LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 2.222 20 23 31 rvB2 25754 39074 1.29% 0.155%
2 5.134 514 518 527 rBV 509931 619636 20.53% 2.454%
3 5.528 580 585 588 rBY 3027399 2921882 96.80% 11.570%
4 6.528 750 755 768 rBVY 2692163 3018479 100.00% 11.953%
5 6.675 775 780 783 rBVY 3061622 2854584 94.57% 11.304%
6 6.904 815 819 822 rBVY 1115821 877599 29.07% 3.475%
7 7.063 841 846 849 rVB 2353897 2074071 68.71% 8.213%
8 7.463 909 914 917 rBVY 1778566 1736245 57.52% 6.875%
9 8.186 1033 1037 1040 rBV 1265958 1021326 33.84% 4.044%
10 9.257 1215 1219 1229 rBV 2649320 2417727 80.10% 9.574%
11 9.651 1282 1286 1294 rBV 96780 94785 3.14% 0.375%
12 9.939 1331 1335 1344 rVB 1010156 883932 29.28% 3.500%
13 10.651 1451 1456 1459 rBvV 53829 46378 1.54% 0.184%

14 10.727 1465 1469 1472 rBV 1265561 1072752 35.54% 4.248%
15 11.427 1584 1588 1591 rBV 914323 778093 25.78% 3.081%

16 11.945 1672 1676 1684 rBV 198518 205861 6.82% 0.815%
17 12.727 1806 1809 1817 rBV 86523 90019 2.98% 0.356%
18 12.827 1822 1826 1830 rVV 32973 31630 1.05% 0.125%
19 13.010 1853 1857 1860 rBV 2091149 1770232 58.65% 7.010%
20 13.898 2004 2008 2017 rBV 253708 281892 9.34% 1.116%

21 14.068 2033 2037 2040 rBV 882688 860134 28.50% 3.406%

22 14.527 2112 2115 2120 rBV3 41483 55392 1.84% 0.219%
23 14.839 2165 2168 2172 rVB 56216 56233 1.86% 0.223%
24 14.915 2177 2181 2185 rBV 136420 133860 4.43% 0.530%
25 15.180 2223 2226 2230 rBV2 80237 87430 2.90% 0.346%

26 15.551 2284 2289 2299 rVB2 486946 759927 25.18% 3.009%
27 16.015 2364 2368 2373 rVB 106192 152199 5.04% 0.603%
28 16.533 2451 2456 2469 rVB2 104963 199435 6.61% 0.790%
29 17.145 2556 2560 2566 rVB2 59173 113140 3.75% 0.448%

Sum of corrected areas: 25253947
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\

BF100445.D

11 Nov 2017 17:17

SJ/Ju

16388-03

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 14.12 ng 619636 1,4-Dichlorobenzene-d4 6.90
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 517 (5.128 min): BF100445.D (-514) (-) m/z 43.00 100.00%
43.0
59.1
5000
I w9 B 50 520 50
SN 1 1 MBS MBS SRS NS SN m/z 59.10 53.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS UL UL L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 16.27%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 13.69%
20.0 101.0
ol 20 73.0 85.0
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 R e
54.0 480 5.00 5.20 5.40
m/z 41.10 8.74%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.67 Concentration Rank 1

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

6.67 65.05 ng 2854580 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 779 (6.669 min): BF100445.D (-775) (-) m/z 132.00 100.00%
132.0
5000
961 IREBEAREE SR UL S
401 540 | 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'...,....,.:..,....,??.9 odere M Tm/z 68.10 41.94%
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 N
5000 IEEBE ARSI S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.16%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.88%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A AR RamE
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.78%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 5.29 ng 205861 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 1677 (11.951 min): BF100445.D (-1672) (-) m/z 73.00 100.00%
430 730
5000 129.0
213.2
97.1 171.1
256.2 11.60 11.80 12.00 12.20
0 m/z 43.05 93.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 260 | M/Z 57.10  85.05%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 84 .90%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid R e S ARma e
430 | 730 11.60 11.80 12.00 12.20
m/z 55.00 72.26%
5000 129.0
0l15.0 Lﬂ
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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.31 ng 90019 Phenanthrene-d10 11.43
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 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1809 (12.727 min): BF100445.D (-1806) (-) m/z 43.05 100.00%
420 230
5000 129.0 mANMMNWAVﬁ,»JkwﬂJWNMMMWPmA
97.0 Y
50 Bt 2412 2g42 12.40 12,60 12.80 13.00
0! m/z 60.00 81.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

3.0

%

5000
12.40 12.60 12.80 13.00

m/z 57.05 79 .50%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
R R o e e
12.40 12.60 12.80 13.00
5000 129.0 m/z 73.00 78.31%
97.0 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 41.05 64 .44%
5000
01 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 6.55 ng 281892 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 2008 (13.898 min): BF100445.D (-2004) (-) m/z 57.10 100.00%

5000

g
=
[o0]
w
o

139.1 13.60 13.80 14.00 14.20

o 1082, 2102 281.0 m/z 55.00 91.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol

55.0 83.0

%

5000 LA L L L L L L L L LB
13.60 13.80 14.00 14.20
29.0 m/z 43.05 89.24%
ol Lol 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
T T
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 86.08%
29.0 139.0

