LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample : K6431-09

Misc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF122419 .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 2.116 3 5 15 rVB 526139 577175 10.11% 1.240%
2 5.069 502 507 521 rVB 518861 747748 13.09% 1.606%
3 5.475 571 576 579 rBVY 3865077 3600793 63.06% 7.736%
4 6.128 683 687 690 rBV 208066 176361 3.09% 0.379%
5 6.492 743 749 756 rBVY 3746105 3977572 69.66% 8.546%
6 6.628 767 772 775 rVB 4227552 4196341 73.49% 9.016%
7 6.851 806 810 818 rBVY 1063913 854417 14.96% 1.836%
8 7.010 831 837 840 rBVY 3846011 3296676 57.73% 7.083%
9 7.416 901 906 918 rBVY 2294230 2494469 43.68% 5.359%
10 8.139 1025 1029 1048 rBvY 1151653 1137960 19.93% 2.445%

11 9.216 1207 1212 1215 rBV 5470899 5015225 87.83% 10.775%
12 9.610 1275 1279 1289 rVB 504433 430671 7.54% 0.925%
13 9.898 1324 1328 1332 rBV 1526713 1306870 22.89%% 2.808%
14 10.698 1459 1464 1478 rBV 3500645 3635199 63.66% 7.810%
15 11.392 1578 1582 1585 rBV 1697780 1482421 25.96% 3.185%

16 11.416 1585 1586 1590 rVvVv 252175 161489 2.83% 0.347%
17 11.457 1590 1593 1602 rVB3 58784 102437 1.79% 0.220%
18 11.916 1664 1671 1680 rBV 562321 610571 10.69% 1.312%
19 12.610 1786 1789 1799 rBV 206829 244232 4.28% 0.525%
20 12.704 1802 1805 1813 rBV 151398 182984 3.20% 0.393%

21 12.845 1823 1829 1832 rBV 156352 171856 3.01% 0.369%
22 12.986 1848 1853 1856 rBV 6032151 5710299 100.00% 12.268%
23 13.457 1926 1933 1938 rBV 175556 305773 5.35% 0.657%
24 13.498 1938 1940 1944 rVV3 120651 143941 2.52% 0.309%
25 13.545 1944 1948 1951 rVB2 85941 136766 2.40% 0.294%

26 13.874 2000 2004 2016 rBV 724638 882178 15.45% 1.895%
27 14.045 2028 2033 2036 rBV 1334908 1248945 21.87% 2.683%
28 14.068 2036 2037 2041 rVB 71516 59973 1.05% 0.129%
29 14.145 2047 2050 2055 rBv4 42164 60241 1.05% 0.129%
30 14.198 2055 2059 2065 rVB 185704 183897 3.22% 0.395%

31 14.504 2107 2111 2118 rBV 273402 314434 5.51% 0.676%
32 14.810 2157 2163 2167 rBV2 315873 420789 7.37% 0.904%
33 15.104 2209 2213 2216 rBV 43018 62178 1.09% 0.134%
34 15.151 2217 2221 2226 rVB 286456 318607 5.58% 0.685%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample : K6431-09

Misc :

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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.474 2272 2276 2281 rVB 41668 59394 1.04% 0.128%

36 15.539 2281 2287 2297 rBV 1005596 1374017 24.06% 2.952%
37 15.980 2357 2362 2367 rBV 180011 277249 4._86% 0.596%
38 16.033 2367 2371 2381 rVV2 154558 296276 5.19% 0.637%
39 16.492 2443 2449 2455 rBV2 95153 203903 3.57% 0.438%
40 17.092 2548 2551 2558 rVB4 42280 82989 1.45% 0.178%

Sum of corrected areas: 46545316
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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\BF122719\

BF118341.D

27 Dec 2019 16:46

Ju

K6431-09

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118341.D

5.47

5.07

6.49

6.63

7.01

6.85

7.42

0
Time-->

4.50 5.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF118341.D

10.70

9.90 11.39

9.61

k%

-

11.92

Time-->

11.50

I
9.50 10.00 10.50 11.00

-
12.00

12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000
13;

