LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 18 rVB 2304451 2390454 60.61% 5.862%
2 5.051 501 504 515 rBV 121084 150468 3.82% 0.369%
3 5.469 571 575 596 rBY 1001357 1320323 33.48% 3.238%
4 6.481 744 747 766 rBV 919905 953544 24.18% 2.338%
5 6.616 766 770 774 rBVY 2517671 2426031 61.51% 5.949%
6 6.845 805 809 816 rBV 515013 446556 11.32% 1.095%
7 7.004 831 836 839 rBVY 2127548 2018530 51.18% 4 _.950%
8 7.416 901 906 921 rBV 1464121 1515382 38.42% 3.716%
9 8.133 1024 1028 1042 rBV 529198 532932 13.51% 1.307%
10 9.210 1206 1211 1214 rBV 3432925 2865098 72.65% 7.025%

11 9.604 1274 1278 1286 rBV 170300 148846 3.77% 0.365%
12 9.892 1323 1327 1336 rVB 759187 655076 16.61% 1.606%
13 10.580 1430 1444 1448 rBV3 64124 163653 4_.15% 0.401%
14 10.692 1458 1463 1473 rBV 2393380 2262523 57.37% 5.548%
15 11.033 1515 1521 1536 rVB3 68752 254553 6.45% 0.624%

16 11.386 1577 1581 1590 rBV 774584 708050 17.95% 1.736%
17 11.916 1664 1671 1685 rBV 566079 691668 17.54% 1.696%
18 12.604 1784 1788 1797 rBV6 41923 90671 2.30% 0.222%
19 12.698 1799 1804 1814 rBV 285172 360274 9.14% 0.883%
20 12.980 1847 1852 1855 rBV 4186028 3943861 100.00% 9.671%

21 13.192 1884 1888 1895 rVB 75660 85079 2.16% 0.209%
22 13.345 1897 1914 1925 rVV2 560825 2307701 58.51% 5.659%
23 13.439 1927 1930 1938 rVB3 41930 63799 1.62% 0.156%

24 13.539 1942 1947 1950 rBV2 118061 121641 3.08% 0.298%
25 13.868 1999 2003 2012 rBV 638258 811743 20.58% 1.990%

26 14.045 2029 2033 2040 rVB 643876 675567 17.13% 1.657%
27 14.151 2045 2051 2052 rBv4 45067 70123 1.78% 0.172%
28 14.186 2052 2057 2060 rvVv 591352 597130 15.14% 1.464%
29 14.251 2060 2068 2077 rVB 517675 1137664 28.85% 2.790%
30 14.492 2104 2109 2121 rBV 1146786 1137230 28.84% 2.789%

31 14.804 2156 2162 2166 rVB 1500046 1644360 41.69% 4.032%

32 14.874 2171 2174 2177 rBV 59636 55121 1.40% 0.135%
33 14.933 2177 2184 2192 rVB 215032 446004 11.31% 1.094%
34 15.010 2192 2197 2201 rBV2 33468 48078 1.22% 0.118%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.139 2213 2219 2227 rVB 1461668 1863993 47.26% 4.571%

36 15.374 2251 2259 2273 rBV3 136070 431235 10.93% 1.057%
37 15.527 2275 2285 2297 rVB2 1641360 2476051 62.78% 6.072%
38 15.686 2306 2312 2321 rVB4 51094 135093 3.43% 0.331%
39 15.786 2325 2329 2334 rVVv4 39311 60235 1.53% 0.148%
40 15.839 2334 2338 2346 rVB4 26651 43388 1.10% 0.106%

41 15.962 2351 2359 2366 rVV 823442 1342755 34.05% 3.293%
42 16.027 2366 2370 2385 rVB7 50342 157307 3.99% 0.386%
43 16.468 2436 2445 2457 rBV2 386107 741683 18.81% 1.819%
44 17.062 2537 2546 2553 rBV2 99736 220004 5.58% 0.539%
45 17.603 2630 2638 2650 rBV2 36955 124625 3.16% 0.306%

