LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 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-BF083019.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 5.463 569 574 577 rBVY 2816533 2752585 86.28% 10.115%
2 6.475 740 746 750 rBVY 2996360 3124304 97.94% 11.481%
3 6.616 765 770 773 rBVY 3220049 2993608 93.84% 11.001%
4 6.845 805 809 812 rBV 740386 569943 17.87% 2.094%
5 7.004 832 836 839 rBY 2568833 2137706 67 .01% 7 .856%
6 7.404 899 904 907 rBVY 2114040 1860475 58.32% 6.837%
7 8.128 1023 1027 1030 rBV 909267 731172 22.92% 2.687%
8 9.204 1205 1210 1213 rBVY 3685265 3190135 100.00% 11.723%
9 9.592 1272 1276 1279 rBV 293714 237935 7.46% 0.874%
10 9.880 1321 1325 1328 rBY 1005994 847354 26.56% 3.114%

11 10.663 1454 1458 1462 rBV 1924912 1848047 57.93% 6.791%
12 11.357 1573 1576 1580 rBV 984676 842685 26.42% 3.097%
13 11.886 1662 1666 1676 rBv2 188933 180998 5.67% 0.665%
14 12.668 1796 1799 1811 rBV 58361 69381 2.17% 0.255%
15 12.945 1841 1846 1849 rBV 3286508 3092606 96.94% 11.365%

16 13.521 1941 1944 1946 rBV 55107 42177 1.32% 0.155%
17 13.833 1992 1997 2008 rBV2 186619 286141 8.97% 1.052%
18 13.992 2019 2024 2027 rBV 800211 767505 24.06% 2.820%
19 14.162 2049 2053 2056 rBV 114931 93814 2.94% 0.345%
20 14.468 2099 2105 2109 rBV 121705 127938 4._.01% 0.470%

21 14.768 2152 2156 2163 rBV 120135 127815 4.01% 0.470%
22 14.845 2165 2169 2172 rVB 79242 76784 2.41% 0.282%
23 15.104 2209 2213 2222 rBV 126347 158326 4._.96% 0.582%
24 15.439 2265 2270 2274 rBV 578805 702402 22.02% 2.581%
25 15.480 2274 2277 2282 rVB 113280 139383 4._.37% 0.512%

26 15.915 2345 2351 2355 rBV2 82813 131219 4.11% 0.482%
27 16.415 2429 2436 2441 rVB 44142 80043 2.51% 0.294%

Sum of corrected areas: 27212481
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF116670.D

3500000
6.62

6.47
3000000 5.45

7.00
2500000

7.40
2000000

1500000
1000000

6.85
500000

1 i

T
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: BF116670.D

3500000

3000000
2500000
2000000 10.66
1500000
9.88 11.36

1000000 8.13

500000 9.59

11.89
N 12.67

S
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: BF116670.D

3500000

3000000
2500000
2000000
1500000
1000000 13.99

15.44
500000

13.83
14.16 14.47 14774 15.10 48 15.92
1352 A i 141 - 16.42

Ol et A e e e e e

R 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\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 105.05 ng 2993610 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 771 (6.622 min): BF116670.D (-765) (-) m/z 132.00 100.00%
132.0
5000 68.1
201 %0 520 64D Gbo 550 700
01 : e B m/z 68.10 36.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 ARSI NS SR
620 6.40 6.60 6.80 7.00
m/z 134.00 33.69%
0 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 23.84%
104.0
miz--> % e'o o 100 o 1o ik 10
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T BRaa e e )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .56%
5000 67.0
41.0 97.0
‘ ‘ 117.0
Ouuuluuuu‘l‘.... "azol||Illll“lllHll|||||||||||||| R B e
m/z--> 20 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF083019.M Tue Sep 03 01:50:09 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 4_.30 ng 180998 Phenanthrene-d10 11.36
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1667 (11.892 min): BF116670.D (-1662) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.0
97.1 213.2 R e A A
157.1 1851 256.3 11.60 11.80 12.00 12.20
o} m/z 60.00 77.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0 L L BRI UL B
83.0 11. 60 1180 1200 12 20
'JM 1570 1aso 2130 2560 | M/Z 43.10  65.07%
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 73.0

