LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121918\
Data File : BM0O18291.D
Aca On : 19 Dec 2018 10:53 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : J6447-01 P001-SS023-1824-01
ALS Vial : 3 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 M\METHODS\8270-BM121518 .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 4.675 299 304 311 rBV 74862 103816 2.25% 0.159%
2 5.122 374 380 397 rVB 1862968 2596418 56.36% 3.971%
3 6.687 639 646 659 rBY 1680161 2852455 61.92% 4.362%
4 7.028 697 704 719 rBVY 1902488 2880543 62.53% 4 .405%
5 7.487 775 782 789 rBV 355468 557743 12.11% 0.853%
6 7.799 828 835 843 rBVY 1353951 2093434 45.44% 3.202%
7 8.646 972 979 991 rBV 998142 1657917 35.99% 2.536%
8 10.251 1245 1252 1266 rBV 397017 688433 14.94% 1.053%
9 12.751 1668 1677 1689 rBVY 2164464 3208366 69.64% 4_.907%
10 13.622 1819 1825 1834 rBvV 94928 157651 3.42% 0.241%

11 14.145 1907 1914 1926 rVB2 575564 884725 19.20% 1.353%
12 14.598 1986 1991 1997 rBV 84016 147148 3.19% 0.225%
13 15.251 2085 2102 2103 rBV5 29989 92035 2.00% 0.141%
14 15.651 2164 2170 2180 rBV 1876735 2715563 58.95% 4_.153%
15 16.910 2378 2384 2393 rBV 699193 1044274 22.67% 1.597%

16 17.433 2459 2473 2491 rBV4 134905 659823 14.32% 1.009%
17 17.821 2533 2539 2554 rBV 1035406 1650841 35.83% 2.525%
18 18.033 2570 2575 2586 rBV 82108 144777 3.14% 0.221%
19 18.768 2692 2700 2714 rBV 280345 781432 16.96% 1.195%
20 18.968 2731 2734 2736 rBV3 49348 67800 1.47% 0.104%

21 18.992 2736 2738 2748 rVB7 72534 121604 2.64% 0.186%
22 19.115 2754 2759 2771 rBV 702691 1019983 22.14% 1.560%
23 19.562 2829 2835 2842 rBV 3861870 4606843 100.00% 7.046%
24 19.745 2860 2866 2879 rBV 440708 1060258 23.01% 1.622%
25 19.880 2886 2889 2892 rVB2 82959 103101 2.24% 0.158%

26 20.251 2950 2952 2962 rVB10 56495 106135 2.30% 0.162%
27 20.380 2971 2974 2979 rVB 247862 276899 6.01% 0.423%
28 20.545 2995 3002 3016 rBV 867450 1847388 40.10% 2.825%
29 20.851 3049 3054 3065 rVB 745851 964587 20.94% 1.475%
30 21.127 3097 3101 3108 rBvV 992370 1355779 29.43% 2.074%

31 21.221 3111 3117 3124 rBV 1271448 2250603 48.85% 3.442%
32 21.292 3125 3129 3133 rVB 962998 1145593 24.87% 1.752%
33 21.715 3196 3201 3210 rVB 1552287 1949709 42.32% 2.982%
34 21.839 3216 3222 3238 rBV 1452180 2724009 59.13% 4.166%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 22.156 3271 3276 3283 rVB 2182854 2685734 58.30% 4.108%

36 22.515 3331 3337 3346 rBV 1309698 2338438 50.76% 3.576%
37 22.639 3353 3358 3364 rVB 2497286 3444351 T74.77% 5.268%
38 23.174 3443 3449 3455 rVB 2441922 3750727 81.42% 5.736%
39 23.274 3459 3466 3476 rVB3 1027203 2839147 61.63% 4.342%
40 23.774 3545 3551 3561 rVB 1793034 3325496 72.19% 5.086%

41 24.468 3663 3669 3677 rVB 808110 1736506 37.69% 2.656%
42 25.280 3802 3807 3815 rVB2 326362 747853 16.23% 1.144%

Sum of corrected areas: 65385937
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018291.D