46 17.909 2683 2690 2703 rVB2 25526 85388 2.17% 0.209%

Sum of corrected areas: 40781490
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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
Abundance TIC: BF118464.D
4000000
3000000
6.62
12
7.00
2000000
7.42
1000000 5.47 6.48
6.85
k 5.05
-
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118464.D
4000000 1298
9.21
3000000
10.69
2000000
1000000 0.89 11.39
8.13 ' 11.92 13.
12.70
9.60 L A\_ jgﬂ
I G | GU o G- O S ....”-‘Mt—»“‘:l.
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF118464.D
4000000
3000000
2000000
14.80 1514 15.53
1000000 15.96
149 16.47
: 24801 1537\ 15895846.03 I 17.06 17.60 17.91
o! . - we A Sy
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 2

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

2.12 107.06 ng 2390450 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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (2.122 min): BF118464.D (-3) (-) m/z 73.10 100.00%
73
5000 /\
87
T "2 25 20 250
o..,....,..3.6.',':.'..,..|..,‘??..,'.:..,....,..9.8,.1.0.5.,..1.1.7,.??‘?,....1,4.1..., m/z 87.10 31.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURRSE U U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 43.10 29.07%
fg L 80
G LA A AR AR IR RS RS LR SN RSN RSN SRR RARRY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 IR R U LU
2.20 2.30 2.40 2.50
5000 a1 55 m/z 55.05 21.83%
29 ‘
ob 1L \‘\ Noesil e | o7 m2 a9
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50
m/z 71.10 11.82%
5000
45
29
0--|----|----|----|-§-5-|----|----|----|---EL|O-1---|----|----|----|----| L—yv—y—y—v‘w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 15

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

5.05 6.74 ng 150468 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 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17

Abundance Scan 504 (5.051 min): BF118464.D (-501) (-) m/z 43.00 100.00%
43
59
5000
101 SERSSSNNN RS
480 5.00 520 5.40
83
b B S8 h/z 59.05  62.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 5.20 5.40
m/z 101.00 25.06%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 5.00 520 5.40
5000 m/z 58.00 15.50%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #30194: 2-Nonanone, 9-hydroxy-
43 58 480 5.00 520 5.40
m/z 41.10 11.27%
5000
71 82
0"'w"'w"'w"'wl"w*“'w'ﬁ”m"'w“"w'??l“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 unknown6.62 Concentration Rank 1

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

6.62 108.66 ng 2426030 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 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF118464.D (-766) (-) m/z 132.00 100.00%
5000
68
40 % J 620 640 6.60 6.80 7.00
54 : : : : :
o qrer lasus o "m/z 134.00 34.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L UL LU I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 68.10 34.02%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
|"“|"“|L“'|'“'|'“
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 23.68%
33 aa 105
000 | s |
0'"'I""I”"'I""I""I" U AR SR B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e -L- e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.13%
5000 98 116
o -‘-“‘. 89 | dor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 5 unknownl0.58 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.58 5.00 ng 163653 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Thiopvran-4-one. tetrahvdro- 116 C5H80S 001072-72-6 35
2 2H-Thiopvran-3(4H)-one. dihvdro- 116 C5H80S 019090-03-0 27
3 4-Imidazolidinone. 2-thioxo- 116 C3H4N20S 000503-87-7 18
4 N.N"-(1.2-Propvlene)-thiourea 116 C4H8N2S 002122-19-2 14
5 Tetratetracontane 619 C44H90 007098-22-8 11
Abundance Scan 1444 (10.580 min): BF118464.D (-1430) (-) m/z 88.00 100.00%
88 116
57
5000 43 71
217 AR BARA AR AR RS
99 127 141 155 202 10.20 10.40 10.60 10.80
0 ".'."l,'..'!'",."...,.I.'.,.... ""||""'|' m/z 116.00 85.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8061: 4H-Thiopyran-4-one, tetrahydro-
28 116
5000 46 60 B3 [T /}"
10.20 10.40 10.60 10.80
m/z 57.00 67.75%
s lodd s Lo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8063: 2H-Thiopyran-3(4H)-one, dihydro-
116
10.20 10.40 10.60 10.80
5000 m/z 43.05 46 .34%
\Mh 73 88 102
0.”.,.”.,.”uun‘ = S e = EI
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #7931: 4-Imidazolidinone, 2-thioxo- L e e
116 10.20 10.40 10.60 10.80
m/z 71.05 42 .30%
5000 Ahwwv}ﬂvwdwﬁ//mwA\mﬂHMM\k/\
OIIIIIIIIIHH‘\ HHH ”l....|....|....|............|..... e AR mEE S
m/z--> 20 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 7 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.92 19.54 ng 691668 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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 1672 (11.922 min): BF118464.D (-1664) (-) m/z 73.00 100.00%

