LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52 Instrument :

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

3?22Ie : K1338-03 5X AU-06.020510.8

ALS Vial : 5 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-BF012519.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

4 _557 415 420 425 rVB4 10004 14364 1.08% 0.099%
5.040 499 502 506 rBvV 17661 20259 1.53% 0.139%
rBv 406504 505944 38.09% 3.475%
6.481 743 747 765 rBV 408316 558458 42.04% 3.836%
6.604 765 768 778 rBV 603826 600717 45.22% 4.126%
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6.828 803 806 816 rBV 860199 828326 62.36% 5.690%
6.987 829 833 843 rBvV 519604 462687 34.83% 3.178%
rBv 314402 344003 25.90% 2.363%
8.110 1020 1024 1033 rBV 1078297 1097434 82.62% 7.538%
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1 8.169 1033 1034 1038 rVB 19135 16458 1.24% 0.113%
11 8.486 1085 1088 1093 rBv4 15505 16376 1.23% 0.112%
12 8.534 1093 1096 1098 rBV 34585 30011 2.26% 0.206%
13 9.186 1201 1207 1218 rBV 728734 668465 50.32% 4_.592%
14 9.581 1271 1274 1282 rBV 37150 43414 3.27% 0.298%
15 9.798 1303 1311 1313 rBv4 11087 18428 1.39% 0.127%

16 9.869 1318 1323 1334 rVB 1452447 1310993 98.70% 9.005%
17 10.657 1454 1457 1470 rBV 401010 439859 33.11% 3.021%
18 10.769 1473 1476 1483 rVB4 9815 18494 1.39% 0.127%
19 11.357 1572 1576 1588 rBV 1479891 1328317 100.00% 9.124%
20 11.739 1637 1641 1645 rBV 400628 322834 24 _.30% 2.218%

21 11.874 1659 1664 1672 rBvV4 38982 66301 4._.99% 0.455%
22 12.422 1753 1757 1759 rBV 1151109 1020153 76.80% 7.007%
23 12.445 1759 1761 1764 rVB 1305869 994683 74.88% 6.832%
24 12.527 1772 1775 1780 rVB 213527 173710 13.08% 1.193%

25 12.574 1780 1783 1787 rBV 33475 39294 2.96% 0.270%
26 12.663 1795 1798 1803 rBV5 12082 17168 1.29% 0.118%
27 12.804 1819 1822 1824 rBV 35736 32133 2.42% 0.221%
28 12.933 1840 1844 1852 rVB 690254 610213 45.94% 4.192%
29 13.257 1896 1899 1903 rVB4 13658 14212 1.07% 0.098%
30 13.504 1938 1941 1943 rVB3 18959 16866 1.27% 0.116%
31 13.827 1992 1996 1999 rBV 68938 80817 6.08% 0.555%
32 13.921 2010 2012 2016 rBv4 14896 16786 1.26% 0.115%
33 13.998 2021 2025 2035 rBV 1014019 966910 72.79% 6.642%
34 14.145 2047 2050 2053 rBV 57747 46032 3.47% 0.316%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 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-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.451 2099 2102 2106 rBV 77277 70357 5.30% 0.483%
36 14.751 2150 2153 2157 rVB 95849 87782 6.61% 0.603%

37 15.080 2206 2209 2216 rVB 134985 181780 13.68% 1.249%
38 15.468 2269 2275 2282 rBV 802560 1092539 82.25% 7.505%
39 15.886 2342 2346 2352 rBV 147848 217379 16.36% 1.493%
40 16.386 2426 2431 2437 rVB2 93132 167261 12.59% 1.149%

Sum of corrected areas: 14558217
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112419.D
1400000

1200000

1000000
6.83

800000

6.60
600000 6.99

5.46 6.48
400000 739

200000
4.56 5.04

e T T T T T L L = SR S

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: BF112419.D
1400000 9,87 11|36 12.45

