LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 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-BF022719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal - TIC: BF113041.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.334 548 552 570 rBVY 1440403 1430150 79.74% 5.483%
2 6.175 690 695 699 rVB 41748 37964 2.12% 0.146%
3 6.363 724 727 742 rBVY 1567155 1607275 89.61% 6.162%
4 6.498 746 750 753 rBVY 1808949 1598118 89.10% 6.127%
5 6.728 785 789 792 rBV 972466 878132 48.96% 3.366%
6 6.881 811 815 819 rBVY 1520755 1208906 67.40% 4.634%
7 7.281 879 883 892 rBVY 1045346 958226 53.42% 3.673%
8 7.751 960 963 967 rVB 182253 156915 8.75% 0.602%
9 8.010 1003 1007 1012 rBvV 1146188 1127806 62.88% 4.324%
10 8.051 1012 1014 1033 rvVvB2 29149 85654 4.78% 0.328%

11 9.080 1185 1189 1199 rBV 2073228 1793603 100.00% 6.876%
12 9.422 1241 1247 1249 rBV2 30288 27693 1.54% 0.106%
13 9.475 1252 1256 1262 rVV 159499 139982 7.80% 0.537%
14 9.757 1300 1304 1308 rBV 1624143 1428076 79.62% 5.475%

15 9.963 1336 1339 1343 rBV2 15359 22824 1.27% 0.087%
16 10.275 1386 1392 1394 rBV3 34430 35525 1.98% 0.136%
17 10.539 1433 1437 1448 rBV 1557640 1438076 80.18% 5.513%
18 10.845 1483 1489 1493 rBVS8 12726 24664 1.38% 0.095%
19 10.910 1496 1500 1506 rBV7 21800 41846 2.33% 0.160%
20 11.116 1527 1535 1536 rBV6 19840 40444 2.25% 0.155%
21 11.192 1545 1548 1551 rBvV4 20728 25900 1.44% 0.099%

22 11.233 1551 1555 1558 rVV 1779282 1598860 89.14% 6.129%
23 11.257 1558 1559 1562 rVvVv 230502 136508 7.61% 0.523%

24 11.304 1565 1567 1572 rVB 62221 62465 3.48% 0.239%
25 11.698 1630 1634 1637 rBV2 41436 54980 3.07% 0.211%
26 11.733 1637 1640 1643 rVV 50876 53372 2.98% 0.205%
27 11.769 1643 1646 1656 rVVv2 449192 518442 28.91% 1.988%
28 11.845 1656 1659 1661 rBV 50154 48331 2.69% 0.185%
29 12.027 1687 1690 1692 rBV 24997 23630 1.32% 0.091%
30 12.051 1692 1694 1698 rVB3 20752 20875 1.16% 0.080%
31 12.280 1730 1733 1735 rBV2 32297 28035 1.56% 0.107%
32 12.363 1744 1747 1754 rVB4 30568 44954 2.51% 0.172%

33 12.439 1756 1760 1764 rBV 419757 385845 21.51% 1.479%
34 12.551 1776 1779 1790 rBV3 137151 201153 11.22% 0.771%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 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-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.663 1793 1798 1802 rBV 359446 384331 21.43% 1.473%

36 12.739 1808 1811 1816 rVB 98347 94866 5.29% 0.364%
37 12.810 1819 1823 1829 rVB 1902225 1719398 95.86% 6.592%
38 12.992 1852 1854 1857 rVB 49704 41147 2.29% 0.158%
39 13.057 1863 1865 1868 rVB2 49378 41043 2.29% 0.157%
40 13.098 1869 1872 1874 rBV2 42574 43014 2.40% 0.165%

41 13.715 1974 1977 1982 rVB3 195558 222488 12.40% 0.853%
42 13.857 1996 2001 2004 rBV 1524324 1634282 91.12% 6.265%
43 14.039 2030 2032 2036 rVB3 75929 65091 3.63% 0.250%
44 14.339 2080 2083 2087 rBV2 207879 258786 14.43% 0.992%
45 14.633 2130 2133 2141 rBVY 175730 269878 15.05% 1.035%

46 14.704 2142 2145 2154 rVB 204364 290037 16.17% 1.112%
47 14.862 2169 2172 2179 rBV 181396 348511 19.43% 1.336%
48 14.951 2183 2187 2196 rVB 624353 797049 44 _.44% 3.056%
49 15.204 2227 2230 2235 rVB 141669 152184 8.48% 0.583%
50 15.262 2236 2240 2244 rBV 1010884 1289631 71.90% 4.944%

51 15.709 2311 2316 2321 rBV 846428 1148025 64.01% 4.401%

Sum of corrected areas: 26084990
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF031319\

BF113042.D

13 Mar 2019 21:44

JussJ

K1870-01 2X

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF113041.D
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6.36 6.88

5.33

7.28
6.73

0
Time-->
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1500000
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Time-->
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2000000

