LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 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-BF031820.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 2.210 16 21 27 rVB 129315 180182 2.09% 0.272%
2 5.040 498 502 512 rvB 246126 362272 4_.19% 0.547%
3 5.434 562 569 571 rBY 6380084 7479195 86.57% 11.286%
4 6.440 734 740 743 rBVY 5656980 7542850 87.31% 11.382%
5 6.810 799 803 806 rBY 1627424 1299300 15.04% 1.961%
6 6.969 825 830 833 rBVY 6327935 5749050 66.55% 8.675%
7 7.375 893 899 902 rBVY 4517696 5051967 58.48% 7.623%
8 8.092 1016 1021 1025 rBvV 1868897 1716676 19.87% 2.590%
9 9.175 1199 1205 1208 rBvY 8026915 8639240 100.00% 13.037%
10 9.569 1265 1272 1275 rBvV 1087427 1009012 11.68% 1.523%

11 9.851 1314 1320 1323 rBV 2395338 2039439 23.61% 3.078%
12 10.645 1448 1455 1458 rBV 5607329 5928141 68.62% 8.946%
13 11.339 1567 1573 1576 rBV 2520225 2192328 25.38% 3.308%
14 11.869 1659 1663 1674 rBV 979785 954937 11.05% 1.441%
15 12.551 1775 1779 1782 rBV 177445 179630 2.08% 0.271%

16 12.657 1793 1797 1810 rBV 499725 570292 6.60% 0.861%
17 12.774 1815 1817 1820 rVB 144350 126466 1.46% 0.191%
18 12.933 1837 1844 1847 rBV 8097519 8273155 95.76% 12.484%
19 13.410 1921 1925 1928 rVB 169168 158523 1.83% 0.239%
20 13.833 1993 1997 2012 rVB 318982 500463 5.79% 0.755%

21 13.980 2016 2022 2025 rBV 2139617 2120927 24.55% 3.200%
22 14.151 2047 2051 2055 rBV 215720 187389 2.17% 0.283%
23 14.457 2099 2103 2106 rBV 301478 270210 3.13% 0.408%
24 14.757 2152 2154 2159 rVB 329618 333602 3.86% 0.503%
25 15.098 2207 2212 2220 rBV 333003 411122 4.76% 0.620%

26 15.433 2263 2269 2273 rBV 1632878 1988061 23.01% 3.000%
27 15.474 2273 2276 2286 rVB 306151 384806 4._.45% 0.581%
28 15.910 2344 2350 2356 rBV 213070 312605 3.62% 0.472%
29 16.410 2428 2435 2443 rBV 122698 215954 2.50% 0.326%
30 16.998 2529 2535 2542 rBV2 50155 91538 1.06% 0.138%

Sum of corrected areas: 66269332
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119694.D
8000000

5.43 6.97
6000000 6.44

7.37
4000000

2000000 6.81

5.04

2.21
ol

I
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: BF119694.D
8000000 9117 12,93

6000000 10.65

4000000

9.85 11.34
2000000 8.09
9.57 11.87

12.66
12.5?12.77

et e

T T
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: BF119694.D
8000000

6000000

4000000

13.98
2000000 15.43

17.00

13.83 14.15 14.46 14.76  15.10 A7 15.91
3/\.41 i A R 16.41

o A A
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\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 1,1-dimethoxy- Concentration Rank 9

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

2.21 2.77 ng 180182 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 33
3 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 21 (2.210 min): BF119694.D (-16) (-) m/z 75.00 100.00%
75
5000 45 f!
57 2.20 2.30 2.40 2.50 2.60
ol ,....',‘-'.|...',..-.-:', 88 108 | m/Z 73.00 70.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
m/z 45.00 47 .87%
0 i 'h¢|"?zl"'“:l ?7' ,193,,, [rrr T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
75
2.20 2.30 2.40 2.50 2.60
5000 m/z 40.95 32.95%
31 47 57 89
0 103 119
L RS S S S DAL BURLELEL SRR UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)-
73 2.20 2.30 2.40 2.50 2.60
m/z 47.00 26.34%
45
27
ol b, 57 | g9 107 119 135 179
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 5.58 ng 362272 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 502 (5.040 min): BF119694.D (-498) (-) m/z 43.00 100.00%
43
59
5000
1ot 480 5.00 520 5.40
o e 20T s 8g.00 . 65 04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI UL I I I
59 480 500 520 5.40
m/z 57.95 17.96%
15 4 101
83
0 wl | . L
LI SR SR SULELEL SURLIL UL DAL B UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 5.40
5000 m/z 101.00 16.72%
a1 101
oL 15 21 71 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A L A RAA R
59 480 5.00 5.20 5.40
m/z 41.00 8.49%
5000 41
o Iyl |7 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40

