LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 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-BM021119.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 5.281 367 373 392 rBY 3210804 4786613 64.46% 8.252%
2 6.863 635 642 661 rBY 3096759 5270704 70.98% 9.086%
3 7.222 696 703 714 rBVY 3333422 5235870 70.51% 9.026%
4 7.693 776 783 790 rBV 564262 896656 12.07% 1.546%
5 8.004 829 836 846 rBY 2358304 3794274 51.09% 6.541%
6 8.857 974 981 994 rBVY 1698265 2881963 38.81% 4.968%
7 10.481 1249 1257 1270 rBV 642576 1108094 14.92% 1.910%
8 12.957 1670 1678 1693 rBVY 3988243 5856764 78.87% 10.096%
9 13.804 1815 1822 1830 rBV 181338 291131 3.92% 0.502%
10 14.345 1907 1914 1922 rBV2 822707 1300783 17.52% 2.242%

11 15.839 2162 2168 2186 rBV 3044688 4657942 62.72% 8.030%
12 17.098 2375 2382 2387 rBV 1015779 1517557 20.44% 2.616%
13 17.139 2387 2389 2397 rVB 101303 125884 1.70% 0.217%
14 17.986 2527 2533 2543 rBV 676139 1176190 15.84% 2.028%
15 19.162 2728 2733 2740 rVB 158792 242964 3.27% 0.419%

16 19.274 2747 2752 2766 rBV 620274 1170568 15.76% 2.018%
17 19.527 2791 2795 2804 rVB 123591 189947 2.56% 0.327%
18 19.727 2824 2829 2845 rBV 5924470 7426026 100.00% 12.802%
19 20.992 3040 3044 3054 rBvV 338259 572328 7.71% 0.987%
20 21.292 3089 3095 3099 rBV 1471116 2021851 27.23% 3.485%

21 21.427 3115 3118 3124 rBV 189256 237793 3.20% 0.410%
22 21.862 3188 3192 3196 rBV 445191 534028 7.19% 0.921%
23 22.327 3266 3271 3281 rVB 789481 1068619 14.39% 1.842%
24 22.833 3352 3357 3364 rBV 814583 1336468 18.00% 2.304%
25 23.397 3448 3453 3460 rBvV 744764 1272958 17.14% 2.194%

26 23.539 3472 3477 3489 rVB 1030375 2007000 27.03% 3.460%
27 24.044 3558 3563 3571 rVB 564987 1027521 13.84% 1.771%

Sum of corrected areas: 58008496
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance : .
6000000 TIC: BM018916.D

5000000

4000000

7.22
5. 28 6. 86
3000000

8.00
2000000 0.86

1000000 769 10.48

A R L S s = = S { EEMSMISIMIVL SR MRS NN | SN

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance : .
6000000 TIC: BM018916.D

1973
5000000

4000000 12.96

3000000 1584

2000000

17.10
1000000 14.35 17.99 19.27

p—

19.16 19.5
13.80 Jl 17.14 ff&/\j D

e L R T

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance : .
6000000 TIC: BM018916.D

5000000

4000000

3000000

2000000 21.29

1000000 21.86

23.54
22.83
22.33 23.4?{ 24.04

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

1.43
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.22 Concentration Rank 1

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

7.22 116.79 ng 5235870 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Bicvclol3.1.0Thexan-3-one 96 C6H80 001755-04-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 703 (7.222 min): BM018916.D (-696) (-) m/z 132.00 100.00%
13R.0
5000 €8.0
96.0 A L UL IR L
40.0 6.80 7.00 7.20 7.40 7.60
W0 30 | m/z 68.05  50.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR AR AR R
6.80 7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 32.36%
] "'|'|I?%;9|'7?L?|F§xq JI'L"' S DL L BN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2744: 2-Cyclohexen-1-one
64.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 32.16%
96.0
40.0
'}%Qh'wm'Nw'”'w"'w"'w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132.0 6.80 7.00 7.20 7.40 7.60