3500000
3000000
2500000
2000000 5.12 7.03
6.69
1500000 7.80
1000000

500000 7.49 10.25
4.68

T T L L

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018291.D

19.56
3500000

3000000

2500000
12.75

2000000 15.65

1500000

17.82 20.
1000000 19.12

16.91
14.15 19.74

500000 18.77 0.85 2020.3
L 13.62 1460 15.25 17.43 18.03 18 : :

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018291.D

3500000
3000000 2264 2317

22.16
2500000 2377

2000000 22 5p

1500000 2447

1000000 25 28

LA

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.03 Concentration Rank 1

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

7.03 103.29 ng 2880540 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 704 (7.028 min): BM018291.D (-697) (-) m/z 132.00 100.00%
13R.0
5000 68.1
%01 ®o oo 680 B 70 750 Tk
o} : R e T m/z 68.10 44 _43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 T
6.60 6.80 7.00 7.20 7.40
70.0 m/z 134.00 32.41%
310 510
o : 116.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
B0 650 680 700 720 740
5000 m/z 66.10 31.18%
31.0 510
0 ‘ [l 1 H Il ‘ ‘ 1
L I SUEL LS SIS DU I S S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 20.17%
5000
15.0 3%0 1l 639 79'0 I 10‘\1.0 ‘
m/z--> 2'0 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.43 12.64 ng 659823 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Nonacosane 408 C29H60 000630-03-5 90
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2472 (17.427 min): BM018291.D (-2459) (-) m/z 57.10 100.00%
57.1
5000 Nu*la*a__ﬁfd/f\\v,viq,ﬂj\\w
99.0 I I B L LB LB LB B
155.1 211.1 17.20 17.40 17.60 17.80
0 : m/z 71.10 88.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 LRI BRI BULRURE B U
17.20 17.40 17.60 17.80
m/z 85.10 66.16%
-0 210.0
o2y 20 ame0 00 aom0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
" 17.20 17.40 17.60 17.80
5000 m/z 43.10 60.68%
99.0
0l279] | | ||, 1410 1830 2250 2670 300.0 3510 _ 408.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #155179: Eicosane, 9-octyl-
43.0 17.20 17.40 17.60 17.80
m/z 41.00 31.04%
5000 85.0
281.0
o | ] 1 127.0 169, 0190.0 2380 | 3303520 392.0
m/z--> 50 100 1%0 200 2éo 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6
R.T. EstConc Area Relative to ISTD R.T.
17.82 31.62 ng 1650840 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Undecanoic acid 186 C11H2202 000112-37-8 43
4 Octanoic Acid 144 C8H1602 000124-07-2 14
5 Butanoic acid 88 C4H802 000107-92-6 14
Abundance Scan 2539 (17.821 min): BM018291.D (-2533) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
213.2 B REREEEE e
970 157.1 185.2 2662 . 1760 17.80 18,00 18.20
Obrrr i : m/z 60.00 71.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LR UL UL UL R
ﬂmﬂmmmmm
1200 2560 m/z 43.10 66.24%
97.0
b WALy 20 o aso O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
"' 17,60 17.80 18.00 18.20
5000 129.0 m/z 55.05 63.22%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid T R
60.0 17.60 17.80 18.00 18.20
m/z 41.05 62.15%
5000
29.0 85.0 129.0
186.0
bl goro | [0 2 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 16
R.T. EstConc Area Relative to ISTD R.T.
18.77 14.97 ng 781432 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
Abundance Scan 2700 (18.768 min): BM018291.D (-2692) (-) m/z 57.10 100.00%
57.1
5000 F’\W/~\h~ﬁ~¢}pKbvﬂvﬂwwj\hu~
991 18.40 18.60 18.80 19.00
411 1971 - : . .
ol Al B ot 1 — m/z 71.10 81.94%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
5000 AU R U
mmmmmmmm
99.0 m/z 43.05 59.53%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #155178: Octacosane
57.0
18.40 18.60 18.80 19.00
5000 m/z 85.10 56.63%
99.0
0 27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #136481: Tetracosane e e RARRRR
57.0 18.40 18.60 18.80 19.00
m/z 41.10 27.11%
B V\___,Al
99.0
OZW | ‘Mwlmonmzmo 338.0
m/z--> 50 160 150 200 250 360 3%0 ' 1840 1860 1880 1900 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

