LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 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-BF042219 .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 2.216 17 22 30 rvB 47280 69779 2.09% 0.238%
2 5.528 580 585 588 rBY 3180535 3059281 91.76% 10.441%
3 6.528 749 755 758 rBVY 2938865 3074113 92.20% 10.491%
4 6.669 774 779 782 rBVY 3310065 3226163 96.76% 11.010%
5 6.898 814 818 822 rBV 948259 744628 22.33% 2.541%
6 7.057 841 845 848 rBY 3066224 2582443 77 .46% 8.813%
7 7.457 907 913 916 rBVY 2025105 1889110 56.66% 6.447%
8 8.180 1032 1036 1039 rBV 938956 830065 24.90% 2.833%
9 9.257 1214 1219 1222 rBVY 3503754 3334043 100.00% 11.378%
10 9.639 1281 1284 1289 rBV 315631 281334 8.44% 0.960%

11 9.933 1330 1334 1345 rVB 1012953 850906 25.52% 2.904%
12 10.721 1463 1468 1471 rBV 1983748 1869318 56.07% 6.380%
13 11.416 1582 1586 1590 rBV 936410 824510 24.73% 2.814%
14 11.939 1672 1675 1680 rBV 151389 129350 3.88% 0.441%
15 12.721 1805 1808 1813 rBV 34872 37922 1.14% 0.129%

16 13.004 1851 1856 1859 rBV 3527359 3315015 99.43% 11.313%
17 13.233 1892 1895 1898 rBV 68926 58486 1.75% 0.200%
18 13.574 1950 1953 1956 rBV 136347 119728 3.59% 0.409%
19 13.909 2006 2010 2014 rVB 199726 172030 5.16% 0.587%
20 14.021 2021 2029 2032 rBV5 45595 120400 3.61% 0.411%

21 14.062 2032 2036 2040 rVB 1166864 1054606 31.63% 3.599%
22 14.233 2062 2065 2068 rBV 185334 159105 4.77% 0.543%
23 14.551 2116 2119 2123 rVB 165226 148360 4.45% 0.506%
24 14.868 2170 2173 2177 rBV 146034 139852 4._.19% 0.477%
25 15.215 2228 2232 2236 rBV 123427 149846 4._.49% 0.511%

26 15.568 2287 2292 2296 rBV 683830 852582 25.57% 2.910%
27 15.604 2296 2298 2303 rVB 89768 114774 3.44% 0.392%
28 16.051 2371 2374 2381 rBV 59410 93993 2.82% 0.321%

Sum of corrected areas: 29301742

8270-BF042219_.M Thu Apr 25 16:22:42 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\

BF113930.D

23 Apr 2019 19:38

JussJ

K2529-01

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113930.D

5.53 6.67
i 7.06
6.53

7.46

6.90

Time-->

T
5.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0——

TIC: BF113930.D

10.72

9.93 11.42

9.64

12.72 13.23

Time-->

9.50 10.00

10.50

11.00 11.50 12.00 12.50 13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000
13.

0

TIC: BF113930.D

14.06

15.57

57 13,]9-‘:{. 214.23 1455 14.87 1522 .60 16.05

Time-->

1
13.50

16.50

I T
17.00 17.50 18.00 18.50

14.00 14.50 15.00

15.50 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.67 Concentration Rank 1

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

6.67 86.65 ng 3226160 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 Xenon 132 Xe 007440-63-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 779 (6.669 min): BF113930.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
©1 510 ||| 7g0 97-0 - 640 6.60 6.80 7.00
Obr et o et 80 L3080 Wl "m/z 68.00 42.39%
m/z--> 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 IREBE ARSI S

6.40 6.60 6.80 7.00
m/z 134.00 32.82%

31.0 51.0
L L 7PO L 1
o) RS AN M O SEMBMNIMEN 1AV 4NN NSNS ' M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132.0
R R EARRA RS SR
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.72%
66.0
0.“.”,”.w.”.“.”,”ﬂn.”.“”.“.”,”.w.”.“.Jl..w”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R AR AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.16%
117.0
5000
39.0 910
270 " 510 650 77.0 ‘ 105.0 ‘ |
SN N P R N S Ny OO R S § NS | G
m/z--> 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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.94 3.14 ng 129350 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 18

Abundance Scan 1675 (11.939 min): BF113930.D (-1672) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.0
213.1
97.0 T R
b“ 1571 1851 256.2 11.60 11.80 12.00 12.20
0 m/z 60.00 75.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T LI L L LB L BB |
11. 60 11. 80 12. OO 12.20
0
1570 1g50 2130 256.0 m/z 43.05 69.85%
Ot 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
L i B e
43.0 11.60 11.80 12.00 12.20
5000 m/z 54.95 58.45%
129.0
‘ 710 2140
ol 180\.\ il i h‘\ [N l4.9.9..‘.. TN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid T T
73.0 11.60 11.80 12.00 12.20
43.0 m/z 57.00 56.26%
5000 129.0
185.0 228.0
ey |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.27 ng 119728 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 1952 (13.568 min): BF113930.D (-1950) (-) m/z 57.00 100.00%
5%.0
5000 ~V_~A“~_§vvv~A\v___ﬂ,_JL¢r\
| | )|y 1410 1830 13.20 13.40 13.60 13.80
) SN ' m/z 71.05 80.09%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane w
57.0
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—