TIC: BF118341.D

14.04
15.54
13.87

1450 14.81 15.15
4 Alé-&o n 1510 15

15283
Y\ 16.49 17.09

0
Time-->

13.50

16.50

17.00

18.00

17.50

18.50

8270-BF122419.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.12 13.51 ng 577175 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (2.122 min): BF118341.D (-3) (-) m/z 73.10 100.00%
7B
5000
43 87
55 HRNURESE U U LU
| | 2.20 2.30 2.40 2.50
L S L m/z 43.10 30.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 55 IR NN RN LR
43 2.20 2.30 2.40 2.50
- 87 m/z 87.10 28.32%
0 '“I""P"m”:?ﬁhhj"P“"ﬁ%"H'“'I"ll"'}Q%"I”"I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HRNURESE U U LU
2.20 2.30 2.40 2.50
5000 a1 55 m/z 55.00 20.69%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- A ma s
30 2.20 2.30 2.40 2.50
m/z 71.10 12.46%
5000 43 87
15 72
0'“wj”w'Mh'“H'“?%fa'“J'“w'”w'“w'“w'“w'“w'“ HRN RS U U RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 17.50 ng 747748 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF118341.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101
83 480 500 520 540
0 ...,....,....,....',':...?.1.':'!,....7,.1...,.-...,...:,....,....,....,....,...., m/z 59.00 63.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I LS IR LR
59 480 500 520 540
m/z 101.00 27 .84%
31 | 83 g 101
R e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.89%
68
0 ILI_50 L 126 147
”W'”W”'W””I””P'”P”'P”W'”W”'W””I“”P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime T
43 480 5.00 5.20 5.40
m/z 41.10 9.25%
5000
101
15 58
28 69 84
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY URREE RN S U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 _alpha.-Pinene Concentration Rank 12

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

6.13 4.13 ng 176361 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
3 (1S)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 91
4 (1RY-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 90
5 _gamma.-Terpinene 136 C10H16 000099-85-4 90

Abundance Scan 687 (6.128 min): BF118341.D (-683) (-) m/z 93.00 100.00%
<B
5000
77 .
ﬁi 53 67 ‘| 108 1T1 136 580 6.00 6.20 6.40
o} B DU N MBS MBI 1 NN MBS NS m/z 91.10 43.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
9B
2 A
5000 AR SRR R R
77 5.80 6.00 6.20 6.40
41 m/z 92.10 35.57%
27 | | 53 67 ‘ | 105 121 136
0'w'bw'“im“fih%LUH'“’H“'w!“mel“'WH'w'“w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
]
S AR RSN RAARE AR
5.80 6.00 6.20 6.40
5000 m/z 77.00 30.06%
41 i
27 121
VTV | e A

o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #15851: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene e
e} 5.80 6.00 6.20 6.40

m/z 79.00 24._.02%

5000

a
L,

77
L1 1l Ll ‘\‘\\85‘\ | ‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

27 53 67 105 121 a0

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.63 Concentration Rank 1

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

6.63 98.23 ng 4196340 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 9

Abundance Scan 772 (6.628 min): BF118341.D (-767) (-) m/z 132.00 100.00%
5000
68
© s [} 70 e Prosis 620 60 60 B> 70
o} R B m/z 134.00 34 .06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL A I
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 68.05 33.99%
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
SRS NRARS AR RARAN BAR
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.86%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e RARmy L. T
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 14 .33%
5000 og M°
o -‘-“‘. 89 qu\,w 18189 I | S
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 8.24 ng 610571 Phenanthrene-d10 11.39
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1672 (11.922 min): BF118341.D (-1664) (-) m/z 73.00 100.00%
73
43 €0
5000 129
213
157 171 185 UL A SUMSN UL DU
143 19 11.60 11.80 12.00 12.20
(o} m/z 60.00 71.53%
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 L B SO UL B
11. 60 11. 80 12. 00 12 20
m/z 43.05 63.23%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11.60 11.80 12.00 12.20
5000 29 m/z 57.00 57 .04%
129
“ T? o1 115 ‘ 71 214
0,,,I,\,,,\I\,‘,,l‘\,ﬂ,"u,j,,,,\,I,,,,ﬁf%,l?i,\,,l,‘,,l,eq,,,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 57 .00%
5000 129
29
199
‘ 143157171185 242
O.Fﬁﬂ”wﬂn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path :

Data File : BF118341.D

Aca On - 27 Dec 2019 16:46
Operator : JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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

Concentration Rank 17

Peak Number 7 Octadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
12.70 2.47 ng 182984 Phenanthrene-d10 11.39
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 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Undecanoic acid 186 C11H2202 000112-37-8 49