Sample : J6447-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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

Concentration Rank 15

Peak Number 6 Octadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
19.12 15.05 ng 1019980 Chrysene-di12 21.13
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2760 (19.121 min): BM018291.D (-2754) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
241.3
" T 2843 e o0 o e
: 157.1 213 2 : : : :
0 POV O Gl N TN o W AP L 348 "m/z 60.00  76.75%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
5000 129.0
18.80 19.00 19.20 19.40
1850 o4 2840 m/z 43.10 74.58%
1570l 213.0
o! o ...'.l....‘l‘.... ———
m/z--> 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
43.0 73.0
18.80 19.00 19.20 19.40
5000 m/z 55.10 67.91%
129.0 242.0
199.0
101.0
0::‘: IIll‘I m H JA “: \I\:!-7I:\L‘I)\I{IIIII ———T T
m/z--> 50 150 200 250 300 350
Abundance #65562: Tridecanoic acid B B
430 |730 18.80 19.00 19.20 19.40
: m/z 41.10 66 .85%
5000
‘ 129.0 1710 2140
L ‘-‘.""- A5 g I S\
m/z--> 50 m 50 200 250 300 350 mmmmmmwm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.74 15.64 ng 1060260 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonacosane 408 C29H60 000630-03-5 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2865 (19.739 min): BM018291.D (-2860) (-) m/z 57.10 100.00%
5%.1
5000 w/w\jm_mJ/\\U\MWWW
| e 1940 10/60 10580 70,06
141.1 197.1 : : : :
ol J : .JI, LAy 2302 2822 334 0 n/z 71.10 92.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 AU SUVARER
19. 40 19. 60 19. 80 20.00
99.0 m/z 43.10 66.83%
o 2610.\ L ] / 141Q 183.0 225.0 296.0
m/z--> 55 100 1%0 260 2%0 360 3éo 460
Abundance #158131: Nonacosane
57.0
19,40 19.60 19.80 20.00
5000 m/z 85.10 63.25%
99.0
o 26,0] | 1 | 1410 1830 2250 267.0 3000 3510 _ 408.0
m/z--> 50 100 1%0 200 250 360 3éo 460
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- LA S LML
57.0 19.40 19.60 19.80 20.00
m/z 41.10 29.16%
- VW\_J/\\/\W
99.0
0 ay J | 1410 1830 239.0 296.0
m/z--> % 1m 1% 2& 2% 3& 350 4& mmmmmmmm '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.54 27.25 ng 1847390 Chrysene-di12 21.13
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 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90

Abundance Scan 3001 (20.539 min): BM018291.D (-2995) (-) m/z 57.05 100.00%

-

0
991
j 141.2 18323140 2532 295.1326.9357.2 401.0

5000
20.20 20.40 20.60 20.80
O———tph ..ﬁ.,. L A B e o e e e R e m/z 71.05 83.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 L IBLL L L L L L B |
20.20 20.40 20.60 20.80
99.0 m/z 43.05 61.63%
o 1410 1830 2250 266.0296.0
m/z--> 50 100 150 200 250 300 350 400