8270-BF031820.M Thu Apr 02 11:40:29 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2

R.T. EstConc Area Relative to ISTD R.T.
11.87 8.71 ng 954937 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Octadecanoic acid

5 Tetradecanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
284 C18H3602
228 C14H2802

000057-10-3 98
000638-53-9 94
001002-84-2 87
000057-11-4 87
000544-63-8 72

Abundance

5000

Scan 1663 (11.869 min): BF119694.D (-1659) (-)

0!

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43
5000
213
157 185
0! 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 73
5000 129
171
97 214
26 152 197

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

Abundance #95854: Pentadecanoic acid
43
5000
o.uphﬂh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

m/z 60.00 100.00%

11.60 11.80 12.00 12.20

m/z 43.05 94 . 73%

T T T T
11.60 11.80 12.00 12.20

m/z 73.00 93.41%

11.60 11.80 12.00 12.20

m/z 57.00 86.02%

11.60 11.80 12.00 12.20

m/z 55.00 77.92%

T T T T
11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.66 5.20 ng 570292 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1798 (12.663 min): BF119694.D (-1793) (-) m/z 43.05 100.00%
50
5000 129
8 o7 __~MNMM¢¢AWNMNPWM~J
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—ﬁ
143157171 12.40 12.60 12.80 13.00
0 m/z 60.00 99.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
7B
5000
12.40 12.60 12.80 13.00
m/z 57.00 95.26%
)
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—ﬁ
12.40 12.60 12.80 13.00
5000 129 m/z 72.95 93.13%
8 g7 115 213 256
157171 1 5
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
78 12.40 12.60 12.80 13.00
43 m/z 55.00 77.61%
5000
29
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12h0 1260 12%0 1350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxalic acid, isobutyl tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.72 ng 500463 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
5 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 91
Abundance Scan 1996 (13.827 min): BF119694.D (-1993) (-) m/z 57.00 100.00%
57
5000 97

13.60 13.80 14.00 14.20

M b?6155 209 281

O L B L I I e o m/z 43.05 70.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57
5000 TT T T[T TTT TT T T[T T 1T TTT

13.60 13.80 14.00 14.20
m/z 55.00 62.26%

97
o 2y “]1 126 168107 °H
e e I e T B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
S e
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 43.24%
27 139169 208 p50279 336 381 532
FE R ST ) T e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate i L S S e
57 13.60 13.80 14.00 14.20
m/z 69.10 40.82%
97
5000
39
w2 PL 169 208237 278 320349 392 437 588
P ST P T e S T e T e e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13 60 13. 80 14. 00 14 20

8270-BF031820.M Thu Apr 02 11:40:32 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .46 2.55 ng 270210 Chrysene-di12 13.98
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 Heptacosane 380 C27H56 000593-49-7 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2104 (14.463 min): BF119694.D (-2099) (-) m/z 57.05 100.00%
57
5000 85
13 1420 14.40 14.60 14.80
141 240
- J,J L T 9106 (A0 281 3% | “m/z 43.05  55.06%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 L B B SR B
14.20 14.40 14.60 14.80
29 m/z 71.10 54 _55%
. | | L 4113 141 169 107 225 253 296
miz--> 0 §o 100 1éo 260 2éo 360 3éo '
Abundance
57
14.20 14.40 14.60 14.80
5000 g5 m/z 85.10 46 .31%
29
o 113 141 169 197 225 253 281 309 337 365 394
miz--> 0 §o 160 1éo 260 2éo 360 3%0 '
Abundance #202661: Heptacosane I B L B B BB B
57 14.20 14.40 14.60 14.80
m/z 55.05 23.09%
5000 85
29
o L. J | 1 (M3 141 160 197 225 253 281 309 337 380
miz--> 0 §o 160 1éo 260 250 360 3éo ' 1450 1440 1460 14%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.36 ng 333602 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2155 (14.763 min): BF119694.D (-2152) (-) m/z 57.00 100.00%
g7
5000 85
4 P e el e
113 14.40 14.60 14.80 15.00
141
bbb b b T MY 109 107 225 283 281 823 | nsT 71 10 53.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane
57
5000
4 85 14.40 14.60 14.80 15.00
m/z 43.10 50.80%
o ‘l [ 18 |141 169 107 225 253 282
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
57
g5 14.40 14.60 14.80 1500
5000 m/z 85.10 40.20%
41
140
168
o 11 197 239 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141425: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 55.00 17.93%
5000 4 35
oL15 |, L LM 169 197 225 253 2%
m/z--> 2'0 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 350 14'40 14. 60 14. 80 15. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.10 4.14 ng 411122 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90

