

97 213 A e L S

1o | q4g 157171 192 0p7 256 1140 11.60 11.80 12.00
o} m/z 43.00 92.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.40 11.60 11.80 12.00
m/z 59.90 85.59%

213
,Ju 143 157171 185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

, R SARRA
43 11.40 11. 60 11. 80 12.00
5000 129 m/z 56.95 77.05%
‘ 143 157 214
0,.LNN.NJAUW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 A r
Abundance #84453: Tetradecanoic acid
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 67.79%
5000 129
7 185 228
‘ ‘ ﬁ }01115 143157171 ‘ 199
ol 00 o W2 I
m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF040319.M Thu Apr 11 17:26:14 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 19
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.32 ng 147282 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 1667 (11.892 min): BF113699.D (-1664) (-) m/z 57.00 100.00%
5000 85
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—
113 11.60 11.80 12.00 12.20
141 197
o d d b e e m/z 71.00 65.71%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
5000 85 L L BN BRI B
umnmnmnm
m/z 43.00 65.67%
29 113 14
0 '4 T 'L"'+ ' T 1§9'%97'%2?'%5?' UL SR B
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
11.60 11.80 12.00 12.20
5000 g5 m/z 85.00 47 .33%
29
ol } | { | 118 141 169 197 226
m/z--> 55 160 1éo 260 2éo 300 3éo '
Abundance #209566: Octacosane  ERERSEEC LRSS S
57 11.60 11.80 12.00 12.20
m/z 41.00 29.47%
5000 85
29
ol h || | 43 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo ' 11.60 11.80 12.00 12.20

8270-BF040319.M Thu Apr 11 17:26:15 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.28 197.95 ng 8780610 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99

Abundance Scan 1733 (12.280 min): BF113699.D (-1727) (-) m/z 67.00 100.00%

67 g1

5000

12.00 12.20 12.40 12.60
m/z 80.95  83.46%

. 135150 178192 220 245 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester

6

294

41

12.00 12.20 12.I4O 12.60
m/z 54.95 64.86%

5000

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

294

124 263
190164178197 220234048

81 12.00 12.20 12.40 12.60

m/z 94.95 57 .50%

5000

1O 135149,64175

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester T e T T
67 12.00 12.20 12.40 12.60
2 81 m/z 41.00 52.50%

5000

124 150164178 993

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF040319.M Thu Apr 11 17:26:15 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.30 129.77 ng 5756190 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 1736 (12.298 min): BF113699.D (-1735) (-) m/z 55.00 100.00%

5000

-

12.00 12.20 12.40 12.60
m/z 41.00 64.24%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

-

5000
12.00 12.20 12.40 12.60

m/z 69.00 63.15%

111

125 180
o 41 166190 55722235 20478 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
56
69 12.00 12.20 12.40 12.60
5000 m/z 74.00 55.60%
87
29 111125 o - 264
o h] A 143 166180  557°9“236 278 296
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester e
41 74 12.00 12.20 12.40 12.60
m/z 83.00 51.89%
5000
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF040319.M Thu Apr 11 17:26:16 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.51 16.87 ng 748513 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 45

Abundance Scan 1772 (12.510 min): BF113699.D (-1768) (-) m/z 43.00 100.00%

B 78
5000 129

12.20 12.40 12.60 12.80

199513227
m/z 72.90 96.27%

=

14357171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129

12.20 12.40 12.60 12.80
m/z 57.00 82.62%

185

241 284

14357171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

73
43 _|
5 12.20 12.40 12.60 12.80
5000 129 m/z 59.90 78.45%
29 185 228
115
1 143157171 ‘

o bl e s o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid

60 12.20 12.40 12.60 12.80
m/z 55.00 70.79%
5000 41
129
1
101 143 172

Al e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF040319.M Thu Apr 11 17:26:16 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 cis-10-Heptadecenoic acid, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.02 4.70 ng 218108 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid. methy... 282 C18H3402 1000333-62-1 91
2 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 91
3 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 91
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 81
5 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 68
Abundance Scan 1859 (13.021 min): BF113699.D (-1853) (-) m/z 55.00 100.00%

5000

12.80 13.00 13.20 13.40
m/z 69.00 65.97%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester

