LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

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:\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
1 5.045 499 503 517 rBV 62506 100576 3.68% 0.434%
2 5.457 569 573 597 rBY 2039391 2166727 79.26% 9.344%
3 6.475 742 746 763 rBVY 2148365 2308603 84.45% 9.956%
4 6.598 763 767 780 rVB 2740253 2463437 90.12% 10.623%
5 6.822 801 805 814 rBV 508922 459527 16.81% 1.982%
6 6.975 827 831 849 rBVY 1966726 1851691 67.74% 7.985%
7 7.386 897 901 925 rBVY 1423988 1461863 53.48% 6.304%
8 8.104 1019 1023 1039 rBV 566066 586348 21.45% 2.529%
9 9.174 1201 1205 1216 rBvV 2985983 2724309 99.66% 11.748%
10 9.574 1269 1273 1287 rVB 98276 99184 3.63% 0.428%

11 9.857 1317 1321 1333 rVB2 718705 687727 25.16% 2.966%
12 10.651 1452 1456 1482 rBV 1789380 1951356 71.38% 8.415%
13 11.351 1571 1575 1588 rBV 664547 722134 26.42% 3.114%
14 11.863 1659 1662 1678 rBV2 213845 268221 9.81% 1.157%

15 12.574 1777 1783 1793 rBV 17511 31403 1.15% 0.135%
16 12.651 1793 1796 1804 rBV5 32086 49389 1.81% 0.213%
17 12.927 1838 1843 1846 rBV 3060120 2733633 100.00% 11.789%
18 13.139 1875 1879 1885 rBV3 20492 30250 1.11% 0.130%

19 13.809 1989 1993 2005 rBV 291834 442962 16.20% 1.910%
20 13.992 2020 2024 2032 rBV 635512 626870 22.93% 2.703%

21 14.127 2043 2047 2050 rBV 36670 37096 1.36% 0.160%
22 14.433 2095 2099 2101 rBV 61214 67544 2.47% 0.291%
23 14.457 2101 2103 2112 rVB4 28462 44990 1.65% 0.194%
24 14.733 2145 2150 2153 rVB 64984 73622 2.69% 0.317%

25 14.804 2158 2162 2166 rVvV 126988 118678 4._.34% 0.512%

26 15.062 2201 2206 2209 rBV2 88644 103048 3.77% 0.444%

27 15.433 2265 2269 2271 rBV 54416 66434 2.43% 0.286%
28 15.468 2271 2275 2285 rVB 397126 539272 19.73% 2.326%
29 15.856 2336 2341 2346 rBV2 57270 84936 3.11% 0.366%
30 15.933 2348 2354 2362 rBV10 32861 92281 3.38% 0.398%
31 16.345 2420 2424 2428 rBV3 27922 49268 1.80% 0.212%
32 16.386 2428 2431 2440 rVB 30046 55395 2.03% 0.239%
33 16.927 2516 2523 2528 rBV7 17668 37803 1.38% 0.163%
34 17.192 2564 2568 2576 rVB9 22668 52249 1.91% 0.225%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 23188826
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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: BF112628.D
3000000
6.60

2500000

5.46 6.47
2000000 ' 6.97

1500000 7.39
1000000

500000

o\ i

e L T LS -

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: BF112628.D
3000000 9,17 12,93

2500000

2000000
10.65

1500000

1000000

8.10
500000

11.86
9,57 - 12885 || 134

oLl e

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: BF112628.D
3000000

2500000

2000000

1500000

1000000

13.99

500000 15.47
13.81

1413 aps 14450 1506 15/%3 15603 166389 16.93 17.19

rr—r e e e

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\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.05 4.38 ng 100576 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 504 (5.051 min): BF112628.D (-499) (-) m/z 43.05 100.00%
43.0
59.0
5000
101.0 R R RREEEES s L e
83.0 | 4.80 5.00 5.20 5.40
rerprerr e e e e e e || M7z 59.00 57.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R UL UL I
59.0 480 500 520 5.40
m/z 101.00 22.02%
31.0 101.0
"W””I””ﬂ'”#”'P”W'”W”'Eﬁgl””m'”P”'P“W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
480 500 520 540
0
5000 1010 m/z 58.10 13.40%
28.0 59.0 640
...,%‘?5(.),..:‘M....q‘.:..,.:‘l:‘i....,?.'(.).,.T..,....,;...,....,....,....,....,
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 R AR
54.0 480 5.00 520 5.40
m/z 41.10 11.75%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l IR U L R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 2 unknown6.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.60 107.22 ng 2463440 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 767 (6.598 min): BF112628.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 540 9%.1 J 620 640 6.60 6.80 7.00
S0 T .2 | m/z 68.10 39.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 LS AU LR