Abundance #151555: Heptacosane

)]
!
o

20.20 20.40 20.60 20.80
5000 m/z 85.10 60.70%
99.0
o 27,0 | | u ; 1410 183Q 225.0 2670 309.0 380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R EBRasmEEEE S,
43.0 20.20 20.40 20.60 20.80
m/z 41.05 25.61%
5000 85.0 MM
oLl i | 270 1690 2250 264.0295.0 337.0
m/z--> 50 100 150 200 250 300 350 400 20 20 20. 40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.85 14.23 ng 964587 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 87
5 Octadecane 254 C18H38 000593-45-3 76
Abundance Scan 3054 (20.851 min): BM018291.D (-3049) (-) m/z 57.10 100.00%
57.
5000
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—
Tmmw 239.3 295.3 356.0 430.0 20.60 20.80 21.00 21.20
Ob b d b L S oS 380 Al | M7z 71.10  83.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99476: Nonadecane
57.0
5000
20.60 20.80 21.00 21.20
m/z 43.10 65.40%
ol 1130 169.0 268.0
m/z--> 50 160 150 200 250 300 350 400 4%0 560 séo 660
Abundance #106400: 3-Eicosene, (E)-
-
" 20.60 20.80 21.00 21.20
5000 m/z 85.10 57.09%
0 j 1670 2240 2800
m/z--> 55 160 150 200 250 300 350 400 4%0 560 séo 660
Abundance #172667: Tritetracontane L B e B B
57.0 20.60 20.80 21.00 21.20
m/z 41.10 33.96%
5000
o 1? 169.0 2250 2810 337.0 3930 463.0 519.0 575.0
m/z--> 55 160 150 200 250 300 350 400 4%0 500 séo 660 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.22 33.20 ng 2250600 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90
Abundance Scan 3117 (21.221 min): BM018291.D (-3111) (-) m/z 57.10 100.00%
57.1
5000
™ 2100 2120 2140 2160
41.1 : : : :
Ol JI, L14118322252 2811 3374 4009 4750 7770 88.94%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000

21.00 21.20 21.40 21.60
m/z 85.05 63.88%

9.0
0 [ 14101830 230 5810 3230
A A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43.0
21.00 21.20 21.40 21.60
5000 85.0 m/z 43.10 59.26%
196.0
o 1270 1 2390280.0
e e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane I BEBEE maEee e

21.00 21.20 21.40 21.60
m/z 55.10 26.99%

5000

296.0
R LS i e ]
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.29 16.90 ng 1145590 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 90
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 3129 (21.292 min): BM018291.D (-3125) (-) m/z 57.10 100.00%
57.1
5000
| e 100 2150 2140 2160
141 2 . . .
i 1| Li7rs 4831 2252 2682 3093 3663 4291 nso7 7110 88.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000
21.00 21.20 21.40 21.60
99.0 m/z 43.10 64.32%
015on y ,| ] 1419 183.0 225.0 296.0
m/z--> 50 100 1éo 260 250 360 3%0 460
Abundance #141774: Hexadecane, 1-iodo-
57.0
121,00 21.20 2140 21.60
5000 m/z 85.10 62.48%
%0 141.0 2250
oL J‘ l ,_J,L\I | fiasse | seo
m/z--> 50 100 150 200 250 300 350 400
Abundance #82615: Hexadecane, 2-methyl- B e e e e e
57.0 21.00 21.20 21.40 21.60
m/z 41.05 26.69%
5000 1970
’ ‘ 41.0
40.0
0...J,H... ..,.&.uu..aa T L L A e SR
m/z--> 50 m 150 200 250 300 350 400 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 13 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.84 40.18 ng 2724010 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Pentadecane 212 C15H32 000629-62-9 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3222 (21.839 min): BM018291.D (-3216) (-) m/z 57.10 100.00%
57.1
5000
99.0
141.1 1832 21.60 21.80 22.00 22.20
o A LI i1 12 2052 2ma e smasane ey st 00 g T o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000

21.60 21.80 22.00 22.20
m/z 85.10 63 .59%

99.0
. J [ 4 14101830 2320 581 9 3030

or— -ttt A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64575: Pentadecane
57.0
21.60 21.80 22.00 22.20
5000 m/z 43.10 59.78%
99.0
|‘ | 141.0 212.0
oA e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane EEEE e e B
57.0 21.60 21.80 22.00 22.20
m/z 55.10 25.56%
5000
99.0
ol [ [ | [y 141.0 183.0 225.0 267.0 323.0 380.0
L N B A o o e e S A B A o o B e o o e B i o RN B e e
m/z--> 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 14 Eicosane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.16 39.62 ng 2685730 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3277 (22.162 min): BM018291.D (-3271) (-) m/z 57.10 100.00%
57.1
5000
99.1
141.2 1832 21.80 22.00 22.20 22.40
oL ok .1|, LA 5222252 2811 337.3 39444301 4751 nso7 71 10 | 89.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155179: Eicosane, 9-octyl-
43.0
5000 5.0
21.80 22.00 22.20 22.40
281.0 m/z 85.10 66.71%
ol | 127:0169.0 2380 1 354 3650
m/z--> éo 160 1éo 200 250 300 350 400 450
Abundance #107657: Hexadecane, 5-butyl-
43.0
21.80 22.00 22.20 22.40
5000 85.0 m/z 43.10 60.38%
J 126.0 225.0
oL A hhdy, | 1690 | 2800
m/z--> 5 100 1éo 200 250 300 350 400 450
Abundance #99476: Nonadecane
57.0 21.80 22.00 22.20 22.40
m/z 55.10 26 .24%
5000
0
ol LA | 14101330 268.0
m/z--> 50 100 1éo 200 250 300 350 400 450 21'80 22.00 22.20 22.40

