LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.345 548 554 557 rBVY 3695493 3558041 96.47% 9.657%
2 6.369 722 728 731 rBVY 3765670 3688398 100.00% 10.010%
3 6.504 747 751 755 rBVY 3914225 3675848 99.66% 9.976%
4 6.739 787 791 794 rBVY 1329639 1076789 29.19% 2.922%
5 6.810 799 803 807 rVB 60115 49996 1.36% 0.136%
6 6.892 814 817 821 rVB 3066999 2791030 75.67% 7.575%
7 7.292 881 885 888 rBVY 2424888 2250088 61.00% 6.107%
8 8.016 1005 1008 1012 rBvV 1575708 1321846 35.84% 3.588%
9 9.092 1187 1191 1195 rBV 4113177 3608331 97.83% 9.793%
10 9.374 1236 1239 1242 rBV 53791 43936 1.19% 0.119%

11 9.486 1254 1258 1261 rBV 308856 260511 7.06% 0.707%
12 9.769 1302 1306 1309 rVB 1414870 1295942 35.14% 3.517%
13 10.545 1434 1438 1442 rBV 2208896 1904805 51.64% 5.170%
14 11.239 1552 1556 1560 rVB 1406634 1158953 31.42% 3.145%
15 11.457 1590 1593 1596 rBV 56823 45235 1.23% 0.123%

16 11.780 1643 1648 1658 rBV 402446 518267 14.05% 1.407%
17 12.486 1762 1768 1775 rBVS8 45366 101416 2.75% 0.275%
18 12.568 1776 1782 1794 rBV 885724 1184674 32.12% 3.215%
19 12.698 1801 1804 1821 rVB 267978 348700 9.45% 0.946%
20 12.821 1821 1825 1829 rBV 3066411 2732881 74.09% 7.417%

21 13.727 1976 1979 1989 rBV 274988 331417 8.99% 0.899%
22 13.862 1998 2002 2009 rVB 1563215 1366369 37.05% 3.708%
23 14.056 2031 2035 2038 rBV 117737 114167 3.10% 0.310%
24 14.362 2083 2087 2092 rBV 170882 171835 4.66% 0.466%
25 14.656 2134 2137 2145 rVV 194732 201115 5.45% 0.546%

26 14.727 2145 2149 2153 rVB 236918 235795 6.39% 0.640%
27 14.974 2187 2191 2199 rVB 235083 263584 7.15% 0.715%
28 15.268 2236 2241 2246 rVB 1184085 1363839 36.98% 3.701%
29 15.333 2247 2252 2257 rVB 251010 318376 8.63% 0.864%
30 15.739 2316 2321 2325 rBV 241273 346562 9.40% 0.941%

31 15.780 2325 2328 2332 rVV6 34878 52398 1.42% 0.142%
32 15.945 2354 2356 2366 rVB4 64586 107994 2.93% 0.293%
33 16.209 2396 2401 2407 rVB 143085 253188 6.86% 0.687%
34 16.756 2490 2494 2500 rVB2 58617 103480 2.81% 0.281%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 - 0 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

Sum of corrected areas: 36845806
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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\BF022719\

BF112723.D

27 Feb 2019 17:07

JussJ

K1594-29

6 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF112723.D
5.35

6.37

6.89

6.74

7.29

0
Time-->

5.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF112723.D

10.54

8.02

9.77 11.24

9.49
| 9.3

11.46

11.78

12.57

12.7
12.

12.82

0
Time-->

11.50

10.00

T
9.50 10.50 11.00

12.00

12.50

I
13.00

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF112723.D

13.86
15.27

5.33 15.74

13.73
16.21
.785.94 -5

314.97
14,06 1436 1489

16.76

Time-->

™1
13.50

17.00

15.50

T T
16.00 16.50

14.00 14.50

15.00

17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 68.27 ng 3675850 1,4-Dichlorobenzene-d4 6.74
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 750 (6.498 min): BF112723.D (-747) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 IR LR L S
40.0 549 J 6.20 6.40 6.60 6.80
XS0 N .2 | m/z 67.95 44_88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 B LR L S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.06%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 28.88%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R m L Emma L
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.00 17.60%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B e R
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\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.78 8.94 ng 518267 Phenanthrene-d10 11.24
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 1648 (11.780 min): BF112723.D (-1643) (-) m/z 72.95 100.00%

43.0 730

5000

—

128.9
97.0 B e e S S S
L“ 1571 1g51 2131 o562 11.40 11.60 11.80 12.00
m/z 43.00 92 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

SN

ay

o
(o]
o
o

5000 129.0 e s e e
‘J‘u 83.0 11.40 11.60 11.80 12.00

256.0 m/z 59.95 85.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0

157.0 1850 213.0

SN
w
o

11.40 11.60 11.80 12.00
5000 129.0 m/z 55.00 72.08%

T ‘l"‘ : Iulml‘ il |‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid e S
43.0 73.0 11.40 11.60 11.80 12.00

m/z 57.05 70.96%

214.0

:

5000 129.0
242.0

-

m/z--> 20 40 60 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\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.57 17.34 ng 1184670 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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1782 (12.568 min): BF112723.D (-1776) (-) m/z 43.00 100.00%

43.0 730
5000 129.1

12.20 12.40 12.60 12.80
m/z 73.00 98.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ’ ’
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0
12.20 12.40 12.60 12.80
0
241.0 284.0 m/z 59.95 83.64%
207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
R e BB BARRAR
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.00 82.05%
150] W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid A
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.00 72 .65%
5000 129.0
185.0 228.0
L LT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.70 5.10 ng 348700 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 95
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 58
3 2-Trimethvisilvl-3-trimethvlsilyv... 228 C8H20N4Si2 1000373-05-5 58
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 58
5 6-Bromo-2-(methylamino)tropone 213 C8H8BrNO 1000241-43-1 50
Abundance Scan 1804 (12.698 min): BF112723.D (-1801) (-) m/z 213.05 100.00%
218.1
5000 K\~A__
119.0
650 910 - a0 1260 1250 1300
39.0 - - - -
O 00 1601 1es0 | a1 09700 5. 48
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0 K\AWNW—MMM

5000 LIS L L L L L L B
12. 40 12. 60 12. 80 13. OO
010 119.0 m/z 214.10 16.72%
65.0 ﬁ . 1650 |

R o B e R AR B s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b'|dipyran-2-one, 8,8-dimethyl-

218.0

12140 1260 12.80 13.00
5000 m/z 228.10 16.37%
185.0

L |
R o B e o e o e I ERARE RS s s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance : i

28.0 51.0 69.0 92.0 128.0  157.0
#84782: 2-Trimethylsilyl-3-trimethylsilylamino-1,2,4-triazole R o e N R
213.0 12. 40 12. 60 12. 80 13. 00
m/z 91.00 14 _.96%

5000
730 171.0
27.0 45.0 99.0 1770 1410 " 1060 | 2$1o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.85 ng 331417 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 1979 (13.727 min): BF112723.D (-1976) (-) m/z 57.00 100.00%
574.0 83.0
5000
13.40 13.60 13.80 14.00
181.1 213.1 248.1 281.0 77 4300 89 480
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0
5000 LR AR BRI BN U
13. 40 13. 60 13. 80 14.00
0.0 m/z 55.00 89.45%
L 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
13.40 13.60 13.80 14.00
5000 m/z 83.00 89.30%
29.0
Ll ™ 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane B B A e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.00 80.03%
5000
b ‘| L h 1540 196.02240 269.0 3200 e J
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .36 2.52 ng 171835 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2087 (14.362 min): BF112723.D (-2083) (-) m/z 57.00 100.00%
57.0
85.0
5000
131 14.00 14.20 14.40 14.60
14111691
— \ A4 a e 10700252 2620 3550 m/z 71.00 68.83%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 L DAL UL RGN B
mmmmmmmm
20.0 m/z 43.05 62.37%
. J ﬂ{l 141.0169.0107.02250 _ 2680
m/z--> 50 150 260 250 360 3%0
Abundance #194493: Hexacosane
57.0
14.00 14.20 1440 1460
5000 85.0 m/z 85.05 52.27%
290 i || M2 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> éo 160 150 260 250 300 350
Abundance #48854: Dodecane, 2-methyl- A B eaE S
57.0 14.00 14.20 14.40 14.60
m/z 55.00 27 .89%
85.0
5000
29.0 141.0
L e | e
"Mhl"' e A v ey PN RN B B
m/z--> 50 100 150 200 250 300 350 14. 00 14 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.66 2.95 ng 201115 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 83
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
5 Octacosane 394 C28H58 000630-02-4 68
Abundance Scan 2138 (14.662 min): BF112723.D (-2134) (-) m/z 57.00 100.00%
5%.0
85.0
5000

113.1
I | 40.2169.1 207.0 2521 3161 3550 14.40 14.60 14.80 15.00
i ,.,,l[ L 02227007 2000 25212810 3161 355 m/z 71.00 76.76%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 LN L L L LB L
14.40 14.60 14.80 15.00
\ m/z 43.00 62.53%
29.0 141 0
. J A 1O)0197.02250253.02820
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R IR e s e
85.0 14.40 14.60 14.80 15.00
5000 ' m/z 85.05 53.82%
29.0 113.0
2% 1L 94101690107 0225 02530 206.0
T L s e B e e e A e e e e I L A e
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl- A B e oS S
57.0 14.40 14.60 14.80 15.00
m/z 55.00 22.48%
5000 85.0
113.0 155.0
183.0
— .J,. !Hu“,J.M o 2se e AR am s
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF022719.M Thu Feb 28 07:21:44 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 11
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.46 ng 235795 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4-0xo0-.beta.-damascone 206 C13H1802 053398-08-6 72
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 72
5 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 50
Abundance Scan 2150 (14.733 min): BF112723.D (-2145) (-) m/z 69.00 100.00%
69.0
5000
AL A AL A
121.0 14.40 14.60 14.80 15.00
175.0
ol d i g | 1750 2231 28103160 3672 7578y 05 53.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L DA SRR SR U
14.40 14.60 14.80 15.00
m/z 41.00 22 .51%
Ll }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.00 16.14%
29. o’ L }07 191.0 231.0 273.0 341.0 410.0 xNﬁﬂmrwﬁpvmqANVAVFNmer\a\»»VWM
m/z--> éo 100 150 200 250 300 350 400
Abundance #65892: 4-Oxo-.beta.-damascone R B R
69.0 14.40 14.60 14.80 15.00
m/z 121.00 10.24%
5000
138.0 206.0
80, 209 L ey |
m/z--> 50 100 150 200 250 300 350 400 14,40 14.60 14.80 15.00