1500000
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500000

13.72

TIC: BF113041.D

13.86
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15.71
14.95

14.34 1463048

0
Time-->

™1
13.50

T
18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 36.40 ng 1598120 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.498 min): BF113042.D (-746) (-) m/z 131.95 100.00%
5000 68
40 %6 J 620 6.40 6.60 6.80
54 . . . .
o |7 87 | sus | "m/z 68.00 38.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR LR L
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.76%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
620 6.40 6.60 6.80
5000 m/z 66.00 24 . 75%
69
9 ‘ 89 103
oL ---‘l“‘-4§‘4“4‘|“- ‘ .‘Fﬁ. ""I‘l":!-l'sl" T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S EEANEmEEae
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 14 .45%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 9

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

7.75 2.78 ng 156915 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 97
2 Camphor 152 C10H160 000076-22-2 97
3 (+)-2-Bornanone 152 C10H160 000464-49-3 96
4 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160 006752-80-3 58
5 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C10H160 002506-61-8 46

Abundance Scan 963 (7.751 min): BF113042.D (-960) (-) m/z 95.00 100.00%
95
81
41
5000 55 69 108 L
152 UL L IR L

|| |‘ | | | 7.40 7.60 7.80 8.00
et e e e e b m/z 81.00 65.99%

0 || 1l ||| I 124 1:?7
e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95
81 ﬂ
41
5000 55 69
108 7.40 7.60 7.80 8.00
. ‘ ‘ 152 m/z 40.95 52.28%
0 ..,.%?.,....,....IF...HJI:.,.J:Ii..JJ!!:..ﬂJ.h.,....,....}?¥?.,.}ﬁz....,.u..,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25059: Camphor
41 95
RRE R e e e AARaR
81 7.40 7.60 7.80 8.00
5000 m/z 69.00 39.12%
55 69 108
152
27 ‘ ‘
0..,....,...‘.‘,....‘il‘...,‘.‘a..,..‘.‘.‘...‘.‘Ha..,‘.‘.l‘.,....,....llz.l...,..1.:‘3.7,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25100: (+)-2-Bornanone
95 7.40 7.60 7.80 8.00
81 m/z 108.00 37.62%
5000 41 108
55 69 152
il |
P | R O W G .~
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 5

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

11.77 6.49 ng 518442 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 86

5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 18

Abundance Scan 1646 (11.769 min): BF113042.D (-1643) (-) m/z 73.00 100.00%
60 73
5000 129
7 T T T T T
115 213 :
01 143 T 192 T 286 11.40 11.60 11.80 12.00
0 m/z 43.00 97.24%
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 LA L L L L LB L
11.40 11.60 11.80 12.00
m/z 59.95 85.00%
213
143 157171185 199
Olrrrprrrr s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 76.04%
29
s ||
.“,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B LR = et
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 71.84%
5000 129
185 228
T7 01115 143157171 ‘ 199
m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.55 2.46 ng 201153 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 80
Abundance Scan 1779 (12.551 min): BF113042.D (-1776) (-) m/z 43.00 100.00%
73
5000 129 M\AM
12120 12,40 12.60 12.80
(o} m/z 73.00 90.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
78
43
129
50007 28 284 U AR DU B
nmnmnmnm
m/z 57.00 82.41%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43
12120 12,40 12.60 12.80
5000 m/z 59.95 81.77%
il
04 ..,.‘a..‘,‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid AR R e Sy
78 12.20 12.40 12.60 12.80
43 m/z 55.00 77 .75%
5000 129
185 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.72 2.72 ng 222488 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 1978 (13.721 min): BF113042.D (-1974) (-) m/z 57.00 100.00%

g7

5000

:

13.40 13.60 13.80 14.00
m/z 43.00 77.22%

o 139 167 198 224 252 273200 317

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81246: Cyclohexadecane

55 83

%

13.40 13.60 13.80 14.00
m/z 55.00 58.47%

5000

139 167 196 224

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57 83

i

13.40 13.60 13.80 14.00
m/z 83.00 55.67%

5000
. | 167 196 222 266 294 390340 aﬂﬂArvhjmﬁwvwAMNMWMW*MtNmﬂm
S aasanaieay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate e AREEEEEaSEE
57 13.40 13.60 13.80 14.00

a3 m/z 71.00 54 .64%

5000

%

139 169 151210 238 55083

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.34 3.17 ng 258786 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetracosane 338 C24H50 000646-31-1 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 2083 (14.339 min): BF113042.D (-2080) (-) m/z 57.00 100.00%
g7
5000
9“9 11 1g7 240 0356 207 14:00 14.20 14.40 14.60
INBEE'D D ¥ 8 TG /G NN =LA L m/z 43.00 65.29%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94344: Heptadecane
57
5000 N UL UL UL UL

14,00 14.20 14.40 14.60
m/z 71.00 62.95%

99
26 14 141 183 240

S S S § S S = n o S SIS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175559: Tetracosane
57
R R REE
14.00 14.20 14.40 14.60
5000 m/z 85.00 46.35%
99
o 141 183 225 338
REERE: ,, R BAR R R R e a S R E s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R A REER R
57 14.00 14.20 14.40 14.60
m/z 55.00 25.98%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L -

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.63 4.19 ng 269878 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2132 (14.627 min): BF113042.D (-2130) (-) m/z 57.00 100.00%

