LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 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-BF120619 .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 2.134 3 8 15 rVB 188855 249885 8.36% 0.973%
2 5.081 504 509 523 rVB 385675 472480 15.81% 1.840%
3 5.487 573 578 581 rBY 2585847 2360830 78.99% 9.194%
4 6.498 745 750 753 rBVY 2523149 2470816 82.67% 9.622%
5 6.639 769 774 777 rBVY 3183799 2697321 90.24% 10.504%
6 6.869 809 813 821 rBV 736779 628391 21.02% 2.447%
7 7.028 835 840 843 rBVY 2325027 2125010 71.10% 8.275%
8 7.434 904 909 912 rBVY 1649877 1547053 51.76% 6.025%
9 8.151 1028 1031 1040 rVB 835847 746298 24.97% 2.906%
10 9.233 1210 1215 1218 rBvV 3471718 2988948 100.00% 11.640%
11 9.310 1225 1228 1230 rVB 54611 41920 1.40% 0.163%
12 9.627 1278 1282 1285 rBV 203878 204597 6.85% 0.797%
13 9.839 1311 1318 1323 rBV 78192 79978 2.68% 0.311%
14 9.916 1327 1331 1334 rBV 1034258 861716 28.83% 3.356%
15 10.339 1401 1403 1406 rVB 76035 56981 1.91% 0.222%
16 10.563 1435 1441 1446 rBvV 31417 44699 1.50% 0.174%
17 10.704 1461 1465 1476 rVB 1996685 1853138 62.00% 7.217%
18 10.816 1481 1484 1490 rBvV 75895 96336 3.22% 0.375%
19 11.263 1557 1560 1563 rBvV 54544 49875 1.67% 0.194%
20 11.298 1563 1566 1572 rVB2 33921 36608 1.22% 0.143%
21 11.404 1580 1584 1592 rBV 887714 819983 27.43% 3.193%
22 11.692 1630 1633 1638 rVB 53541 40254 1.35% 0.157%
23 11.927 1670 1673 1682 rBV 245411 243762 8.16% 0.949%
24 12.492 1765 1769 1776 rVB3 32750 36548 1.22% 0.142%
25 12.716 1804 1807 1813 rBV2 51972 64791 2.17% 0.252%

26 12.998 1850 1855 1858 rBV 2548152 2357056 78.86% 9.179%
27 13.892 2003 2007 2018 rBV 228402 314536 10.52% 1.225%
28 14.057 2031 2035 2049 rVB 701096 670322 22.43% 2.610%
29 14.215 2058 2062 2067 rBV 34866 41870 1.40% 0.163%
30 14.521 2110 2114 2122 rBV3 71674 123658 4.14% 0.482%

31 14.833 2161 2167 2170 rBV 81026 86546 2.90% 0.337%
32 15.174 2221 2225 2229 rBV 78414 99032 3.31% 0.386%
33 15.551 2283 2289 2296 rBV 593148 874205 29.25% 3.404%
34 16.015 2363 2368 2373 rBV 69346 98909 3.31% 0.385%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 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-BF120619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.068 2373 2377 2386 rBV6 41530 85035 2.84% 0.331%
36 16.527 2451 2455 2460 rBV3 36233 60697 2.03% 0.236%
37 17.139 2553 2559 2564 rBvV4 21141 48773 1.63% 0.190%

Sum of corrected areas: 25678857
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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: BF118153.D
6.64
3000000

549 6.50
2500000 ' 703

2000000
7.43

1500000

1000000
6.87

500000 5.08

1 IS

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: BF118153.D

3000000

13.00
2500000

2000000 10.70

1500000
9.92
1000000 8.15 11.40

500000

9.63 11.93
g3t . 10.341056|110.82  1gy 1169 | 12.4912.72
. e

e T s e e M LS S S . e P

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: BF118153.D

3000000
2500000
2000000
1500000

1000000
14.06 15.55
500000
13.89

! I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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.