1200000 1242
8.11

1000000

800000 9.19 12.03

600000

400000 10.66 11.74

200000
| EJ\E7 33?3 L 9;\58 94& 0.77 11.87

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: BF112419.D

1400000

1200000

14.00

1000000 15.47
800000
600000
400000

200000 13.83
13.50 3

oY

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

15.89

16.39

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.60 Concentration Rank 3

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

6.60 14.50 ng 600717 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 767 (6.598 min): BF112419.D (-765) (-) m/z 132.00 100.00%
132.0
5000 68.1 JL
620 640 6.60 6.80 7.00
m/z 68.10 47 .11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80 7.00
310 510 m/z 66.00 30.09%
”I“'W'”'l'”WJ'W'”'P'JI“'W'“'P'”I“'W'”'P'”I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 29.88%
104.0
120 270 390 510 80770 o0 | 145, ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.21%
117.0
5000
39.0 910
270 %o ﬁ0770 105.0 ‘
| | | | | 1
m/z--> 10 20 30 Jo 5 60 70 80 §o 160 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.74 4.86 ng 322834 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 97
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1641 (11.739 min): BF112419.D (-1637) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 S B AR A SN
227.2
97.1 185.1 2703 11.40 11.60 11.80 12.00
,....,‘...h',.-.'.. W 2L b b mM/z 87.10  75.16%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 UL BN SN SRR
43.0 11/40 11.60 11.80 12.00
143.0 m/z 43.05 32.41%
|“ ‘.|| T 171.0 199.0 227.0 270.0
s 30 Ao 6 B 1 e 1 ik 1 ok 3 oo e
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11,60 11.80 12.00
5000 270.0 m/z 41.10 25.59%
43.0
143.0 2970
185.0
\\\ oLl a0 | 1020™%0s0 | L |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester AL RESE
74.0 11.40 11.60 11.80 12.00
m/z 55.10 25.43%
5000 43.0
143.0
I ‘H 970 e 2280 TS| Y
mz-> 20 Jo 60 85 160 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.42 15.36 ng 1020150 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1757 (12.422 min): BF112419.D (-1753) (-) m/z 67.10 100.00%

67.1

41.1
5000

263.2 2043 12.20 12.40 12.60 12.80
m/z 81.10 84 .45%

1231 1501

178.2 220.2
RRRRREa:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

12.20 12.40 12.60 12.80
m/z 55.10 63.50%

5000

123.0 1490 178.0

262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 670
e RmmEE e e
12.20 12.40 12.60 12.80
5000 m/z 95.10 59.43%

1230 150.0 1780 2200 2630 29?0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester R ERERaEE
67.0 12.20 12.40 12.60 12.80

m/z 41.10 57.41%

41.0

5000

123.0 150.0

178.0 223.0 263.0 294.0

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.45 14.98 ng 994683 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
Abundance Scan 1762 (12.451 min): BF112419.D (-1759) (-) m/z 55.10 100.00%
58.1
97.1
5000

12.20 12.40 12.60 12.80
m/z 74.00 86.86%

..J”mh
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

55.0

5000

12.20 12.40 12.60 12.80
m/z 69.10 79.18%

180.0 222.0 264.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester
41.0 74.0

12.20 12.40 12.60 12.80
m/z 97.10 65.19%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester R EABREEES m
55.0 12.20 12.40 12.60 12.80

m/z 83.10 65.06%

5000

29.0 264.0

111.0

138.0 180.0 222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020619\
Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

Sample : K1338-03 5X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration

C:\DATABASE\NIST11.L
Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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

Peak Number 6

Methyl stearate

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.53 2.62 ng 173710 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83

