LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58 Instrument :

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

3?2?:'6 - 16267-03 P001-S002-0001-01

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 4.987 490 493 512 rBV 152448 285348 12.51% 1.350%
2 5.392 559 562 598 rBY 1339586 1896281 83.15% 8.970%
3 6.416 733 736 754 rBVY 1481671 1882009 82.53% 8.902%
4 6.539 754 757 769 rVB 2060519 2006449 87.98% 9.491%
5 6.763 792 795 805 rBV 549099 515701 22.61% 2.439%
6 6.869 809 813 816 rVvVv 43417 40223 1.76% 0.190%
7 6.916 818 821 843 rVB 1701874 1597819 70.07% 7 .558%
8 7.333 889 892 915 rVB 1054352 1164341 51.06% 5.508%
9 8.045 1010 1013 1029 rBV 753896 710475 31.15% 3.361%
10 9.116 1191 1195 1198 rBVY 2637958 2280477 100.00% 10.787%

11 9.516 1260 1263 1274 rVB 215254 182342 8.00% 0.863%
12 9.798 1307 1311 1316 rBV 781357 785112 34.43% 3.714%

13 10.022 1343 1349 1352 rBV4 53665 51613 2.26% 0.244%
14 10.416 1411 1416 1421 rVB3 27756 25811 1.13% 0.122%
15 10.510 1429 1432 1435 rBV 88494 75725 3.32% 0.358%
16 10.539 1435 1437 1443 rVV 41638 34710 1.52% 0.164%
17 10.592 1443 1446 1459 rVvV 1205965 1169096 51.27% 5.530%
18 10.792 1475 1480 1485 rVB3 16483 25837 1.13% 0.122%
19 11.286 1561 1564 1576 rVB 740588 725483 31.81% 3.432%
20 11.733 1634 1640 1646 rBV5 16553 31381 1.38% 0.148%

21 11.804 1648 1652 1667 rBV2 503140 572154 25.09% 2.706%
22 12.510 1766 1772 1782 rBV 341065 551804 24.20% 2.610%
23 12.586 1782 1785 1790 rVvVv 224944 203591 8.93% 0.963%
24 12.721 1805 1808 1810 rBV 28309 27206 1.19% 0.129%
25 12.868 1828 1833 1836 rBV 1895593 1686674 73.96% 7.979%

26 13.739 1978 1981 1987 rVB 144394 144285 6.33% 0.683%

27 13.880 2003 2005 2008 rVB 51227 43012 1.89% 0.203%
28 13.939 2011 2015 2022 rBV 564778 569067 24.95% 2.692%
29 14.368 2085 2088 2093 rBv4 40488 68290 2.99% 0.323%
30 14.733 2147 2150 2153 rVB 52967 55006 2.41% 0.260%
31 14.980 2189 2192 2195 rBV 94614 92638 4._.06% 0.438%

32 15.398 2259 2263 2271 rBV 390532 526972 23.11% 2.493%
33 15.751 2319 2323 2328 rVB 111328 154249 6.76% 0.730%
34 15.804 2328 2332 2339 rBV2 62336 108635 4.76% 0.514%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

3?22'6 i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.174 2392 2395 2400 rBV6 39148 59063 2.59% 0.279%

36 16.503 2447 2451 2458 rVB 85603 147878 6.48% 0.700%
37 17.286 2578 2584 2592 rBV7 121805 287861 12.62% 1.362%
38 17.598 2632 2637 2646 rVBS8 65519 153077 6.71% 0.724%
39 18.045 2709 2713 2719 rBV7 40523 74937 3.29% 0.354%
40 18.274 2749 2752 2761 rVB6 54869 127599 5.60% 0.604%

Sum of corrected areas: 21140231
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

BF100223.D

5 Nov 2017 14:58

SJ3/JU

16267-03 P001-S002-0001-01
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF100223.D