620 6.40 6.60 6.80 7.00
m/z 134.00 32.39%

31,0 51.0
m/z--> 4 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T R b
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.94%
7
e Moo | L L
m/z--> 40 60 80 100 120 140 160 180 /\\
Abundance #52379: Tranylcypromine-propionyl T e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
4.0 m/z 69.05 17.31%
116.0
5000 98.0
SN A RER I Y S -
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\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.86 7.43 ng 268221 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1662 (11.863 min): BF112628.D (-1659) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
97.1 L I B B L IR
| H N | 1571 1851 2131 256.2 1160 1180 12.00 12.20
...,....,.'..--! Al L L LTS Tm/z 43.10 0 77.75%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L I BN BULRN U

11. 60 11. 80 12. OO 12. 20

83.0 0
157.0 1g50 2130 256.0 m/z 41.05 76.35%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 76.21%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid — T
73.0 11.60 11.80 12.00 12.20
m/z 55.10 66.21%
5000 43.0 129.0
185.0
97.0 228.0
LT L st
...,....,‘.‘...,.H P N S M D NS S
m/z--> 20 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\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.81 14.13 ng 442962 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 1993 (13.809 min): BF112628.D (-1989) (-) m/z 43.05 100.00%

43.0; 831

:

5000 111.1
M e
|13 13.40 13.60 13.80 14.00 14.20
168.1 225.9
— o 19eLees 2811 m/z 57.05 96.09%

m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane

97.0

-

5000
13.40 13.60 13.80 14.00 14.20
29.0 125.0 m/z 55.10 88.82%
; | | | 540 19602240 2690 3200
it e
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 LI B e B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 87.15%
L4 J @mmmmm 255.0 356.0
e et
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol RN Ly e
55,0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 69.05 82.59%
5000 111.0
139 0
2710 | ‘\J | | L7} 167.0196.0224.0252.0280.0308.0
LA L I B B L LA N N R R L L B L LI L L B B _rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 6 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .43 2.15 ng 67544 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Tricosane 324 C23H48 000638-67-5 95
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87

Abundance Scan 2098 (14.427 min): BF112628.D (-2095) (-) m/z 57.10 100.00%

57.1

5000

215.1242.0 ogog 241 14.20 14.40 14.60 14.80
m/z 43.10 82 .84%

141.1 169.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57.0

85.0

5000 B e
14.20 14.40 14.60 14.80

m/z 71.05 75.77%

113.0
29.0 | 1410 169.0 197 0 225 0 253. 0 282 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164578: Tricosane
57.0

14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 56.30%

113.0 324.0

141.0 169.0
“ WM 197.0 239026702950

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #175559: Tetracosane

57.0 14.20 14.40 14.60 14.80

m/z 41.05 32.85%
85.0
5000
29.0
1 ‘ \113014101690197022502530 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.80 4.40 ng 118678 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2161 (14.798 min): BF112628.D (-2158) (-) 69.05 100.00%
69.0
5000
121.1 1440 14.60 14.80 15.00 15.20

e by ety 22 aer 7 05 49, 95%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0

5000 R s
14. 40 14 60 14. 80 15. 00 15 20

m/z 41.10 23.14%

iy .it‘”% | | 175 0 2310 273.0 341.0
i —t—l
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
R B EERnEmE
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.10 15.92%
137.0
200 , 4| 3070 | 191.0 231.0 273.0 341.0 410.0
L A B e o e L LA A o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- e R RaEE
69.0 14.40 14.60 14.80 15.00 15.20
m/z 68.10 13.94%
5000
29.0
123.0
e ame
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.82 ng 103048 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Triacontane 422 C30H62 000638-68-6 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 87
Abundance Scan 2206 (15.062 min): BF112628.D (-2201) (-) m/z 57.05 100.00%
5%.0
5000
99.0 LA SRR DU SURBURI B
] | 1412 1g7p 2521 14.80 15.00 15.20 15.40
e m/z 43.10 73.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L SIS BRI SULRL BAUS
14.80 15.00 15.20 15.40
99.0 m/z 71.10 69.53%
2500, | J | }4}9 183.0 225.0 296.0
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #209565: Octacosane
57.0
| 14.80 15.00 15.20 1540
5000 m/z 85.10 55.08%
99.0
| 1 [ | 1410 1830 2250 2810 337.0 3940
m/z--> éo 100 1éo 260 250 300 350 460
Abundance #219831: Triacontane B B B e T S L
57.0 14.80 15.00 15.20 15.40
m/z 55.10 28.08%
5000
99.0
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460 14%0 1500 1520 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 10 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.86 3.15 ng 84936 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 2342 (15.862 min): BF112628.D (-2336) (-) m/z 57.10 100.00%