2.13 7.95 ng 249885 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 40
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 7 (2.128 min): BF118153.D (-3) (-) m/z 73.05 100.00%
<}
5000 43 A\
55 87 K —
| 2.20 2.30 2.40 2.50
e el e e e e | M/z 43.10 36520
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
(<}
5000 U AR UL AR LR I
43 9 2.20 2.30 2.40 2.50
- 87 m/z 87.00 26 .39%
"|'"w"'m”‘ﬁqhhj'w'“"ﬁ%"ﬂ“"|"Jw"'}01"|"'w""|“"
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 RS UL A I I
2.20 2.30 2.40 2.50
5000 a1 55 m/z 54.95 26 .05%
29 ‘
..,....,.”Mhn...h:J..,mlah.??.J.i.§Q..:,..?7,..”}%g..,..??ﬂ...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2—Methy|—5—hexen—3—0| LI L L B BB N B
73 2.20 2.30 2.40 2.50
55 m/z 41.00 13.16%
43
5000
“|}§w'“'w'”|“'w'“'w'“|“'$%“'w'“|“'w'“'w'“l“" RS U UL A I I
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\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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.

5.08 15.04 ng 472480 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 509 (5.081 min): BF118153.D (-504) (-) m/z 42.95 100.00%
43
59
5000
101 RN A G
s1.] 7 83 480 5.00 5.20 5.40
R A R B A AR RS RS AARAN MRS AL BALRR AR AR m/z 59.10 62.74%
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 R L LR L UL
59 480 500 520 5.40
m/z 101.00 25.29%
"'I'”'I'””?ﬁ'”ﬁ”'”I"“I"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 15.86%
101
15 58
28l 69 84 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59 480 5.00 5.20 5.40
m/z 41.10 10.38%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I U UL A L SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.64 Concentration Rank 1

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

6.64 85.85 ng 2697320 1,4-Dichlorobenzene-d4 6.87
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 25
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF118153.D (-769) (-) m/z 132.00 100.00%
132
5000 68
40 54 75 % 104 - Ib:|4é)”6160I Ié8bl I7I06II
62 : : : :
e 82 2 e Lt ws W Th/z 68.10  36.57%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AR SRS LS
6.40 6.60 6.80 7.00
78 m/z 134.00 33.26%
138 44
”'WL”WP!”JL'W'”!P'”I”'W'”'P'” R SRRRN SR RER
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

6.40 6.60 6.80 7.00

5000 m/z 66.00 24 .24%
33 44 o g7 105
60 78 ‘
S U - N N PR - | N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A E B o R e
132 6.40 6.60 6.80 7.00
m/z 69.10 15.38%
5000 67
4 97
‘ 29 117
el Lell (B e ] s ey UL
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.82 2.35 ng 96336 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1485 (10.822 min): BF118153.D (-1481) (-) m/z 57.00 100.00%

57
43 | 71

5000

127141154 169183 10.60 10.80 11.00 11.20
m/z 71.00 82.66%

99 113

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane
57
43 71
85
5000 LA B L L L L L L L

10.60 10.80 11.00 11.20

29 99 m/z 43.10 77.99%
5 | 0 I g ) YP127141155 160183107011 240
et e .”.“.”,”.w.”.“.” s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane
57
43 R RN EE RN R
71 10.60 10.80 11.00 11.20
5000 g5 m/z 85.05 47 .29%
| ‘L L | 113127141155169183197 226
] T T [T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57 10.60 10.80 11.00 11.20
m/z 41.10 43.61%
71
5000 85
29 99
| M Lo 11‘3127141155169183197211225 254
R o e TN o e e A o e e R o B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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.
11.93 5.95 ng 243762 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1673 (11.927 min): BF118153.D (-1670) (-) m/z 73.00 100.00%
73
43 60
5000 129

213 R
256 11.60 11.80 12.00 12.20

m/z 60.00 82.09%

143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L L B L

11. 60 11. 80 12. OO 12.20

213 m/z 43.05 80.00%
L, 1431571711859
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 AT T T T T T
11.60 11.80 12.00 12.20
5000 29 129 m/z 55.00 69.24%
115 171
214
Ll [ [
e pelle Al Al Y A Y A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B S L e
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 67.99%
5000 129
29
199
L RO S
..1.5,.‘...‘i.‘..”.“. L B

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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 9.38 ng 314536 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 2007 (13.892 min): BF118153.D (-2003) (-) m/z 57.05 100.00%

57 83

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 94.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83