3
43 60
5000 129
213

157 171 185 R R
Lju 143 T 109
04

11. 60 11. 80 12. 00 12 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

m/z 43.10 76.95%
5000: 129
11.60 11.80 12.00 12.20
TM m/z 60.00 75.97%
04

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

213
143 157171 185 199

Abundance #72647: Tridecanoic acid
60 73
43 R R A BRESEEREES
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.10 72.08%
‘ 143 157 214

0,.LNN.NJAUW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

60 73 11.60 11.80 12.00 12.20
m/z 55.10 64 .50%

43
5000 120
. 185 228
‘ “ T }01115 143 157 171 ‘ 199 ‘
‘ ‘\ I ‘ \“ H‘ | 213 L
I _'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_’_'—I_'_'_'_'—r

m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 8 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.70 10.18 ng 360274 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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1804 (12.698 min): BF118464.D (-1799) (-) m/z 43.05 100.00%

48

:

5000
12.40 12.60 12.80 13.00
Obrrr e m/z 73.00 96.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

-

5000
12.40 12.60 12.80 13.00

m/z 55.10 82 .36%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
51 AR R e i
12.40 12.60 12.80 13.00
5000 m/z 60.00 80.48%
i
0 ...,.‘a..‘i‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 12.40 12.60 12.80 13.00
m/z 41.10 79.72%
5000 129
14“ 143187171185 213
o T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.34 68.32 ng 2307700 Chrysene-di12 14.04
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 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 1913 (13.339 min): BF118464.D (-1897) (-) m/z 57.10 100.00%
57
85
5000
141 169 13.00 13.20 13.40 13.60
o....|, “ LA 7,297 225 253 205 387 | nyz 71.10  81.21%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
13.00 13.20 13.40 13.60
m/z 43.05 69.46%
29 113
ol | (141,169 197 225 253 205 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #215181: 2-methyloctacosane
57
13.00 13.20 13.40 13.60 |
5000 85 m/z 85.10 60.04%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 13.00 13.20 13.40 13.60
m/z 55.05 26.18%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 5'0 100 1éo 2(')0 251;0 3(')0 351;0 ' 13. oo 13. 20 13 40 13. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 Heneicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.54 3.60 ng 121641 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1947 (13.539 min): BF118464.D (-1942) (-) m/z 57.10 100.00%

57
85
5000

13120 1340 1360 13.80
o’ m/z 43.10 78.47%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85

5000 D T
13.20 13.40 13.60 13.80

m/z 71.10 76.02%

29 113
ol L b S 16 107 025 a5y 26
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

13.20 13.40 13.60 13.80

155 182 207

5000 85 m/z 85.05 59.49%
29
LT j I “113 141 169 197 225 253 295 323 367
e e L B B e e e ML A o i o
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57 13.20 13.40 13.60 13.80