Abundance Scan 1804 (12.698 min): BF118341.D (-1802) (-) m/z 73.00 100.00%
7B
5000
241
19973227 284 12.40 12.60 12.80 13.00
o} m/z 43.05 89.85%

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

Abundance #131262: Octadecanoic
38
43 §
129
50001 28
04

acid

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

284

242

213

Abundance #95854: Pentadecanoic acid
43 73
29
5000
; 129
L | Lji 01115 | 1431571711851
Ot torr i

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

Abundance #84453: Tetradecanoic acid R T o e
73 12.40 12.60 12.80 13.00
m/z 57.05 76.48%
43 5
5000 129
185 228
T7 01115 143157171 ‘ 199
Obr .‘.‘...‘ i ‘.,w‘l‘..ﬁ“..m‘:,.“.‘.. I W o~ LU0 ek onl

12. 40 12. 60 12. 80 13. OO

m/z 60.00 86 .96%

12.40 12.60 12.80 13.00

m/z 55.10 80.93%

/N

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

12. 40 12. 60 12. 80 13. OO

8270-BF122419.M Mon Dec 30 18:02:42

2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.46 4.90 ng 305773 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 97
2 Tetradecanamide 227 C14H29NO 000638-58-4 43
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 43
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 42
5 7-Nonenamide 155 C9H17NO 090949-53-4 32
Abundance Scan 1934 (13.463 min): BF118341.D (-1926) (-) m/z 59.00 100.00%
59
5000 a1 ﬁ\A_
LV, o4 207 233 264281 1320 13.40 13.60 13.80
0 i m/z 72.00 77.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 R e i
anmmmnm
m/z 55.00 40.91%
R 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83610: Tetradecanamide
59
13.20 13.40 13.60 13.80
5000 m/z 41.05 39.89Y%
43 027
ol 27 I Il 8% 9 128 149166184 5107
m/z--> %%m%@mmmmmmmmmmﬁ
Abundance #160272: Pentadecanamide, 15-bromo-
59 13.20 13.40 13.60 13.80
m/z 43.05 23.40%
5000
41 240
ol Il 3§ 114 42 170 195212 | 262278 304321
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 350 13.20 13.40 13.60 13.80

8270-BF122419.M Mon Dec 30 18:02:43 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknownl13.50 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.31 ng 143941 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 3.4-bis(l-methvleth... 192 Cl14H24 061142-74-3 49
2 Cvclohexane. 1.1-dimethvl-2.4-bi... 192 Cl14H24 062337-98-8 49
3 cis.trans-3-Ethvlbicvclol4.4.01d... 166 C12H22 066660-41-1 43
4 cis. cis-3-Ethvlbicvclol4.4.01de... 166 C12H22 066660-42-2 41
5 Cyclopentanecarboxylic acid, 3-m... 262 C17H2602 074793-59-2 35
Abundance Scan 1940 (13.498 min): BF118341.D (-1938) (-) m/z 137.10 100.00%
5000
13.20 13.40 13.60 13.80
o} m/z 95.05 76 .56%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54711: Cyclohexane, 3,4-bis(1-methylethenyl)-1,1-dimethyl-
69
41
5000 LR SRR LN BN SULE
55 13.20 13.40 13.60 13.80
2 m/z 81.05 73.87%
04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54713: Cyclohexane, 1,1-dimethyl-2,4-bis(1-methylethenyl)...
69
al RN BN BN U
13.20 13.40 13.60 13.80
5000 55 m/z 69.05 64 .86%
2
04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35206: cis,trans-3-Ethylbicyclo[4.4.0]decane
137 13.20 13.40 13.60 13.80
81 m/z 109.00 56.92%
95
5000
&7 166
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF122419.M Mon Dec 30 18:02:43 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.19 ng 136766 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 1949 (13.551 min): BF118341.D (-1944) (-) m/z 57.05 100.00%
g7
85
5000
141 183 13.20 13.40 13.60 13.80
- | 14 'I -l I P o/ m/z 71.05 83.05%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000

13.20 13.40 13.60 13.80

29 m/z 43.10 57.14%
| {1 |53, 191 160 107 240
ob— b b e ————
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 13.20 13.40 13.60 13.80
5000 m/z 85.10 53.61%
29 113
oL L LT M 169 107 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 13.20 13.40 13.60 13.80
m/z 41.10 22.41%
5000 85
29 113
oL T j by g lfl 169 197 225 253 295 323 367
e T
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF122419.M Mon Dec 30 18:02:43 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.87 14.13 ng 882178 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 94

2 Heptafluorobutvric acid. pentade...
3 Trifluoroacetic acid. pentadecvl...
4 Heptafluorobutvric acid. n-tetra...
5 Pentafluoropropionic acid, penta...