-

13.60 13.80 14.00 14.20
m/z 83.10 86.38%

5000

167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

-

13.60 13.80 14.00 14.20
5000 m/z 55.05 86.16%
29
e 167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane L i S S e
57 13.60 13.80 14.00 14.20
97 m/z 97.05 81.74%
5000
29 125
Il LA h 154 179196 224 571269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.69 ng 123658 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 1-Bromoeicosane 360 C20H41Br 004276-49-7 91
3 1-Bromodocosane 388 C22H45Br 006938-66-5 87
4 Hexacosane 366 C26H54 000630-01-3 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 2114 (14.521 min): BF118153.D (-2110) (-) m/z 57.00 100.00%

57

5000

239 282302 397 14.20 14.40 14.60 14.80
m/z 71.05 70.54%

141 169 197

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LA L L L L L B LB L |
14.20 14.40 14.60 14.80
m/z 43.05 64.72%
29 13 4
A | J II ll l 11(439. 197 225 253 282
L e B T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #190626: 1-Bromoeicosane
57
R RRRRE R R e E Ry
135 14.20 14.40 14.60 14.80
5000 85 m/z 85.10 50.15%
29 113 281
LA )T 190 188 211 230261 | 303 331 360
B o e e e I B L R B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #206607: 1-Bromodocosane T
57 14.20 14.40 14.60 14.80
m/z 55.05 35.31%
5000 85 135
29 113
b ‘ J | M C 1555 183 211 239261 289°°331 388
B o o i o T T T R e N A
m/z--> 50 100 150 200 250 300 350 400 14 20 14.40 14.60 14.80

8270-BF120619.M Tue Dec 10 16:00:11 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.27 ng 99032 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2224 (15.168 min): BF118153.D (-2221) (-) m/z 57.05 100.00%
g7
85
5000

14.80 15.00 15.20 15.40
m/z 71.05 67.30%

113 141 169

191211

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 L L L L L B
14. 80 15. OO 15.20 15.40
29 m/z 43.05 66.07%
LLL ) ﬂ / 1141 169 197 225 253 281 309 337 365 394
o T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
s R e
85 14.80 15.00 15.20 15.40
5000 m/z 85.00 58.15%
29 113
UL |, M0,199 197 225 253 296
e T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R B oA I L S
57 14.80 15.00 15.20 15.40
m/z 41.05 24 _.67%
5000 85
113
29 “_‘A |77 141 169 197 225 267 295 365 393
T T T T T s R e
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120919\
Data File : BF118153.D

Aca On : 9 Dec 2019 19:21

Operator :© JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.26 ng 98909 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octacosane 394 C28H58 000630-02-4 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2369 (16.021 min): BF118153.D (-2363) (-) m/z 57.05 100.00%
57
85
5000

15.80 16.00 16.20 16.40
m/z 71.10 73.64%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA B L L L L L L LB

15. 80 16 00 16. 20 16. 40

m/z 85.05 61.00%
29 |113 141 169 197 282
D U e e RN C—
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
e
15.80 16.00 16.20 16.40
5000 85 m/z 43.05 55.42%
2 113 141
Ll ﬂ in 169 197 225 253 281 309 337 365 394
Al P R e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane RS EmmEs o L
57 15.80 16.00 16.20 16.40
m/z 55.05 29.07%
5000 85
113
29& ‘ J‘ H (141 169 197 225 267 295 365 393
o I Bt P LSBT 7 N 4 A I
m/z--> 50 100 150 200 250 300 350 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\BF120919\
Data File : BF118153.D

Acq On : 9 Dec 2019 19:21

Operator : JU

Sample : K6177-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 2.13 8.0 ng 249885 1 6.87 628391 20.0
2-Pentanone, 4-hy... 5.08 15.0 ng 472480 1 6.87 628391 20.0
unknown6 .64 6.64 85.8 ng 2697320 1 6.87 628391 20.0
Heptadecane 10.82 2.4 ng 96336 4 11.40 819983 20.0
n-Hexadecanoic acid 11.93 6.0 ng 243762 4 11.40 819983 20.0
n-Tetracosanol-1 13.89 9.4 ng 314536 5 14.06 670322 20.0
Eicosane 14 .52 3.7 ng 123658 5 14.06 670322 20.0
Octacosane 15.17 2.3 ng 99032 6 15.55 874205 20.0
2-methyloctacosane 16.02 2.3 ng 98909 6 15.55 874205 20.0
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