57

L

5000 85
14.40 14.60 14.80 15.00
34161 255 316 345 389 460
0 ....,...“.'u,l'.'l.'-'ll..,..'. S 255 202310345 380 40 L AR00 64,070
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane
57
5000 85 LA L L L L L L L LB
14.40 14.60 14.80 15.00
113 m/z 71.00 52.36%
. 141 183211 239 267 310
L O I AR A I B B o o e e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83027: Hexadecane
57
B e
14.40 14.60 14.80 15.00
5000 85 m/z 85.00 39.87%
29
o L)L 218141 169 197 226
L o B A I B LA o o o o o o o e o o B e e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane L ma s T L R
57 14.40 14.60 14.80 15.00
m/z 55.00 35.26%
85
5000
29 113
oL J |77° 141 160 197 225 253 296
e T e e B AN R e  RAREE RS e
m/z--> 0 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.70 4_.50 ng 290037 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 81
3 trans-Farnesol 222 C15H260 000106-28-5 70
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2144 (14.698 min): BF113042.D (-2142) (-) m/z 69.00 100.00%
69
41 95 IIIIIIIIIIIIIIIIII
137 254 14,40 14.60 14.80 15.00
163
o...LHn b gl 103184207 231" PT 200 321301366 | 8100 56.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69

5000 R L B
14. 40 14. 60 14. 80 15. OO

41 m/z 41.00 26.46%

oo L LT ams 209 21 a0 st
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

69

14. 40 14. 60 14. 80 15.00

5000 m/z 95.00 16.12%
41
ol .i,ﬂ.* AL A ﬂ. 103 101 217 245 278 209 3H 367 A0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol R R R

69 14.40 14.60 14.80 15.00
m/z 55.00 12.65%

- 1 J\MJJM
93

20, 4 | J J 416136 161 191 222

ol L, e e

m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. OO
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF031319\
BF113042.D

13 Mar 2019 21:44

Ju/sJ

K1870-01 2X

12 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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

10 Tetracosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14 .95 12.36 ng 797049 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octadecane 254 C18H38 000593-45-3 93
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2187 (14.951 min): BF113042.D (-2183) (-) m/z 57.00 100.00%
57
AN SUNIR SN B
113 14.60 14.80 15.00 15.20
141
ol ,‘. LT M 169 107 225 250 285306 332351 385 s 7100 68.05H
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 L DAL BURBUI BRI UL B
mmmmmmmm
m/z 43.00 61.58%
o33 || d | J141 169 197 225 253 281 309 338
m/z--> 50 100 150 260 250 360 3éo
Abundance #105885: Octadecane
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 50.02%
0 \‘ | ‘ I Ai 1}3 \1‘}1 . 169 197 225 254
m/z--> 56 160 1éo 260 2%0 360 3éo
Abundance #152416: Tridecane, 1-iodo- B
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .73%
28
0 L Uk ‘ .‘\ [ 1:}3 | 1§5 1?3 310
m/z--> 50 1(')0 1&'30 2(')0 250 300 3&'30 14 60 14. 80 15. 00 15 20 '

8270-BF022719.

M Thu Mar 14 17:00:49 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113042.D

Aca On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tricosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.71 17.80 ng 1148030 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2316 (15.709 min): BF113042.D (-2311) (-) m/z 57.00 100.00%
g7
5000 85 /\
113 15.40 15.60 15.80 16.00
141 : : : .
oL 3 LUk | 1191100 197 225 253 20 322 31376 415 2T 60 68. 56
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
5000 85 L BN B UL B
mmmmmmmm
m/z 43.00 58.27%
113 324
. \ L)yt 100 197 239 267 295
m/z--> éo 160 1%0 260 2%0 360 3éo 460
Abundance #194493: Hexacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 48 .59%
29 113 449
oLl b b LT 160 107 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane BB RN B e m e
57 15.40 15.60 15.80 16.00
m/z 55.00 22.03%
85
29 113
ol L)y J | 141 169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251,0 3(')0 3&'30 4(')0 15. 40 15. 60 15. 80 16 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031319\
Data File : BF113042.D

Acq On : 13 Mar 2019 21:44

Operator : JU/SJ

Sample : K1870-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .50 6.50 36.4 ng 1598120 1 6.73 878132 20.0
Bicyclo[2.2.1]hep... 7.75 2.8 ng 156915 2 8.01 1127810 20.0
n-Hexadecanoic acid 11.77 6.5 ng 518442 4 11.23 1598860 20.0
Octadecanoic acid 12.55 2.5 ng 201153 5 13.86 1634280 20.0
Cyclohexadecane 13.72 2.7 ng 222488 5 13.86 1634280 20.0
Heptadecane 14_.34 3.2 ng 258786 5 13.86 1634280 20.0
Docosane 14.63 4.2 ng 269878 6 15.26 1289630 20.0
Squalene 14.70 4.5 ng 290037 6 15.26 1289630 20.0
Tetracosane 14.95 12.4 ng 797049 6 15.26 1289630 20.0
Tricosane 15.71 17.8 ng 1148030 6 15.26 1289630 20.0
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