424 C19H31F702
324 C17H31F302
410 C18H29F702
374 C18H31F502

959261-23-5 94
959010-23-2 94
007365-36-8 94
959092-08-1 94

Abundance Scan 2003 (13.868 min): BF118341.D (-2000) (-) m/z 83.10 100.00%
b7 83
5000 111
139 13.60 13.80 14.00 14.20
168 229
ol LN '..Jl.*. e it X2 280 | m/z 57.10 96.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000
13.60 13.80 14.00 14.20
- m/z 43.05 92 .23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 91.86%
29 ‘ 169
210
ol LI AL 7, #0 a5  ae
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester =TT PR T
57 13.60 13.80 14.00 14.20
83 m/z 69.05 89.85%
5000 111
29
0 Mo 182210 255 a0
: T e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF122419.M Mon Dec 30 18:02:44 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.20 2.94 ng 183897 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2059 (14.198 min): BF118341.D (-2055) (-) m/z 57.00 100.00%
57
85
5000

13.80 14.00 14.20 14.40 14.60

UL e a0r 2 260

I & § A m/z 71.10 85.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85

13.80 14.00 14.20 14.40 14.60
m/z 43.05 68.88%

29
o1, ﬂ | J141 169 197 225 253 281 309 337 365 394
L B I B e LB i a a
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_r
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 67.95%

113
o 29‘ ; [ | 141 169 197 225 253 281 309 337 365 393 422
----|---- LA B B e B e - L N e B
m/z--> 50 100 150 200 250 300 350 400
Abundance . i %—v—v—rrv—v—v—rv—v—v—v—rv—v—v—v—rv—r

#141426: Heneicosane
57 13.80 14.00 14.20 14.40 14.60

m/z 55.05 30.08%
85

5000
29 113
D1 7,241 169 197 225 253 296 J

0..‘.‘.,.... e L oo e e L I o o s o e e AR ha e

m/z--> 50 100 150 200 250 300 350 400 13. 80 14. OO 14 20 14. 40 14 60

8270-BF122419.M Mon Dec 30 18:02:44 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-methyloctacosane Concentration Rank 8

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

14 .50 5.04 ng 314434 Chrysene-di12 14.04

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvlhexacosane 380 C27H56 1000376-72-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2110 (14.498 min): BF118341.D (-2107) (-) m/z 57.10 100.00%

57
85
5000
113 T T T T
155 14.20 14.40 14.60 14.80
ol \ DL ] et 188 auizm 207 swwsa AR T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 R U UL B S

14.20 14.40 14.60 14.80
m/z 43.05 70.99%

113
o 29 | 1 ﬂ (141,169 197 225 267 295 365 393
et T e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R e e e AR ERE e
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 58.03%
29 113
0 ““II“‘ | 77 141 169 197 225 253 295 323 367
— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9- OCtyl- S e L B
57 14.20 14.40 14.60 14.80
m/z 55.05 27 .58%
5000 85
113
o3 J 4 Ay Jlfl 169 197 %9 267 204 323 352
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80

8270-BF122419.M Mon Dec 30 18:02:45 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.81 6.12 ng 420789 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2163 (14.810 min): BF118341.D (-2157) (-) m/z 57.05 100.00%
57
85
5000