57.1
5000

15.60 15.80 16.00 16.20
m/z 71.05 69.26%

m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 lllllllllllllllllll
15. 60 15. 80 16. 00 16. 20
99.0 m/z 43.10 64.36%
Il ﬂq;302502m03w03mo 437.0
...,....,....,....,.... T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane
57.0
R IR e s e
15.60 15.80 16.00 16.20
5000 m/z 85.05 54.26%

99.0
aEE ;’J | 141.0 1830 2250 267.0 309.0 366.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane B B R B B S
57.0 15.60 15.80 16.00 16.20
m/z 41.10 21.57%
5000
99.0
[ L]y 180 1830 2250 2810 387.0 3940
m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 11 Octacosyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.42 ng 92281 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 87
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 87
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 87
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 86
5 1-Heneicosanol 312 C21H440 015594-90-8 83
Abundance Scan 2354 (15.933 min): BF112628.D (-2348) (-) m/z 43.05 100.00%
43.0 97.1
5000
139.1 e
177.0 2211 283.0 15.60 15.80 16.00 16.20
A m/z 57.10 85.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.0, 970
5000 R RN SRR SRR
15.60 15.80 16.00 16.20
llt 30.0 m/z 97.10 85.26%
L 1 |, 1810 2500 292.0 3340 392.0 437.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosyl acetate
43.0
91.0 UL NN SUNRA SRR
15.60 15.80 16.00 16.20
5000 m/z 83.00 84 .57%

39.0
[ J \‘1 i 1810 222,0 264.0 306.0 378.0 423.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164114: Trifluoroacetic acid, pentadecy! ester R R Baa s

57.0 15.60 15.80 16.00 16.20

m/z 55.00 60.63%
97.0
5000
210.0
39 o 255.0

m/z--> 50 100 150 200 250 300 350 400 450 15.60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112628.D

Aca On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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 12 unknownl6.39 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.39 2.05 ng 55395 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 Cl11H14 004912-92-9 38
2 4.5-Diphenvlocta-1.7-diene(dl) 262 C20H22 1000215-92-8 38
3 Propanoic acid. dimethvl(isoprop... 174 C8H1802Si 1000279-45-8 36
4 Pvridol2.3-blpvrazine 131 C7H5N3 000322-46-3 9
5 Pyrido[2,3-d]pyrimidine 131 C7H5N3 000254-61-5 9
Abundance Scan 2432 (16.392 min): BF112628.D (-2428) (-) m/z 131.00 100.00%
131.0
5000
so 681 1OLO 1501 1891 9911 266.9 16.00 16.20 16.40 16.60 16.80
: . m/z 132.00 11.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
L
5000 NN B SR
910 16.00 16.20 16.40 16.60 16.80
: m/z 101.00 11.30%
27.0 510
o> %0 4 60 80 100 130 140 150 180 200 230 240 250 %0
Abundance #112669: 4,5-Diphenylocta-1,7-diene(dl)
131.0
91.0 LBIAMUNIS IR SR I
16.00 16.20 16.40 16.60 16.80
5000 m/z 130.00 6.88%
39.0
et bl 3520, N0 2210 2620
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41535: Propanoic acid, dimethyl(isopropyl)silyl ester LI e s e
75.0 131.0 16.00 16.20 16.40 16.60 16.80
m/z 68.10 5.72%
5000
44.0 10‘1 .0 ‘ 159.0
T T A | I \
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021919\
Data File : BF112628.D

Acq On : 19 Feb 2019 18:37

Operator : JU/SJ

Sample : K1515-14

Misc :

ALS Vial : 18 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]
2-Pentanone, 4-hy... 5.05 4.4 ng 100576 1 6.82 459527 20.0
unknown6 .60 6.60 107.2 ng 2463440 1 6.82 459527 20.0
n-Hexadecanoic acid 11.86 7.4 ng 268221 4 11.35 722134 20.0
Trifluoroacetoxy ... 13.81 14.1 ng 442962 5 13.99 626870 20.0
Eicosane 14.43 2.1 ng 67544 5 13.99 626870 20.0
Squalene 14.80 4.4 ng 118678 6 15.47 539272 20.0
Heneicosane 15.06 3.8 ng 103048 6 15.47 539272 20.0
Hentriacontane 15.86 3.1 ng 84936 6 15.47 539272 20.0
Octacosyl acetate 15.93 3.4 ng 92281 6 15.47 539272 20.0
unknown16 .39 16.39 2.0 ng 55395 6 15.47 539272 20.0
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