Abundance Scan 1775 (12.527 min): BF112419.D (-1772) (-) m/z 74.05 100.00%
74.0
5000 43.0
| | 143.1 255.2 1220 1240 12.60 12.80
97.1 199.2 12.20 12.40 12.60 12.80
226.0 298.3
...,....,....|',..|-'..,':'...'l,'....,;...,....,1.7.1..1....'.... ekt | M/z 87.10  76.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.20 12.40 12.60 12.80
143.0 - - - - -
43.0 1990 ZST'O m/z 43.05 38.17%
97.0 '
.1:5.',0..'..,”...|.|',.-.|‘..,J:'..'.'-,'..'.:,..'..,:...1.7.1.'.0.'... ”|||22|7|'|9||”! I||1”|””I|“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
12.20 12.40 12.60 12.80
5000 298.0 m/z 41.10 27.75%
43.0
143.0
180 ‘ ‘ 97.0 ‘ 199.0 255.0
il \ﬂ,,‘,\I\,mI,‘,‘,,I,,,,lzl,,O,,,,\,,,,22,7,9‘,”\, .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84485: Tridecanoic acid, methyl ester I ERERES S R
74.0 12.20 12.40 12.60 12.80
m/z 55.05 27 .04%
5000 43.0
143.0
‘H NICLC oY a0
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF012519.M Th
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.33 ng 181780 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2209 (15.080 min): BF112419.D (-2206) (-) m/z 57.10 100.00%
57.1
5000 g1
13.1 14,80 15.00 15,20 15.40
155.1
— | A gl o | 21022401 2953 826.9385.1 m/z 71.10 68.86%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 85.0 LR BULE BURULE U ISR
14.80 15.00 15.20 15.40
0.0 m/z 43.10 63 .52%
T ﬂ13014101690197o 240.0
m/z--> §o 100 150 200 2%0 300 350
Abundance #194493: Hexacosane
57.0
14,80 15.00 15.20 15.40
5000 85.0 m/z 85.10 51.35%
290 i || M2 141:0160.0107.0225,02530 _ 205.0323.0 _ 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- L B
57.0 14.80 15.00 15.20 15.40
m/z 55.05 26 .69%
5000 85.0

13.
ﬂ }41016901970 239026702960 352.0

m/z--> 50 150 200 250 300 350 14.80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.89 3.98 ng 217379 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91

Abundance Scan 2347 (15.892 min): BF112419.D (-2342) (-) m/z 57.10 100.00%

57.1
5000 85.1

111 18312242 2860 3410 15.60 15.80 16.00 16.20
|,l il l A S0 224229502800 | 8410 m/z 71.10 71.93%

m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
85.0
5000 LA L L L L LB
15. 60 15. 80 16. OO 16 20
20.0 m/z 43.10 66 .79%
1 | F13014101690197022502530 338.0
el L B .
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
s o A A
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10  47.55%
29.0 1
o i ¥ Jﬂ.\ 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
L : T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L A
57.0 15.60 15.80 16.00 16.20
m/z 55.10 22 _55%
85.0
5000
29.0 13 0
| L | [ ) 410160.0197.0225.0253.0 _296.0
S — B e A o s o A A
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020619\

Data File : BF112419.D

Aca On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.39 3.06 ng 167261 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2432 (16.392 min): BF112419.D (-2426) (-) m/z 57.05 100.00%

57.0

5000

P

99.0 B o e

141.1 182.0216.0249.0 289.0 355.1 ;16/1;) 16-722 18-;;0 16-6609 16;&
- - 0

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 TT T T [T T T T[T T T T[T TT T 7T
16. 00 16. 20 16. 40 16 60 16. 80
99.0 m/z 43.10 60.78%
| d | 1419 1830 2250 267.0 309.0 3510 4220
et ,. T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
T T T T T

16.00 16.20 16.40 16.60 16.80

5000 m/z 85.10 51.80%
99.0
2sio) | 1 J L] 141.0 ;830 225.0 296.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400 :
Abundance #185535: Heptadecane, 9-octyl- A A B
57.0 16.00 16.20 16.40 16.60 16.80
m/z 41.10 22 .45%
- W
90 a0 239.0
| JJ L 4830 281.0 323.0
ol I 20 2810 8280 N o
m/z--> 50 100 150 200 250 300 350 400 16.00 16,20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020619\

Data File : BF112419.D

Acq On : 6 Feb 2019 14:52

Operator : JU/SJ

a?ggle ; K1338-03 5X AU-06.020510.8
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .60 6.60 14.5 ng 600717 1 6.83 828326 20.0
Hexadecanoic acid... 11.74 4.9 ng 322834 4 11.36 1328320 20.0
9,12-Octadecadien... 12.42 15.4 ng 1020150 4 11.36 1328320 20.0
9-Octadecenoic ac... 12.45 15.0 ng 994683 4 11.36 1328320 20.0
Methyl stearate 12.53 2.6 ng 173710 4 11.36 1328320 20.0
Heptadecane 15.08 3.3 ng 181780 6 15.47 1092540 20.0
Tetracosane 15.89 4.0 ng 217379 6 15.47 1092540 20.0
Triacontane 16.39 3.1 ng 167261 6 15.47 1092540 20.0
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