12.I80 13.IOO 13.I20 13.I40
m/z 41.00 52.82%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methy| 13-eicosenoate
55
N L N EREEE R
12.80 13.00 13.20 13.40
5000 m/z 97.00 49.78%

o 138 166 185 20505 220 574 324
N RAaamsaraly
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141314: trans-13-Octadecenoic acid, methy! ester A L R REmms e
55 12.80 13.00 13.20 13.40
m/z 43.00  49.44%
5000
4 97
L2 Il 152 180 199 222 545284 206
A RARasnanely R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF040319.M Thu Apr 11 17:26:17 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 15 Docosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.76 5.42 ng 251365 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 90
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 80
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 74
5 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 005129-66-8 72

Abundance Scan 1985 (13.763 min): BF113699.D (-1980) (-) m/z 73.90 100.00%
74
43
5000
97 143 e =
311
12 | 199 227 255 354 13.40 13.60 13.80 14.00
0 l'J o AL il 288 L T m/z 86.85 82.93%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
74
43 _-AA~MAA_LWu_~Jp___
5000
13.40 13.60 13.80 14.00
o 143 354 m/z 43.00 55.46%
oL15 1,115 171 199 597 255 5g5 3
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate
74
13.40 13.60 13.80 14.00
5000 m/z 55.00 41 .59%
143 354
97 311 ‘
199 255
Olllllllw L‘ J‘le? |1|71||{||‘|22|7|L|‘|‘|2|83|‘| |‘||||‘|
m/z--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester R AR EEEEE T
74 13.40 13.60 13.80 14.00
m/z 57.00 34 .69%
5000
143 284
241
oL L Gfus, | 167% 213 7 266 |
m/z--> 50 100 150 2(')0 250 300 350 1340 13.60 13.80 14.00

8270-BF040319.M Thu Apr 11 17:26:17 2019 Page: 17



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
BF113699.D

10 Apr 2019 16:30

Ju/sJ

K2199-07 2X

5 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

16 Pentadecane, 8-hexyl-

Concentration Rank 14

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

14 .59 4.18 ng 213388 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
4 Heneicosane 296 C21H44 000629-94-7 87

5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2126 (14.592 min): BF113699.D (-2121) (-) m/z 57.00 100.00%
57
5000
13 141 253 14.20 14.40 14.60 14.80 15.00
169 196 217 270 295 318 348 : : : :
- m/z 71.00 70.82%
miz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LA L L L L L L L L LB
14.20 14.40 14.60 14.80 15.00
29 m/z 43.00 65.30%
113
ol o LT a0 107 o 2
miz--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl-
57
.
a5 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 56.07%
29 113 11 196
oLl bl ﬂ | Mt 168 | 204243 265283
e e e e
miz--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl- e B L m B R
43 14.20 14.40 14.60 14.80 15.00
m/z 55.00 24 .85%
71
5000
99 210
ol L0 Y27 155 182 71T 239 267 296 323
T T T e e e .
miz--> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80 15.00

8270-BF040319.

M Thu Apr 11 17:26:18 2019

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 17 N,N-Dimethyloctylamine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.69 7.16 ng 365832 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 80
2 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
3 Formamide. N-I3-(dimethvlamino)p... 130 C6H14N20 005922-69-0 72
4 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 64
Abundance Scan 2143 (14.692 min): BF113699.D (-2138) (-) m/z 58.00 100.00%
58
5000
84 157 14.40 14.60 14.80 15.00
Ol 30 g i 112131 "7 189 213 236254 281301320338 306 | 7,755 00 6.44%
m/z--> 50 100 150 200 250 300 350
Abundance #29185: N,N-Dimethyloctylamine
58
5000 LI IS B S B
14.40 14.60 14.80 15.00
m/z 71.95 6.44%
o2, | 84 128 1YY
m/z--> 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethy!-
58

14.40 14.60 14.80 15.00
5000 m/z 58.95 5.98%

018l|84 129 157

—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance : i i i

#13341: Formamide, N-[3-(dimethylamino)propyl]- I B A o o o e o o AR
58 14. 40 14 60 14. 80 15. 00
m/z 157.00 5.72%

40
|| et100 130

O e

m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. 00

8270-BF040319.M Thu Apr 11 17:26:18 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 18 Hexadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.89 5.27 ng 268990 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2177 (14.892 min): BF113699.D (-2174) (-) m/z 57.00 100.00%
g7
5000 85
113 14,60 14.80 15.00 15.20
141
ol 3 LA L LT 191 169 197 295 258280 309 334355 | o1 00 68, 13W
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 LN SIS BN SULILE B
mmmmmmmm
m/z 43.00 58.41%
113 324
141
o 2L L, mm s |
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
o ' 14.60 14.80 15.00 15.20
5000 m/z 85.00 51.35%
29 113
oL Tl g [T 4 169 197 225 p53 296
m/z--> §o 160 150 200 250 300 3%0
Abundance #94346: Heptadecane LI L L L LB B
57 14.60 14.80 15.00 15.20
m/z 55.00 20.28%
85
5000
29
m/z--> 5'0 100 150 200 250 300 3&1,0 14|60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 19 2-methyloctacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.63 5.03 ng 257051 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Docosane 310 C22H46 000629-97-0 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 87