H

11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 63.31%

%

Oy |

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

Abundance #84453: Tetradecanoic acid B Mot Sl
73.0 11.60 11.80 12.00 12.20

43.0 m/z 41.10 57 .54%
5000 129.0
185.0 228.0

L o]

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\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 7.46 ng 286141 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1996 (13.827 min): BF116670.D (-1992) (-) m/z 83.10 100.00%
83.1
43.0
5000
25.1 R B SO BN B
| 13.60 13.80 14.00 14.20
o——n st m/z 69.00 94.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 R BRI SO S B
13.60 13.80 14.00 14.20
m/z 55.05 89.94%
o260l Ll i B30 1800 2880 9950
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 o0 q
13.60 13.80 14.00 14.20
5000 m/z 57.00 89.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 87 .48%
169.0
0L, 260 | | ‘ki 1380 | 2100 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF083019.M Tue Sep 03 01:50:10 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.16 2.44 ng 93814 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 2053 (14.162 min): BF116670.D (-2049) (-) m/z 57.10 100.00%
57.1
5000
e 13'80 1400 1450 1440 "
141.1 1831 ) : : : .
Y S | l|.'|...'-....,....,.2.8.19,....,.... m/z 71.05 84.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 A DU BRI DR
Bmmmmmmm
99.0 m/z 85.05 67.89%
oL 270 ||JJMW:m02%O%m%M
m/z--> 55 100 1éo 260 2éo 360 3%0
Abundance #202661: Heptacosane
57.0
13.80 14.00 14.20 14.40
5000 m/z 43.00 59.12%
99.0
o 27,0{ j ] &l.l.}4%0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3%0
Abundance #194493: Hexacosane L B LB L N L B
57.0 13.80 14.00 14.20 14.40
m/z 55.05 25.50%
5000
99.0
0 ‘ j | t\ 1410 1830 2250 267.0 309.0  367.0
m/z--> 5'0 100 150 200 250 300 3&1,0 13. 80 14. oo 14. 20 14'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14._.47 3.33 ng 127938 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2105 (14.468 min): BF116670.D (-2099) (-) m/z 57.10 100.00%
57.1
5000
14.20 14.40 14.60 14.80
I 2071 | 2672 m/z 71.05 90.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 LR BN UL SR SR
14:20 14,40 14.60 14.80
99.0 m/z 85.05 65.17%
ot ] [l | | 1410 1830 2250 267.0 3000 3650
m/z--> 50 100 1%0 200 250 300 3%0 400 '
Abundance #141426: Heneicosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 43.05 60.81%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
m/z--> 50 160 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane e
57.0 14.20 14.40 14.60 14.80
m/z 55.05 27 .74%
5000
99.0
o | | 1410 183.0 2250 267.0 3090 351.0 437.0
m/z--> 50 1(')0 1&1;0 2(')0 250 300 350 400 ' 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.64 ng 127815 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2156 (14.768 min): BF116670.D (-2152) (-) m/z 57.10 100.00%
51.1
5000
14.40 1460 14.80 15.00
0 m/z 71.05 81.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 U B BN B SRS
mmmmmmmm
99.0 m/z 43.10 57.63%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
14.40 1460 14.80 15.00
5000 m/z 85.10 56.41%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> §o 100 1éo 200 250 360 3%0 460
Abundance #215181: 2-methyloctacosane T T
57.0 14.40 14.60 14.80 15.00
m/z 41.05 20.65%
5000
99.0
ot ‘, | ” | 141.0 183.0 225.0 267.0 309.0  365.0
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 14'40 14. 60 14. 80 15. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 11
R.T. EstConc Area Relative to ISTD R.T.