167.0 195.0222.0 250.0 280.0 308.0 336.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 l
Abundance #185169: Heptadecy! trifluoroacetate R T T T T T [T
57.0 13.60 13.80 14.00 14.20

m/z 97.05 77 .25%

125.0
‘ I J\ ‘1540182021002380 2830 334.0

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

5000
29.0 ‘

]
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.52 ng 133860 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
3 Supraene 410 C30H50 007683-64-9 87
4 Farnesol isomer a 222 C15H260 1000108-92-4 81
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80
Abundance Scan 2182 (14.921 min): BF100445.D (-2177) (-) m/z 69.10 100.00%
69.1
5000
136.1 1460 14.80 15.00 15,20
193.0 :
oL 0w A JOSOL )y 0202290 2821 %51 | 75 81.05  56.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LA B UL UL UL
14,60 14.80 15.00 15.20
m/z 41.05 24 .98%
o e ﬂroﬂ 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15,20
5000 m/z 95.10 12.13%
111.0
o 29.0 149.0 1920 231.0 273.0 315.0 384.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene e AREEEEEaSEE
69.0 14.60 14.80 15.00 15.20
m/z 67.00 11.06%
5000
ol20, }07 191.0 231.0 273.0 341.0 410.0
m/z--> Eb 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.30 ng 87430 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2226 (15.180 min): BF100445.D (-2223) (-) m/z 57.10 100.00%
5%.1
5000
1411 197.2225.1 . 14.80 15.00 15.20 15.40
o 1691 283.1 m/z 71.05  63.44%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 AR SRR DR DU R
85.0 1480 15.00 15.20 15.40
120 m/z 85.10 50.01%
o 200/ | | m‘hﬁﬂ\H}4%0169°1970225°2530 295.0 366.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance
57.0
o 1450 15100 1520 1540 |
5000 m/z 43.10 48 .92%
29.0 113.0
0 141.0169.0197.0225.0253.0 296.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #175559: Tetracosane A B o
57.0 14.80 15.00 15.20 15.40
m/z 55.00 24 .71%
85.0
5000
29.0
ol ‘ H{J 94101690197022502530 338.0
m/z--> 5'0 150 200 251,0 3(')0 3&1,0 14. 80 15. 00 15 20 15'40 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Dodecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.01 ng 152199 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
Abundance Scan 2369 (16.021 min): BF100445.D (-2364) (-) m/z 57.05 100.00%
57.0
5000
%0 ' 15.80 16.00 16,20 16.40
41.1 211.0 : : : :
ol i .1'.1|, LA 20 250 0 nzT71.10 74, 83%
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57.0
5000 R SN SRR SR I
15.80 16.00 16.20 16.40
99.0 141.0 m/z 43.05 52.84%
27.0
0||‘|L‘|‘|“l‘|“h|h‘|f“:‘:l‘lull8|4.|0||||| T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 15.80 16.00 16,20 16.40
5000 m/z 85.10 48.29%
99.0
27.0 141.0 1830 2250 281.0 337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #117648: Octadecane, 2-methyl- B W B o SO
43.0 15.80 16.00 16.20 16.40
m/z 99.05 17.80%
5000
85.0
0 L | f2T0 1690 2250 260
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 5.25 ng 199435 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2455 (16.527 min): BF100445.D (-2451) (-) m/z 57.05 100.00%
571.0
NSRS
1411 217.0 16.20 16.40 16.60 16.80
ol .J,'.l...-“ doi i 1800281 361 m/z 71.05  69.30%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
5000 USRI RN
16.20 16.40 16.60 16.80
99.0 m/z 43.10 64 .76%
oL 210 ‘\ LA u‘ | 1410 1830 240.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.05 48 _46%
99.0
0 Mmlmonmzaom% 367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane R A aE o AR
57.0 16.20 16.40 16.60 16.80
m/z 69.10 18.85%
e WMWW
99.0
0 27,00 | | | | 141 0 183. 0 2250 2810  337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100445.D

Aca On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample : 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.14 2.98 ng 113140 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptacosane 380 C27H56 000593-49-7 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 72

Abundance Scan 2559 (17.139 min): BF100445.D (-2556) (-) m/z 57.05 100.00%

57.0
85.1
5000

16.80 17.00 17.20 17.40

127.1 1672

213.1 24892811

(o} m/z 43.10 58.17%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 LA I L L L L L |
16.80 17.00 17.20 17.40
99.0 m/z 71.05 57.33%
0 270 | | %% 110160.010802260
7
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R e EEAER R
16.80 17.00 17.20 17.40
5000 m/z 85.10 54 _.53%
99.0
27.0 141.0169.0 211.0 253.0 295.0 337.0 380.0
— T T T T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R e EEEAER R
57.0 16.80 17.00 17.20 17.40
m/z 41.00 18.57%
= MWWMM
99.0
0 27,0 I | |/ , 141.0169.0 211.0 253.0 2950 338.0
— 7 R ABma RS
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100445.D

Acq On : 11 Nov 2017 17:17

Operator : SJ/JU

Sample - 16388-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.13 14.1 ng 619636 1 6.90 877599 20.0
unknown6 .67 6.67 65.0 ng 2854580 1 6.90 877599 20.0
n-Hexadecanoic acid 11.95 5.3 ng 205861 4 11.43 778093 20.0
Octadecanoic acid 12.73 2.3 ng 90019 4 11.43 778093 20.0
1-Heneicosanol 13.90 6.5 ng 281892 5 14.07 860134 20.0
Squalene 14.92 3.5 ng 133860 6 15.55 759927 20.0
Hexacosane 15.18 2.3 ng 87430 6 15.55 759927 20.0
Dodecane, 2-methyl- 16.02 4.0 ng 152199 6 15.55 759927 20.0
Heptadecane 16.53 5.3 ng 199435 6 15.55 759927 20.0
Hexadecane 17.14 3.0 ng 113140 6 15.55 759927 20.0
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