Abundance Scan 2212 (15.098 min): BF119694.D (-2207) (-) m/z 57.05 100.00%

5000

14.80 15.00 15.20 15.40
m/z 43.00 53.00%

113141169197225252283
miz--> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #209566: Octacosane

5000 I T
14.80 15.00 15.20 15.40

m/z 71.10 51.57%

o 113141160 197 225253 281 300 337365 394
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
il )
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 40.18%
113
o 2 141169 211239267295 323 352
I o o B A i e L m i s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
14.80 15.00 15.20 15.40
m/z 55.00 19.52%
5000

113141169197 225253 281309337 379 421449477 506
g I I I I
miz—-> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.91 3.14 ng 312605 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2350 (15.910 min): BF119694.D (-2344) (-) m/z 57.00 100.00%
g7
5000 85
3 I ! I113 141 109 103211 239 om1 15.60 15.80 16.00 16.20
ob—— = b b b o A e e m/z 71.05 53.50%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 15.60 15.80 16.00 16.20
29 m/z 43.05 52.40%
o ‘ LA e e 107 25 asa 222
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15,60 15.80 16.00 16.20
5000 m/z 85.05 40.31%
29 113
o 141 169 197 225 253 296
m/z--> 56 160 1éo 260 2éo 360 3%0
Abundance #194494: Hexacosane
57 15.60 15.80 16.00 16.20
m/z 54.95 22 .21%
5000 85
113
m/z--> 5'0 1(')0 1éo 2(')0 2éo 300 3éo 15. 60 15. 80 16. oo 16 20 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119694.D

Aca On > 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11
R.T. EstConc Area Relative to ISTD R.T.
16.41 2.17 ng 215954 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2435 (16.410 min): BF119694.D (-2428) (-) m/z 57.00 100.00%
57
5000 85
113 155 16.00 16.20 16.40 16.60 16.80
oL A o auzse ae2 S IT0 50, 82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
16.00 16.20 16.40 16.60 16.80
m/z 43.05 49.97%
29
o ] IJ ] 11§1‘169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance
57
16.00 16,20 16.40 16.60 16.80
5000 m/z 85.10 39.69%
85
29 113 141 169 197
ol b b L 707 197 225 258 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57 16.00 16.20 16.40 16.60 16.80
m/z 55.05 17.45%
5000 85
29
oL 113 141 169 107 205 254
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1600 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040120\
Data File : BF119694.D

Acq On : 2 Apr 2020 3:57

Operator : MA/SJ

Sample : L2089-02

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820.M
Quant Title : 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]
Propane, 1,1-dime... 2.21 2.8 ng 180182 1 6.81 1299300 20.0
2-Pentanone, 4-hy... 5.04 5.6 ng 362272 1 6.81 1299300 20.0
n-Hexadecanoic acid 11.87 8.7 ng 954937 4 11.34 2192330 20.0
Octadecanoic acid 12.66 5.2 ng 570292 4 11.34 2192330 20.0
Oxalic acid, isob... 13.83 4.7 ng 500463 5 13.98 2120930 20.0
Heneicosane 14.46 2.5 ng 270210 5 13.98 2120930 20.0
Eicosane 14.76 3.4 ng 333602 6 15.43 1988060 20.0
Octacosane 15.10 4.1 ng 411122 6 15.43 1988060 20.0
Hexacosane 15.91 3.1 ng 312605 6 15.43 1988060 20.0
Hentriacontane 16.41 2.2 ng 215954 6 15.43 1988060 20.0
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