6.54

6.92

6.42
5.39

7.33

4.99

0
Time-->

T
5.00

T
5.50

Abundance
2500000

2000000

1500000

1000000

500000

0

8.05

TIC: BF100223.D

12.87

10.59

11.29
11.80

133%q

11, 12.72

%3079

Time-->

13.50

12.00 12.50 13.00

9.50 10.00 10.50 11.00 11.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF100223.D

13.94

14.98
1437 1473 80 16.17 16.50 18.0418.27

Time-->

14.00

19.00

18.00 18.50

17.00 17.50

16.00 16.50

14.50

15.00 15.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 5

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

4.99 11.07 ng 285348 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 494 (4.992 min): BF100223.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ,,,,,“,,J e
| 83.0 460 480 500 520 5.40
oY 1 PCHUSSSSOY S SMSET 8 RS m/z 59.10 60.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 23.34%
0 270 | 510 ‘ 6900 830910 ]
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.00 17.75%
20.0 101.0
0ty }?lq RSN S SRS SR 7?;9. ??3q URIIS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol e R
59.0 460 480 500 520 5.40
m/z 41.10 9.18%
5000 310 430 73.0
\‘\‘ “\H 510\‘ I 840 1010
S L SR I SRS UL I I SULIL S S BRI S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2 unknown6.54 Concentration Rank 1

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

6.54 77.81 ng 2006450 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 757 (6.539 min): BF100223.D (-754) (-) m/z 132.00 100.00%
13R.0
5000
68.1
96.0 PUSARNE SRR
400 540 ‘ 6.20 6.40 6.60 6.80
o....,...:;-:...,::..,.:I-.',..7.55',0....,..!.,%??:?.1.1.6.-?...., b m/z 68.10  34.56%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN SRS RN R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.15%
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I””W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 20.25%
41.0 97.0
53.0
20.0 117.0
0'”'I”"P"W"”I'”'I”"P"W"”I&qzo”"ﬁ"W"”l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl- --|----|/¥--|----|----|
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.49%
5000
510 770 104.0
39.0
o 20 80 ee Jlwso o\
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.80 15.77 ng 572154 Phenanthrene-d10 11.29
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 15
Abundance Scan 1651 (11.798 min): BF100223.D (-1648) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
971 2131 LELELELEN DAL DR BB B
157.1 1851 : 256.2 1140 1160 11.80 12.00 12.20
o} m/z 60.00 79.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 AR DA BN DU B
83.0 umnmnmnmnm
‘ - 60 | M/z 43.05  76.04%
0 h‘

157.0 185.0 213.0 .
,”.wwdw..ﬁ '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 30

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.40 11.60 11.80 12.00 12.20

5000 m/z 57.10 65.85%
129.0 1710 214.0
97.0
) 152.0 195.0

ol VN P SR D S .22 S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid N L O B I e
43.0 73.0 11.40 11.60 11.80 12.00 12.20

m/z 55.05 60.50%

5000 129.0 M/\L\
‘ “\ HH . 80.
B R

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9-Octadecenoic acid, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.51 15.21 ng 551804 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 90
2 Oleic Acid 282 C18H3402 000112-80-1 87
3 1-Hexadecanol 242 C16H340 036653-82-4 76
4 n-Pentadecanol 228 C15H320 000629-76-5 76
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 70

Abundance Scan 1772 (12.510 min): BF100223.D (-1766) (-) m/z 55.05 100.00%

5000

-

oo1p 2643 12.20 12.40 12.60 12.80
m/z 69.05 78.73%

180.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-

83.0

-

5000 LA L L L L L L L L L
o 12.20 12.40 12.60 12.80
- 264.0 m/z 83.05 68.78%
1370 1650 1930 2220
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 IIIIIIIIIIIIIIIIIIIIIII
12.20 12.40 12.60 12.80
5000 m/z 41.05 67.24%
111.0
1370 264.0

165.0 1930 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95980: 1-Hexadecanol e S L n
12.20 12.40 12.60 12.80

m/z 97.10 53.64%

-

5000

g

139.0 168.0 196.0 224.0
R EEEEEEEmEsmE
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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9
R.T. EstConc Area Relative to ISTD R.T.
12.59 5.61 ng 203591 Phenanthrene-d10 11.29
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 30
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 25
Abundance Scan 1786 (12.592 min): BF100223.D (-1782) (-) m/z 73.00 100.00%
431 730