5000
13.20 13.40 13.60 13.80

99.0 m/z 43.05 63.37%

Ozmlljijmlmonmzmw%o
I B T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

57.0

13. 20 13. 40 13 60 13.80

5000 m/z 85.10 61.52%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
S B e e e R B e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 Bmmmmmmm
m/z 55.00 4.75%
5000
99.0 L/\
oL 2000 L)l 4 1410 1830 2250  281.0  337.0 3940
T T T T T e T AR Rmmme ma e
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.26 ng 172030 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2010 (13.909 min): BF113930.D (-2006) (-) m/z 57.10 100.00%
57.1
85.0
5000
T e e
14]_ 1169 1 13.60 13.80 14.00 14.20
ol | 10 ']1 Lo 0197 A2251258.126820 m/z 71.10 77.75%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 U A DR
Bmmmmmmm
m/z 43.05 61.22%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
13.60 13.80 14.00 14.20
5000 85.0 m/z 85.05 58.61%
. 290 i I e 1410160.0197.0225,02530 29603280 367.0
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #129490: Eicosane
57.0 13.60 13.80 14.00 14.20
m/z 99.00 22.19%
85.0
5000
oL 210 i L Jl [141:9169.0197.0225.0253,0282.0
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.23  3.02ng 159105  Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexacosane 366 C26H54 000630-01-3 91

2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2064 (14.227 min): BF113930.D (-2062) (-) m/z 57.10 100.00%
57.1
5000
141.2 14.00 14.20 14.40 14.60
175.8206.9 239.0
o! 281.0 m/z 71.05 80.08%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L L L LB
14.00 14.20 14.40 14.60
99.0 m/z 43.05 63.34%
ol 1, j y l|.|.941° 183.0 2250 267.0 3090  367.0
e iy e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
e B o
14.00 14.20 14.40 14.60
5000 m/z 85.05 51.96%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
T e L A SIS SO S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane [ e e
57.0 14.00 14.20 14.40 14.60
m/z 41.00 23.11%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
....,... e e e e S e e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .55 2.81 ng 148360 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2119 (14.551 min): BF113930.D (-2116) (-) m/z 57.00 100.00%
51.0
5000
| %0 14.20 14.40 14.60 14.80
141 1 . . . .
I L “ Ly yezontl 2670 ' "m/z 71.10 80.77%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
51.0
5000 N BN B UL S B
14.20 14.40 14.60 14.80
99.0 m/z 43.00 57 .44%
o 27‘r0| |1y 1410 1830 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 56.92%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane e A
57.0 14.20 14.40 14.60 14.80
m/z 55.05 22.68%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.28 ng 139852 Perylene-di12 15.57
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 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2173 (14.868 min): BF113930.D (-2170) (-) m/z 57.05 100.00%
57.0
5000
e 14180 1480 15,00 1620
141.1 : : :
ol |,l A ll Lol qia oy 2204 29802031 3861 sz 71.05  82.12%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LI B S LR B
14.60 14.80 15.00 15.20
99.0 m/z 85.05 62.66%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 43.00 61.46%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane AR EEEEE RS
57.0 14.60 14.80 15.00 15.20
m/z 55.00 23.49%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Octadecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.22 3.52 ng 149846 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
Abundance Scan 2233 (15.221 min): BF113930.D (-2228) (-) m/z 57.05 100.00%
57.0
5000
" 15100 15120 1540 1560
155.1 1970 2750 . . . .
ol A .J.Jl'-e'.-l iy, 20200 8849 ' "n/z 71.05  81.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LRI SULSURE BN UL B
15.00 15.20 15.40 15.60
99.0 m/z 85.05 59.40%
Ozmlljijmlmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
1500 15.20 15.40 15.60
5000 m/z 43.00 58.65%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane N B B !
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.82%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113930.D

Aca On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Docosane, 11-decyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.05 2.20 ng 93993 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Triacontane 422 C30H62 000638-68-6 74
3 2-methvloctacosane 408 C29H60 1000376-72-8 74
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 72
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 68
Abundance Scan 2374 (16.051 min): BF113930.D (-2371) (-) m/z 57.05 100.00%
51.0
5000 u“/
10 wpo 2560 g " 15560 15,00 1620 16,40
ol m/z 71.05 76.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
51.0
5000 LRI SN B SULRUL B
15.80 16.00 16.20 16.40
99.0 m/z 43.00 65.16%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
" 15.80 16.00 16,20 16.40
5000 m/z 85.05 57.73%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #215181: 2-methyloctacosane I a BREmEEES
57.0 15.80 16.00 16.20 16.40
m/z 69.00 22.27%
5000
99.0
ot ‘, | ” | 141.0 183.0 225.0 267.0 309.0  365.0
m/z--> 50 100 1&'30 200 250 300 350 400 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042319\
Data File : BF113930.D

Acq On : 23 Apr 2019 19:38

Operator : JU/SJ

Sample : K2529-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 .67 6.67 86.7 ng 3226160 1 6.90 744628 20.0
n-Hexadecanoic acid 11.94 3.1 ng 129350 4 11.42 824510 20.0
Heneicosane 13.57 2.3 ng 119728 5 14.06 1054610 20.0
Hexacosane 13.91 3.3 ng 172030 5 14.06 1054610 20.0
Heptacosane 14.23 3.0 ng 159105 5 14.06 1054610 20.0
Octacosane 14.55 2.8 ng 148360 5 14.06 1054610 20.0
2-methyloctacosane 14 .87 3.3 ng 139852 6 15.57 852582 20.0
Octadecane, 2-met... 15.22 3.5 ng 149846 6 15.57 852582 20.0
Docosane, 1l-decyl- 16.05 2.2 ng 93993 6 15.57 852582 20.0
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