8270-BM121518_.M Thu Dec 20 14:01:43 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 15 Hexacosane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.52 16.47 ng 2338440 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexacosane, 9-octyl- 479 C34H70 055429-83-9 91
Abundance Scan 3338 (22.521 min): BM018291.D (-3331) (-) m/z 57.10 100.00%
57.1
5000
9.1
141.1 22.20 22.40 22.60 22.80
Ol b 1|, Ll 48322252 2951 3514 4162 4890 o771 10 87.01%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
57.0
5000
22.20 22.40 22.60 22.80
m/z 85.10 63.19%
901 141.0 183.0 225.0 267.0 323.0  380.0

(O LA o B B o B e o

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane

22.20 22.40 22.60 22.80
m/z 43.10 57.91%

5000

141.0183.0 2250  296.0

04
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
57.0 22.20 22.40 22.60 22.80
m/z 55.10 24 .96%
5000

9.0
| 141 0183.0 225.0 267.0 309.0 351.0 408.0

o e B A

m/z--> 0 50 100 150 200 250 300 350 400 450 22 20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17 Tetracosane, 1l1-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.17 26.42 ng 3750730 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87

Abundance Scan 3448 (23.168 min): BM018291.D (-3443) (-) m/z 57.10 100.00%

517.1
5000
9.1

141.1 1832 22.80 23.00 23.20 23.40
(T 1|, L 5552252 | 2953357.3579.4 4301 4892 n770 71.10  88.65%

T T
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0

5000 RERAREEERES S
22. 80 23. OO 23 20 23.40

m/z 85.10 61.11%

9.0
0 ||| 14101830 239058 53930
B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
22. 80 23. 00 23 20 23.40
5000 m/z 43.10 59.19%
9.0
o15.4 . || 141018302050  206.0
T e e e B T o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane EE e S ARREEEE R
57.0 2280 2300 23.20 23.40

m/z 55.10 25.32%

5000
9.0
| [, 141.0183.0 225.0 267.0 323.0 380.0

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 18 Tetratriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.77 23.43 ng 3325500 Perylene-di12 23.29
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 Tetratriacontane 479 C34H70 014167-59-0 91
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3550 (23.768 min): BM018291.D (-3545) (-) m/z 57.10 100.00%
57.1
5000
9.1
4111832 23.40 23.60 23.80 24.00
o AL Jr 822050 o7 3002 3663 4101 asez it T TR0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
5000
23.40 23.60 23.80 24.00
9.0 m/z 43.10 59.27%
o159 | ,| | 141.0183.0225.0  296.0
miz--> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo '
Abundance #151556: Heptacosane

57.0

23.40 23.60 23.80 24.00
5000 m/z 85.10 59.22%

9.0
de 1 141.0183.0225.0267.0 323.0 380.0

0 ..“..,....,...:,....,....,....,....,....,....,....,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane

57.0 23.40 23.60 23.80 24.00
m/z 55.10 24.16%
5000
9.0
o5y Ly L] 1410 183.0 225.0 267.0 311.0  367.0 410.0
I B o o o o e L B B o B e B e e  BLALE o o e o | R R RNREEEEEE RS

m/z--> 0 50 100 150 200 250 300 350 400 450 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121918\
Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