5000

12.20 12.40 12.60 12.80 13.00

0 m/z 43.10 87 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 | BN L L L L LB L
12.20 12.40 12.60 12.80 13.00
m/z 57.10 78 .45%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 T T
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 76.11%
185.0
97.0 228.0
o 15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0 12.20 12.40 12.60 12.80 13.00
m/z 129.10 58.76%
5000 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Trifluoroacetoxy hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.07 ng 144285 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1981 (13.739 min): BF100223.D (-1978) (-) m/z 57.10 100.00%
571 971
5000 Wwﬂvfww
154.2 1821 2311 13.40 13.60 13.80 14.00
O-rrrrrerrprs m/z 97.10 87.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 AU A S
13.40 13.60 13.80 14.00
29.0 m/z 83.10 87.07%
0 Ll 154.0 196.0 224.0  269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
83.0 AU N U
13.40 13.60 13.80 14.00
5000 111.0 m/z 55.10 79.88%
29.0
o 140.0 182.0 210.0 255.0 306.0 Mv\ﬁ‘\w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131393: n-Nonadecanol-1 R A REER R
430 830 13.40 13.60 13.80 14.00
m/z 43.10 79.24%
h WA\J\"AM
o 18.L“”‘ 139.0 168.0 196.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.37 2.40 ng 68290 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 60
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 53
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 43
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 43
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 43

Abundance Scan 2088 (14.368 min): BF100223.D (-2085) (-) m/z 57.10 100.00%

57.1

5000
215 1 324.1 B e o AR
151.1 187.1 : 249.0 14.00 14.20 14.40 14.60
0 m/z 71.10 80.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83026: Hexadecane
57.0
5000 850 IIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60
20.0 1130 m/z 85.10 54 _.80%
0 ‘ ‘ ‘ ‘\ Ili \\‘ \\‘ 141 0 169.0 197.0 226 0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
B e o AR
14.00 14.20 14.40 14.60
5000 650 m/z 43.10 46.42%

29.0
1110 140.0 168.0 199 0 229.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #140552: Dodecane, 1-iodo- A BT o e

57.0 14.00 14.20 14.40 14.60

m/z 55.10 42 .85%
5000 85.0
29.0 155.0
. \ 113.0 1530

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 00 14. 20 14. 40 14.60

8270-BF102317.M Mon Nov 06 12:31:18 2017 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 18
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.09 ng 55006 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-.._ 222 C15H260 003790-71-4 64
5 Carbonic acid, methyl ester, [(E... 280 C17H2803 1000164-38-7 53
Abundance Scan 2149 (14.727 min): BF100223.D (-2147) (-) m/z 69.10 100.00%
69.1
5000
1371 1440 14.60 14.80 15.00
197.0 245.0
O .l,'".' l% T s m/z 81.05 46.53%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #215933: Squalene
69.0
5000 ABARAN RN BN AR
14.40 14.60 14.80 15.00
137.0 m/z 41.10 17.11%
m/iz--> 0 éo 100 150 200 2%0 360 3%0 400
Abundance
69.0
1440 14.60 14.80 1500
5000 m/z 95.05 16.61%
29.0
. 1230 .-,
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- R AEmEEEE L
69.0 14.40 14.60 14.80 15.00
m/z 68.10 13.13%
5000
29. 09.0
o % by 4400 79102230
m/iz--> 0 50 100 150 2(')0 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF102317.M Mon Nov 06 12:31:19 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.75 5.85 ng 154249 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Docosane 310 C22H46 000629-97-0 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 2323 (15.751 min): BF100223.D (-2319) (-) m/z 57.10 100.00%