14.40 14.60 14.80 15.00 15.20

141
A ﬂ | gt 169 197 225 253 295

Ot A m/z 71.05 81.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
97
5000 85 e
14.40 14.60 14.80 15.00 15.20
m/z 43.05 67.25%
29 13 141
0 || J| Il .l A |169 197 225 254
e T LA A o o o e o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
A I S o
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 58.78%
13 141
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
SRR 1 I B R A S A Lt e e R L LA N B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane REREN RS LRSS S AES
57 14.40 14.60 14.80 15.00 15.20
m/z 55.05 27.24%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
e L e A e o e B B R RARE e e
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.15 4.64 ng 318607 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2221 (15.151 min): BF118341.D (-2217) (-) m/z 57.05 100.00%
57
85
5000
Lo a0 2 on 1450 15,00 150 1540
Ol ..'.., B e s m/z 71.10 80.53%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 RPN SURRR BN B
14.80 15.00 15.20 15.40
m/z 43.10 63.49%
29 13 449
oL A |7y 1t 169 197 226 253 295 33 367
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 60.75%
K ] I | ulﬁ3 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane B R e EAkmmn
57 14.80 15.00 15.20 15.40
m/z 55.00 24 .81%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 1480 1500 1520 1§40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.98 4.04 ng 277249 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2362 (15.980 min): BF118341.D (-2357) (-) m/z 57.10 100.00%
57
85
5000
T e T T
141 183 211 15.60 15.80 16.00 16.20
ol J, " g 230 280 309 355 m/z 71.05 77.22%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 SRR SRUERE R
15 60 15. 80 16. oo 16. 20
‘ m/z 43.05 64.71%
29 141
N l.l] .IJ 109,107 225 253 292
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 15,60 15.80 16.00 16:20
5000 m/z 85.10 59.89%
29 113
R R J | 141,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane [Trrr[rrrrprrrrprrrr1r
57 15.60 15.80 16.00 16.20
m/z 55.00 23.26%
- I ML\J
. i j I i J11}3J 141160 197 225 253 205 323 367
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 15 60 15. 80 16. oo 16. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118341.D

Aca On : 27 Dec 2019 16:46

Operator :© JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octacosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.03 4.31 ng 296276 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 60
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 60
3 Octacosvl acetate 452 C30H6002 018206-97-8 60
4 1-Heptacosanol 396 C27H560 002004-39-9 49
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 46
Abundance Scan 2370 (16.027 min): BF118341.D (-2367) (-) m/z 83.05 100.00%
83
57
5000
157 ' 15:80 16.00 16.20 16.40
195 297 .80 16.00 16.20 16.
o 228 26t m/z 97.05  84.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57
5000 LIS BUUAILN UL I
15,80 16.00 16.20 16.40
125 m/z 57.00 75 .64%
o 23_ J 1153 181 209 236 264 292 322 _ 364 392
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #224391: Heptacosyl acetate
43
9 R BN SO SN B
6 15.80 16.00 16.20 16.40
5000 m/z 43.10 72.11%
125
ol15, J Ll‘A1§3‘181 209 236 264 292 320 350 378 423
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate A R
43 97 15.80 16.00 16.20 16.40
m/z 55.05 65.56%
69
5000
125
NELS ‘ ;‘L 1193181 209 250 278 306 334 364 392 437
m/z--> §0 100 150 200 250 300 350 400 450 15.80 16,00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122719\
Data File : BF118341.D

Acq On : 27 Dec 2019 16:46

Operator : JU

Sample - K6431-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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]
Butane, 2-methoxy... 2.12 13.5 ng 577175 1 6.85 854417 20.0
2-Pentanone, 4-hy... 5.07 17.5 ng 747748 1 6.85 854417 20.0
-alpha.-Pinene 6.13 4.1 ng 176361 1 6.85 854417 20.0
unknown6.63 6.63 98.2 ng 4196340 1 6.85 854417 20.0
n-Hexadecanoic acid 11.92 8.2 ng 610571 4 11.39 1482420 20.0
Octadecanoic acid 12.70 2.5 ng 182984 4 11.39 1482420 20.0
9-Octadecenamide, ... 13.46 4.9 ng 305773 5 14.04 1248950 20.0
unknown13.50 13.50 2.3 ng 143941 5 14.04 1248950 20.0
Heptadecane 13.55 2.2 ng 136766 5 14.04 1248950 20.0
Heptadecyl heptaf... 13.87 14.1 ng 882178 5 14.04 1248950 20.0
Octacosane 14.20 2.9 ng 183897 5 14.04 1248950 20.0
2-methyloctacosane 14_.50 5.0 ng 314434 5 14.04 1248950 20.0
Octadecane 14.81 6.1 ng 420789 6 15.54 1374020 20.0
Hexacosane 15.15 4.6 ng 318607 6 15.54 1374020 20.0
Eicosane 15.98 4.0 ng 277249 6 15.54 1374020 20.0
Octacosanol 16.03 4.3 ng 296276 6 15.54 1374020 20.0
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