Abundance Scan 2302 (15.627 min): BF113699.D (-2299) (-) m/z 57.00 100.00%
57
85
5000
113 " 15.40 15.60 15.80 16.00
141 169
ol 1 .-l.|| b 2190212 238 269 303327 3% | nzz 71.00  65.08%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LRI BRI SULRUL UL B
1540 15.60 15.80 16.00
m/z 43.00 60.03%
oL L g 111141 160 107 25 254
m/z--> 50 100 1%0 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.00 53.20%
K ] I | ulﬁ3 141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350
Abundance #153223: Docosane e I e T o
57 15.40 15.60 15.80 16.00
m/z 55.00 20.12%
5000 85
113
oL Ly M 188 21 239 g67 810
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041019\
Data File : BF113699.D

Aca On : 10 Apr 2019 16:30

Operator : JU/SJ

Sample : K2199-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040319_.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 20 5,5-Diethylheptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.09 3.62 ng 184998 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexacosane 366 C26H54 000630-01-3 86
4 5.5-Diethvlheptadecane 296 C21H44 1000360-41-7 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2381 (16.092 min): BF113699.D (-2376) (-) m/z 57.00 100.00%
g7
85
5000
L AR SR SO B
3 141 169 191 245564 297 a1 15.80 16.00 16.20 16.40
ol A .Il.il e e W e U B m/z 71.00 66.73%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000 LR S B UL UL
15,80 16.00 16.20 16.40
29 m/z 85.00 56 .60%
oL L b i iy 0141 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
15.80 16.00 16,20 16.40
5000 85 m/z 43.00 54 _.61%
29
0 I | | ‘J1113 141 169 197 225 268 J\n-~rv««“h/\WWNNwﬂuw,_*,J
m/z--> 50 100 1%0 200 250 300 350
Abundance #194493: Hexacosane AR EEREE L
57 15.80 16.00 16.20 16.40
m/z 55.00 20.44%
o T M«»—Nwm
29 i 13 14
ol b d L ST 100 107 225 258 295 %8 367 |
m/z--> 50 100 150 200 250 300 350 15,80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041019\

Data File : BF113699.D

Acqg On : 10 Apr 2019 16:30 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : K2199-07 2X OR-03-040819-B

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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 .45 6.45 33.7 ng 1081570 1 6.67 642693 20.0
Hexadecane 9.65 3.2 ng 145968 3 9.71 903472 20.0
Tetradecane 10.15 3.9 ng 176824 3 9.71 903472 20.0
Heptadecane 10.62 6.3 ng 279618 4 11.19 887157 20.0
Heptacosane, 1-ch... 11.06 3.9 ng 173503 4 11.19 887157 20.0
Heneicosane 11.49 3.5 ng 154380 4 11.19 887157 20.0
Hexadecanoic acid... 11.59 67.8 ng 3007680 4 11.19 887157 20.0
n-Hexadecanoic acid 11.73 8.5 ng 375925 4 11.19 887157 20.0
Tetracosane 11.89 3.3 ng 147282 4 11.19 887157 20.0
10,13-Octadecadie... 12.28 197.9 ng 8780610 4 11.19 887157 20.0
9-Octadecenoic ac... 12.30 129.8 ng 5756190 4 11.19 887157 20.0
Octadecanoic acid 12.51 16.9 ng 748513 4 11.19 887157 20.0
cis-10-Heptadecen... 13.02 4.7 ng 218108 5 13.83 927595 20.0
Docosanoic acid, ... 13.76 5.4 ng 251365 5 13.83 927595 20.0
Pentadecane, 8-he... 14.59 4.2 ng 213388 6 15.23 1021290 20.0
N,N-Dimethyloctyl... 14.69 7.2 ng 365832 6 15.23 1021290 20.0
Hexadecane, 2-met... 14.89 5.3 ng 268990 6 15.23 1021290 20.0
2-methyloctacosane 15.63 5.0 ng 257051 6 15.23 1021290 20.0
5,5-Diethylheptad... 16.09 3.6 ng 184998 6 15.23 1021290 20.0
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