m/z 41.00 34 .42%

5000 85
29
J } || H113 141 169 197 225 253 281 309 337 380

oL 7, 97 197,225 298 261 309 337 380 A L i e

m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF122419.M Mon Jan 06 16:16:20 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 Oxalic acid, isobutyl hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 24 .03 ng 811743 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 76
4 n-Nonadecanol-1 284 C19H400 001454-84-8 70
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 70
Abundance Scan 2003 (13.868 min): BF118464.D (-1999) (-) m/z 57.05 100.00%
57
5000
111
139 13.60 13.80 14.00 14.20
ol Li J'.J-.‘.- L9196 239 280 | | m/z 43.10 88.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 R RN UM U B
13.60 13.80 14.00 14.20
29 m/z 71.05 67 .42%
111
0,.|,|J“H B wezs %9
m/z--> 50 150 200 250 300 350 400
Abundance #227400. Heptadecy! heptafluorobutyrate
57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
83 13.60 13.80 14.00 14.20
5000 m/z 55.05 63.17%
111
2 ( ‘ 169
oL L LS9 T 028 ass e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecy! trifluoroacetate R Tt
57 13.60 13.80 14.00 14.20
97 m/z 83.10 56.06%
5000
- 125
o |l 154 182 224 252 297 348
m/z--> 50 100 150 200 250 3(')0 350 400 13 60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.19 17.68 ng 597130 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2058 (14.192 min): BF118464.D (-2052) (-) m/z 57.05 100.00%
57
85
5000
113
141 1g9 13.80 14.00 14.20 14.40 14.60
ol b d "| L faZ, 2t 2828 m/z 71.10 84.64%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
13.80 14.00 14.20 14.40 14.60
m/z 43.10 73.69%
29 113
ol | (141,169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 63.46%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane
57 13.80 14.00 14.20 14.40 14.60
m/z 41.10 29.87%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.25 33.68 ng 1137660 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2068 (14.251 min): BF118464.D (-2060) (-) m/z 57.05 100.00%
57
5000
141 169 14.00 14.20 14.40 14.60
N 1'1 L 197225 207295 337 | m/z 71.10 77.63%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
14.00 14.20 14.40 14.60
113 m/z 43.05 68.31%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance #141426: Heneicosane
57
85 14.00 14.20 14.40 14.60
5000 m/z 85.05 59.55%
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane
57 14.00 14.20 14.40 14.60
m/z 55.05 23.28%
5000 85
113
o 2, ‘ 177,241 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(|)O 14'00 14 20 14. 40 14|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.49 33.67 ng 1137230 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2109 (14.492 min): BF118464.D (-2104) (-) m/z 57.05 100.00%
57
85
5000

\ 141 169 197 14.20 14.40 14.60 14.80
Y — ,.- ) ‘| 'l.-' ool 225 203 281 828 | ‘m/z 71.05 77.26%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.20 14.40 14.60 14.80
m/z 43.05 75.37%
29 |113 41,169 107 282
ol VALt WL 20 28 288 A
m/z--> 50 1 O 150 200 250 300 350
Abundance #202661: Heptacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 57.46%
29
oL .‘J I “113 141 169 197 225 253 281 309 337 380
....,.... A
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 14.20 14.40 14.60 14.80
m/z 41.10 29.86%
5000 85
29
LT j 1 “113 141 169 197 225 253 295 323 367
""|"' llll|lll|llll|llll|llllllll _l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l_
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 Eicosane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.80 13.28 ng 1644360 Perylene-di12 15.53

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane 282 C20H42 000112-95-8 98

2 Hexacosane 366 C26H54 000630-01-3 94

3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93

5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2161 (14.798 min): BF118464.D (-2156) (-) m/z 57.10 100.00%

57
85
5000
113
141 169 14.40 14.60 14.80 15.00 15.20
oL, g .J.II, LaZ— 189 197 225 253 295 323 351 m/z 71.10 77.61%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000

14.40 14.60 14.80 15.00 15.20
‘ m/z 43.10 73.82%

113
29 141
L LI L e om0 o 22
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 59.15%
29
L. j Iy 13,141 160 197 225 253 295 323 367
——p—t e 7
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57 14.40 14.60 14.80 15.00 15.20
m/z 41.05 28.09%
5000 85
113 154
0 3|| I | m 131 7] 183 211 289 261 |
L 1 T T T T T T T T T T T T T T T T T T T T T _rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l'
m/z--> 50 100 150 200 250 300 350 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\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 Tritetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .93 3.60 ng 446004 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tritetracontane 605 C43H88 007098-21-7 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 2183 (14.927 min): BF118464.D (-2177) (-) m/z 57.10 100.00%
57
5000
99
41 183 14.60 14.80 15.00 15.20
- ...l.‘.fi.,l....,??. A e | M7z 71.05  75.60%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
5000
14.60 14.80 15.00 15.20
m/z 43.10 63.39%
ol 2 296
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
14.60 14.80 15.00 15.20
5000 m/z 85.05 59.32%
97
o , 141 183 225 267 323 379 421 463 505 547 604
m/z--> 6 55 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance #241528: Tetratetracontane
57 14.60 14.80 15.00 15.20
m/z 55.05 29.71%
5000