57.1
85.0
5000

1“%%1 5.1 15.40 15.60 15.80 16.00
o d L " Aorazet X0 | w/z 71.10 71.15%

m/z--> 50 150 200 250 300 350
Abundance #185533: Pentacosane
57.0

5000 85.0 L L
15.40 15.60 15.80 16.00

m/z 85.05 54 .12%

113.0
oL 2200 |y []M10169.0  211.0239.0267.0295.0323.0 352.0
e L A e o e B e I A S B e B e e e L
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

15. 40 15. 60 15. 80 16.00

5000 85.0 m/z 43.10 43.17%
29.0
. 113.0141.0 169.0197.0225.0253.0281.0 310.0 M\-«/\J\/w
e T
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane O B e S
57.0 1540 1560 15.80 16.00
m/z 55.10 19.62%
85.0
5000
29.0 113.0
. 20 || [%41016901070225 0550 2960
e L S
miz--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF102317.M Mon Nov 06 12:31:19 2017 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heptacosanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.80 4.12 ng 108635 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 86
4 Fumaric acid. hexadecvl 2-methvl... 394 C24H4204 1000330-55-5 86
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 86
Abundance Scan 2331 (15.798 min): BF100223.D (-2328) (-) m/z 57.05 100.00%
54.0 97.1
5000
1 173.1 206.1237.1 281.1 15.4IOI I1I56I0I I1I58IOI IléSOIOI IléiZIOI
o} : m/z 83.10 93.66%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 AR DR BRI ISR
1540 15.60 15.80 16.00 16.20
0 m/z 97.10 86 .65%
Zm\w‘Hmkhgwomwmmzmm%ommww
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
67.0 15.40 15.60 15.80 16.00 16.20
5000 m/z 43.10 77 .63%
. 27.0 126.0 169.0 1002380 ,oo0
m/z--> " 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane e o
57.0 15.40 15.60 15.80 16.00 16.20
97.0 m/z 69.10 75 .85%
5000
L2 ‘m 5 167.0196.02240 2690 3200
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00 16.20

8270-BF102317.M Mon Nov 06 12:31:20 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110517\
Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

Sample : 16267-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Cholest-5-en-3-0l, (3.alpha.)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.24 ng 59063 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-en-3-ol. (3.alpha.)- 386 C27H460 000474-77-1 58
2 Cholesterol 386 C27H460 000057-88-5 46
3 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 38
4 17-(1.5-DimethvlhexvI)-10.13-dim... 386 C27H460 1000210-38-4 27
5 Propanoic acid, 3,3,3-trifluoro-... 386 C17H17F3N205 1000362-46-1 22
Abundance Scan 2394 (16.168 min): BF100223.D (-2392) (-) m/z 55.05 100.00%
530 1050
10 199.1
5000 : 301.3
255.1 2553 386.2
| 15.80 16.00 16,20 16.40
bty oy m/z 105.00 82.68%
m/z--> 50 100 150 200 250 300 350
Abundance #205887: Cholest-5-en-3-ol, (3.alpha.)-
57.0 386.0
5000 L N BRI B
15.80 16.00 16.20 16.40
m/z 43.10 75.10%
ob————
m/z--> 50 100 150 200 250 300 350
Abundance
430 107.0
145.0 275.0 15.80 16.00 16.20 16.40
5000 213.0 386.0 m/z 83.05 66.43%
353.0
77.0
180 246.0
L L L UL WL UL L S|
m/z--> 50 100 150 200 250 300 350
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one A BT o e
43.0 15.80 16.00 16.20 16.40
m/z 67.00 64 .58%
5000
105.0
145.0 213.0 275.0 386.0
o | ‘,”.j?*&?‘.‘H‘,H‘.”\.‘MW.”*, Feo | 260 | siso %89 | S
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF102317.M Mon Nov 06 12:31:20 2017

P001-S002-0001-01
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.50 5.61 ng 147878 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 87
3 Hexadecanal 240 C16H320 000629-80-1 58
4 Tetradecanal 212 C14H280 000124-25-4 52
5 1,13-Tridecanediol, diacetate 300 C17H3204 042236-70-4 52