14.84 2.19 ng 76784 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 86
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 78
4 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 78
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 74

Abundance Scan 2168 (14.839 min): BF116670.D (-2165) (-) m/z 69.05 100.00%

69.0

%

5000
121.0 1460 14.80 15.00 15.20
177.0 267.1 : : : :
o badddaday70 271 w/z 81.10 51 46%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69.0
5000 LIS B L B L L L L L L
14.60 14.80 15.00 15.20
m/z 41.05 16.87%
121.0
ol 2704 1yl ],175.0 231.0273.0 3410  410.0
L E T e e s
mjz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
R e
14.60 14.80 15.00 15.20
5000 m/z 95.10 13.36%
137.0
ol 270, 41yl 1910 2730 3410 4100
A e e e e e
mjz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... R e RRREE R
69.0 14.60 14.80 15.00 15.20
m/z 121.00 10.57%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
L Ao e e ;
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 4.51 ng 158326 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2212 (15.098 min): BF116670.D (-2209) (-) m/z 57.10 100.00%
57.1
5000
99.1 o, S e
141.2 3633 14.80 15.00 15.20 15.40
ol J J-" A5 80 %73 993 Tm/z 71.10 91.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L SRR SO S B
14.80 15.00 15.20 15.40
99.0 m/z 85.05 63.99%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 43.05 59.38%
99.0
ot ‘, | |, 410 ;830 225.0 267.0 309.0  365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R R e
57.0 14.80 15.00 15.20 15.40
m/z 99.10 23.80%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.92 3.74 ng 131219 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2352 (15.921 min): BF116670.D (-2345) (-) m/z 57.10 100.00%
57.1
99.0
l| I 41.1 207.0 267.2 15 60 15. 80 16. 00 16 20
/— .. I S A — m/z 71.05 86.94%
m/z--> 50 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 LR DU BN BN B
15 60 15. 80 16. 00 16.20
7o m/z 85.10 70.43%
0 141.0 183.0 2250 2820
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 43.10 56.95%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane e A REERREEEEEE
57.0 15.60 15.80 16.00 16.20
m/z 99.00 27 .18%
5000
99.0
oL 20 J ;\ | }41 -0 1830 2250 2810  337.0  394.0
m/z--> 55 100 1%0 260 2éo 360 3éo ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083019\
Data File : BF116670.D

Aca On : 31 Aug 2019 00:36

Operator : HP/JU

Sample : K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.42 2.28 ng 80043 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2437 (16.421 min): BF116670.D (-2429) (-) m/z 57.05 100.00%
57.0
99.0 ARG
J i f'41'1 183.1 282.0 16.20 16.40 16.60 16.80
ol e || M/Z  71.10  92.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 L BN IS BULLILN B
16. 20 16 40 16. 60 16. 80
m/z 85.10 72.47%
o Il | ﬂ L] 1410 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> éo 100 150 260 2%0 360 3%0 460 !
Abundance #185533: Pentacosane
57.0
"' 16,20 16.40 16.60 16.80
5000 m/z 43.10 55.91%
99.0
o LAy 141.0 1830 2250 267.0 300.0 352.0
m/z--> éo 160 1éo 260 2%0 360 3%0 460 !
Abundance #129490: Eicosane N B B !
57.0 16.20 16.40 16.60 16.80
m/z 99.00 24 .96%
5000
99.0
oL Ly | 1410 1830 2250 2820
mz> 80 100 1% oo 280 o a0 4o 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\BF083019\
Data File : BF116670.D

Acq On : 31 Aug 2019 00:36

Operator : HP/JU

Sample - K4613-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.62 6.62 105.1 ng 2993610 1 6.85 569943 20.0
n-Hexadecanoic acid 11.89 4.3 ng 180998 4 11.36 842685 20.0
Dichloroacetic ac... 13.83 7.5 ng 286141 5 13.99 767505 20.0
Heneicosane 14.16 2.4 ng 93814 5 13.99 767505 20.0
2-methyloctacosane 14 .47 3.3 ng 127938 5 13.99 767505 20.0
Triacontane 14.77 3.6 ng 127815 6 15.44 702402 20.0
Squalene 14.84 2.2 ng 76784 6 15.44 702402 20.0
Tetracosane 15.10 4.5 ng 158326 6 15.44 702402 20.0
Eicosane 15.92 3.7 ng 131219 6 15.44 702402 20.0
Hentriacontane 16.42 2.3 ng 80043 6 15.44 702402 20.0
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