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

L A S I SR e L At

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14. 60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 _gamma.-Sitosterol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.37 3.48 ng 431235 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 90
2 _beta.-Sitosterol 414 C29H500 000083-46-5 53
3 Oxalic acid. pentadecvl proovl e... 342 C20H3804 1000309-26-8 32
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 25
5 Glycine, N-neopentyloxycarbonyl-... 399 C23H45N0O4 1000323-29-8 25
Abundance Scan 2258 (15.368 min): BF118464.D (-2251) (-) m/z 43.10 100.00%
a3
71
5000

15.00 15.20 15.40 15.60
m/z 57.00 91.27%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43

5000
15.00 15.20 15.40 15.60

m/z 71.10 64 .29%

0!
mz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
a3
15.00 15.20 15.40 15.60
5000 81 105 m/z 85.05 48.35%
145
18 213 329 o
73 255 303
0 MJ ‘\H 234 | 276 354 381
mz--> 0 50 100 150 200 250 300 350 400
Abundance #178430: Oxalic acid, pentadecyl propyl ester
43 15.00 15.20 15.40 15.60
m/z 55.05 46.17%
71
5000 97 255
N 1?5 153 182210 | 2908
mz--> 0 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 19 Docosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.96 10.85 ng 1342760 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Docosane 310 C22H46 000629-97-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2359 (15.962 min): BF118464.D (-2351) (-) m/z 57.05 100.00%
57
85
5000
¥ ﬂli3 1H 169 197 225 253 205 323 351 379 460 1550 1580 1690 1620
L e e . m/z 71.10 77.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57
5000 85

15.60 15.80 16.00 16.20
m/z 43.05 66.80%

113
o2, ‘ Il 777,141 169 197 225 267 205 365 393
T M =< N
miz--> 50 100 150 200 250 300 350 400 450
Abundance #219831: Triacontane
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 57.67%
113
O&HNMWWWMMMWWMMW
e e e s L LA SR A S
miz--> 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane
57 15.60 15.80 16.00 16.20
m/z 55.00 24 .68%
5000 85
113
L) P 185 om 290 310
L s M
miz--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118464.D

Aca On : 3 Jan 2020 18:40

Operator :© JU

Sample : K6449-01

Misc :

ALS Vial : 3 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 20 Pentadecane, 8-hexyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.47 5.99 ng 741683 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2445 (16.468 min): BF118464.D (-2436) (-) m/z 57.10 100.00%
g7
85
5000
141 149 16.20 16.40 16.60 16.80
ol J, l . .“ L9397 225 267205 387 40 o777 05 78.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
g7
85
5000

16.20 16.40 16.60 16.80
\ m/z 43.10 70.01%

LTl 1| 47,199,197 225 253 282
4ty r T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
BB RRRE SRR S
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010320\
Data File : BF118464.D

Acq On : 3 Jan 2020 18:40

Operator : JU

Sample - K6449-01

Misc :

ALS Vial : 3 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... 2.12 107.1 ng 2390450 1 6.85 446556 20.0
2-Pentanone, 4-hy... 5.05 6.7 ng 150468 1 6.85 446556 20.0
unknown6.62 6.62 108.7 ng 2426030 1 6.85 446556 20.0
unknown10.58 10.58 5.0 ng 163653 3 9.89 655076 20.0
n-Hexadecanoic acid 11.92 19.5 ng 691668 4 11.39 708050 20.0
Octadecanoic acid 12.70 10.2 ng 360274 4 11.39 708050 20.0
Hexacosane 13.34 68.3 ng 2307700 5 14.04 675567 20.0
Heneicosane 13.54 3.6 ng 121641 5 14.04 675567 20.0
Oxalic acid, isob... 13.87 24_.0 ng 811743 5 14.04 675567 20.0
Heptadecane, 9-oc... 14.19 17.7 ng 597130 5 14.04 675567 20.0
Triacontane 14.25 33.7 ng 1137660 5 14.04 675567 20.0
Eicosane 14.49 33.7 ng 1137230 5 14.04 675567 20.0
Eicosane, 9-octyl- 14.80 13.3 ng 1644360 6 15.53 2476050 20.0
Tritetracontane 14 .93 3.6 ng 446004 6 15.53 2476050 20.0
-.gamma.-Sitosterol 15.37 3.5 ng 431235 6 15.53 2476050 20.0
Docosane 15.96 10.9 ng 1342760 6 15.53 2476050 20.0
Pentadecane, 8-he... 16.47 6.0 ng 741683 6 15.53 2476050 20.0
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