Abundance Scan 2450 (16.498 min): BF100223.D (-2447) (-) m/z 57.10 100.00%

. .0

NN

16.20 16.40 16.60 16.80
o’ m/z 82.05 91.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
.0

5000

185.0207.0 234.0 265.1

5000 LA L L L L L L L L
16 20 16. 40 16 60 16. 80
20.0 m/z 83.10 72.91%
: 138.0
o 166.0 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
I AA REmEEE R
16.20 16.40 16.60 16.80
5000 m/z 96.05 72 .44%
110.0
250.0
-+ e o WLW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94312: Hexadecanal I R B T B

16.20 16.40 16.60 16.80
m/z 43.10 61.13%

5000
29.0 109.0

137.0 166.0 196.0 550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 20 16. 40 16 60 16. 80

8270-BF102317.M Mon Nov 06 12:31:21 2017 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 _.beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.29 10.93 ng 287861 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 46
4 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 35
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 32

Abundance Scan 2585 (17.292 min): BF100223.D (-2578) (-) m/z 43.10 100.00%

43

213.1

5000 255.2 303.3

414.4

17.00 17.20 17.40 17.60

0! m/z 105.00 93.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217433: .beta.-Sitosterol
43.0
5000 810 LA L L L L L LB

17.00 17.20 17.40 17.60
m/z 107.05  79.03%

JJ\ M

Ol
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
R B R B
17.00 17.20 17.40 17.60
5000 81.0 m/z 145.05  78.61%
145.0 414.0
. 303.0
213.0 2550
354.0
oL SN FY TR ATYAVS WYL S S TR Rl K 8 S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate I EBARRREE RS
43.0 17.00 17.20 17.40 17.60
m/z 213.10 78.19%
5000
80 o 396.0
215.0 255.0
b b il g 20750 2080 asao | sse0
m/z--> 0 50 100 150 200 250 300 350 400 450 17.00 17.20 17.40 17.60

8270-BF102317.M Mon Nov 06 12:31:21 2017 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 16 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.60 5.81 ng 153077 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 78
2 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 50
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 38
4 3-l1sopropenvl-trans-8a-methvl-6-. 222 C14H2202 013567-75-4 22
5 1,2,4-Triazolo[2,3- c]thleno[3,2—--- 204 C9H8N4S 113246-88-1 18
Abundance Scan 2637 (17.598 mm) BF100223.D (-2632) (-) m/z 204.10 100.00%
5000
17.20 17.40 17.60 17.80 18.00
0 m/z 135.05 72 .84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204.0
108.0
5000 R DA BRI IR
161.0 17,20 17.40 17.60 17.80 18.00
m/z 55.00 58.09%
0! Hl‘i;“wl\h\l At} ‘:::: ———t ———t T
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0
17.20 17.40 17.60 17.80 18.00
5000 m/z 133.10 54 _.17%
95.0 161.0
41.0
0 129,0
m/z--> 50 100 150 200 250 300 350 400
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth... A B o
135.0 204.0 17.20 17.40 17.60 17.80 18.00
' m/z 69.10 51.76%
5000{ 410 O30
0..tM.‘J’.U!‘.“lhi.m#.Jlll?f:o. ‘.... e S
m/z--> 50 100 150 200 250 300 350 400 17,20 17.40 17.60 17.80 18.00

8270-BF102317.M Mon Nov 06 12:31:22 2017 Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

ﬁ?ggle i 16267-03 P001-S002-0001-01
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Longifolenaldehyde Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.84 ng 74937 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolenaldehvde 220 C15H240 019890-84-7 60
2 Glaucvl alcohol 220 C15H240 087745-32-2 38
3 2.6.10.10-Tetramethvlbicvclol7.2... 204 C15H24 136296-37-2 30
4 2(1H)-Naphthalenone. octahvdro-4... 208 C14H240 054594-42-2 30
5 Cyclohexane, 1,5-diethenyl-2,3-d... 164 C12H20 068779-14-6 25
Abundance Scan 2712 (18.039 min): BF100223.D (-2709) (-) m/z 135.10 100.00%
95.1
57.1 189.2
5000 171
163.1 .
247.1 282.1 LI L L L L L LB
17.80 18.00 18.20 18.40
0 m/z 121.10 78.82%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77531: Longifolenaldehyde
95.0