Sample : J6447-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 Octadecane, 2-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
24 .47 12.23 ng 1736510 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonacosane 408 C29H60 000630-03-5 87
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3669 (24.468 min): BM018291.D (-3663) (-) m/z 57.10 100.00%
57,
| T 2420 24.40 24.60 24.80
1411 207.0 : : :
o ALl 2070 osan ams 1wz amanrs arsz | 2t R ey
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99485: Octadecane, 2-methyl-
43.0
5.0 24.20 24.40 24.60 24.80
m/z 85.10 64 .63%
o | 120 169.0 2250 2680
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #151556: Heptacosane
57.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
24.20 24.40 24.60 24.80
5000 m/z 43.10 61.02%
Fao
o dy L, 1%018302250267.0 3230 3800
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane T T T
57.0 24.20 24.40 24.60 24.80
m/z 55.10 23.99%
5000
9.0
b | | {1 141018302250 267.0 309.0 351.0 408.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 24.20 24.40 24.60 24.80

8270-BM121518_.M Thu Dec 20 14:01:46 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\

Data File : BM018291.D

Aca On : 19 Dec 2018 10:53

Operator : JU/SJ

3?22 le J6447-01 P001-55023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 20 Heptadecane, 2,6,10,15-tetr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
25.28 5.27 ng 747853 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 3807 (25.280 min): BM018291.D (-3802) (-) m/z 57.10 100.00%
51.1
99||'1 a1 210 500 55130 2540 2560
207.0 : : : :
ol B apEAS LAl 1 824338 41600 Ty 71,10 95.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 R SR BRI B B
%m%m%m%m
99.0 m/z 85.10 69.62%
o 2@0] J J / 1419 183.0 225.0 296.0
m/z--> éo 100 1%0 260 2éo 360 3%0 460
Abundance #64575: Pentadecane
57.0
| 25.00 25,20 2540 25.60
5000 m/z 43.10 59.87%
99.0
0 zqol‘\ o .1 :.I'4:.I'O 212.0
m/z--> éo 160 1%0 260 250 300 350 460
Abundance #151556: Heptacosane A BE e
57.0 25.00 25.20 25.40 25.60
m/z 41.10 24 .80%
N wf/\“N/Nh\MW/\V¢MWNVWWwer4
0 | 19? OJ 141.0 183 0 225.0 267.0 323.0 380.0
ot e T e T e e I e
m/z--> 50 100 150 200 250 300 350 400 25. oo 25 20 25. 40 25 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121918\
Data File : BM0O18291.D
Acq On : 19 Dec 2018 10:53 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le - J6447-01 P001-SS023-1824-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .03 7.03 103.3 ng 2880540 1 7.49 557743 20.0
Pentadecane, 8-he... 17.43 12.6 ng 659823 4 16.91 1044270 20.0
n-Hexadecanoic acid 17.82 31.6 ng 1650840 4 16.91 1044270 20.0
Heneicosane 18.77 15.0 ng 781432 4 16.91 1044270 20.0
Octadecanoic acid 19.12 15.1 ng 1019980 5 21.13 1355780 20.0
Nonacosane 19.74 15.6 ng 1060260 5 21.13 1355780 20.0
Heptacosane 20.54 27.3 ng 1847390 5 21.13 1355780 20.0
Nonadecane 20.85 14.2 ng 964587 5 21.13 1355780 20.0
Heptadecane, 9-oc... 21.22 33.2 ng 2250600 5 21.13 1355780 20.0
Hexadecane, 1-iodo- 21.29 16.9 ng 1145590 5 21.13 1355780 20.0
Pentadecane 21.84 40.2 ng 2724010 5 21.13 1355780 20.0
Eicosane, 9-octyl- 22.16 39.6 ng 2685730 5 21.13 1355780 20.0
Hexacosane, 9-octyl- 22.52 16.5 ng 2338440 6 23.29 2839150 20.0
Tetracosane, 11-d... 23.17 26.4 ng 3750730 6 23.29 2839150 20.0
Tetratriacontane 23.77 23.4 ng 3325500 6 23.29 2839150 20.0
Octadecane, 2-met... 24.47 12.2 ng 1736510 6 23.29 2839150 20.0
Heptadecane, 2,6,... 25.28 5.3 ng 747853 6 23.29 2839150 20.0
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