8270-BF022719.M Thu Feb 28 07:21:46 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 10 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.97 3.87 ng 263584 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2190 (14.968 min): BF112723.D (-2187) (-) m/z 57.00 100.00%
5%.0
5000 85.0
113.0 14,60 14.80 15.00 15.20
oL ,|. bh [ 341.11600197.0  247.0 2961 3551 pg gy 10 5925k
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LR DA DU B SRS
85.0 1460 14.80 15.00 1520
29.0 m/z 43.05 58.48%
‘ 113.0
|||| | i 441.0169.0197.0225.0253.0281.0309.0 338.0
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
o 1460 1480 1500 1520
5000 m/z 85.00 46 .47%
29.0 113.0
L0 L] 1410169.0197.0225.0253.0 _ 296.0
m/z--> éo 160 150 260 250 360 3%0
Abundance #105885: Octadecane L B e S R s
57.0 14.60 14.80 15.00 15.20
m/z 55.00 19.26%
5000 85.0
29.0
|y ) [79141.0160.0107.0205 0 254.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1,0 14.|60 14.|80 15.'00 15.'20 '

8270-BF022719.M Thu Feb 28 07:21:46 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.33 4.67 ng 318376 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2252 (15.333 min): BF112723.D (-2247) (-) m/z 57.00 100.00%
5%.0
5000
99.0 R AR BN SRR B

15.00 15.20 15.40 15.60
1411 1331
|, ll s S-S S L m/z 71.00 69.39%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
571.0
5000 LA L L L L B LB LB |
15.00 15.20 15.40 15.60
99.0 m/z 43.00 57.40%
2m‘|J]JMN1%02m2%M%O
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R RERREEEE RS RSy
15.00 15.20 15.40 15.60
5000 m/z 85.05 50.27%
99.0
2700 | || | | 14 0 183. 0 2250 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane A e SR
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.66%
5000
99.0
ULy 2410 183, 0 2250 267.0 309.0  367.0

m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15.60

8270-BF022719.M Thu Feb 28 07:21:46 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112723.D

Aca On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample : K1594-29

Misc :

ALS Vial : 6 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 12 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.74 5.08 ng 346562 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2321 (15.739 min): BF112723.D (-2316) (-) m/z 57.00 100.00%
5%.0
5000
%00 15.40 15.60 15.80 16.00
141 1 183 1 . . . .
N ll Lod 5 8222090 2671 8301 | Tnzz 71.00  68.06%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L B U U SRR
15.40 15. 60 15. 80 16.00
99.0 m/z 43.00 55.57%
27r0| |1y 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 '
Abundance #141426: Heneicosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 51.50%
99.0
%Q‘]JJJMWJROZEO%MNM
m/z--> 55 160 1%0 200 250 360 350 '
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- R B
43.0 15.40 15.60 15.80 16.00
m/z 55.00 22.01%
5000 85.0

Lo by F210 1690  225.02550 295.0 337.0

m/z--> 50 100 150 200 250 300 350 15.40 15. 60 15. 80 16. 00

8270-BF022719.M Thu Feb 28 07:21:47 2019 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022719\
Data File : BF112723.D

Acq On : 27 Feb 2019 17:07

Operator : JU/SJ

Sample - K1594-29

Misc :

ALS Vial : 6 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 68.3 ng 3675850 1 6.74 1076790 20.0
n-Hexadecanoic acid 11.78 8.9 ng 518267 4 11.24 1158950 20.0
Octadecanoic acid 12.57 17.3 ng 1184670 5 13.86 1366370 20.0
Phenol, 4,4"-(1-m... 12.70 5.1 ng 348700 5 13.86 1366370 20.0
Behenic alcohol 13.73 4.8 ng 331417 5 13.86 1366370 20.0
Nonadecane 14.36 2.5 ng 171835 5 13.86 1366370 20.0
Eicosane 14.66 3.0 ng 201115 6 15.27 1363840 20.0
Squalene 14.73 3.5 ng 235795 6 15.27 1363840 20.0
Tetracosane 14.97 3.9 ng 263584 6 15.27 1363840 20.0
Heneicosane 15.33 4.7 ng 318376 6 15.27 1363840 20.0
Octacosane 15.74 5.1 ng 346562 6 15.27 1363840 20.0
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