5000

17.80 18.00 18.20 18.40
m/z 95.10 69.09%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
107.0 189.0
81.0 HRLEURL SIS BUSULELE UL B
133.0 17.80 18.00 18.20 18.40
5000 m/z 123.00 67.38%
55.0 163.0 220.0

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

Abundance #64404: 2,6,10,10-Tetramethylbicyclo[7.2.0]undeca-2,6-diene R RRREE EE s
17.80 18.00 18.20 18.40

m/z 107.00 63.53%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18 00 18. 20 18 40

8270-BF102317.M Mon Nov 06 12:31:22 2017 Page: 18



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110517\
Data File : BF100223.D

Aca On : 5 Nov 2017 14:58

Operator : SJ/JU

Sample : 16267-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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

P001-S002-0001-01

Peak Number 18 unknownl18.27 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.27 4.84 ng 127599 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 42
2 2.2-Dimethvilpropanoic acid. 4-me... 208 C12H1603 1000308-04-2 35
3 Hexvl 4-methoxvphenvl ether 208 C13H2002 1000323-57-7 35
4 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 30
5 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 30
Abundance Scan 2751 (18.268 min): BF100223.D (-2749) (-) m/z 124.05 100.00%
5000
229.2 289.2
1 370.3 412.4 R EEEREER S R SR
18.00 18.20 18.40 18.60
0! m/z 43.10 59.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124.0
288.0
5000 246.0 SR AR SUNILE UGN SR
410 79.0 18.00 18.20 18.40 18.60
203.0 m/z 107 .05 55.01%
165.0
o! .“HH.M"“J‘H.‘.”. “.“.“.. .l‘..l....l....l..
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
'18.00 18.20 1840 18.60
5000 m/z 95.10 54 _.90%
57.0 208.0
0 92.0 165.0
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance #67691: Hexyl 4—methoxypheny| ether TT T[T T T T[T T T T[T T T T [ TTTT
124.0 18.00 18.20 18.40 18.60
m/z 69.10 49.16%
5000
208.0
43.0 g1.0
[ e e TR e o B e o S B s i o LI o B o BB
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1;0 4(')0 18.|00 18.|20 18.I40 18.|60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\

Data File : BF100223.D

Acq On 5 Nov 2017 14:58 Instrument :

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

3?22'6 : 16267-03 P001-S002-0001-01

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4 .99 11.1 ng 285348 1 6.76 515701 20.0
unknown6 .54 6.54 77.8 ng 2006450 1 6.76 515701 20.0
n-Hexadecanoic acid 11.80 15.8 ng 572154 4 11.29 725483 20.0
9-Octadecenoic ac... 12.51 15.2 ng 551804 4 11.29 725483 20.0
Octadecanoic acid 12.59 5.6 ng 203591 4 11.29 725483 20.0
Trifluoroacetoxy ... 13.74 5.1 ng 144285 5 13.94 569067 20.0
Hexadecane 14.37 2.4 ng 68290 5 13.94 569067 20.0
Squalene 14.73 2.1 ng 55006 6 15.40 526972 20.0
Pentacosane 15.75 5.8 ng 154249 6 15.40 526972 20.0
1-Heptacosanol 15.80 4.1 ng 108635 6 15.40 526972 20.0
Cholest-5-en-3-ol... 16.17 2.2 ng 59063 6 15.40 526972 20.0
Oxirane, hexadecyl- 16.50 5.6 ng 147878 6 15.40 526972 20.0
-beta.-Sitosterol 17.29 10.9 ng 287861 6 15.40 526972 20.0
1,2,4,8-Tetrameth... 17.60 5.8 ng 153077 6 15.40 526972 20.0
Longifolenaldehyde 18.04 2.8 ng 74937 6 15.40 526972 20.0
unknown18.27 18.27 4.8 ng 127599 6 15.40 526972 20.0
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