m/z 69.05 21.02%

5000

390 &30 e
‘. Ly 11 ‘ Hlls'o ‘

I
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.99 15.50 ng 1176190 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Eicosane 282 C20H42 000112-95-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2534 (17.992 min): BM018916.D (-2527) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
98.1 \ 1711 2132 256.3 ) 15090 1200 18 90 12 40
. . . 17.60 17.80 18.00 18.20 18.40
phod o L L Ly 12820 34100 7060 00 72.71%
m/z--> 50 100 150 200 250 300
Abundance #92226: n-Hexadecanoic acid
.0
5000 AR AR SRR R
ﬂmﬂmmmmmmm
129.0 256.0 m/z 43.10 55.80%
1010 | 157.0185.02130
m/z--> 50 100' B '150' B '200' B '250' - '300" B
Abundance #83686: Pentadecanoic acid
43.0 73.0
17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 55.05 53.03%
199.0 242.0
L [
I‘ILJIM \JH “‘\H { ‘ | A ——— ]
m/z--> 50 150 200 250 300
Abundance #65566: Tridecanoic acid R e e
73.0 17.60 17.80 18.00 18.20 18.40
m/z 57.10 51.78%
43.0
5000
129.0
‘ ‘ 00 1710 2140
%Z:q“.k‘l““‘.““ m\. I\IJI \\\ I\I‘I I{III — T ——— ——— R R ERRR RS
m/z--> 50 1m 200 250 300 1mmmmmmwmmo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.27 11.58 ng 1170570 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 2751 (19.268 min): BM018916.D (-2747) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1
1851 2412 o5 119.00 19.20 19.40 19.60
1. . . ) : )
fabo 27y |22 | 77 srasso o t60700 71 70M
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 e R
mmmmmmmm
1850 o410 2840 m/z 43.05 64.17%
1.
150 Ao [ ||
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 119.00 19.20 19.40 19.60
5000 284.0 m/z 57.10 63.44Y%
129.0
185.0
. \uu “H 2 \ SO T AR | a0 smg
m/z--> 50 150 200 250 300 350
Abundance #83683: Pentadecanoic acid R A AR AR
43.0 73.0 19.00 19.20 19.40 19.60
m/z 55.05 57.11%
5000
129.0 242.0
199.0
0
. .“. L ! iL “Hu ul ‘ | \17':"0“ ‘I I IR R e ARt natneconiin
m/z--> 50 100 150 200 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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

T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene A
43.0 20.60 20.80 21.00 21.20 21.40

m/z 43.10 73.42%

Peak Number 5 Cyclotetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.99 5.66 ng 572328 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 3-Octadecene. (E)- 252 C18H36 007206-19-1 93
3 l17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 83
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81
Abundance Scan 3044 (20.992 min): BM018916.D (-3040) (-) m/z 57.10 100.00%
57.1
7.1
5000
LN AU SR B
391 2070 20.60 20.80 21.00 21.20 21.40
| 2961 sall A0l m/z 83.10 81.12%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #53619: Cyclotetradecane
58.0
5000 7.0 AU AU SRR B
20.60 20.80 21.00 21.20 21.40
m/z 71.10 79.20%
144 13‘39.0 196.0
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #89787: 3-Octadecene, (E)-
59.0
20.60 20.80 21.00 21.20 21.40
5000 m/z 69.05 76 .90%
29.4 11.0
J J h%54-0 106.0 2520
BRI FURLELEL DAL DL SRR SARLLESN UL L DU SA
I I I I I

5000 83.0

J 167.0 210 0 267.0307.0 490. 0

m/z--> 0 50 100 150 200 250 300 350 400 450 20 60 20. 80 21. OO 21 20 21. 40

5

1125 0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 6 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.43 2.35 ng 237793 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Tetracosane 338 C24H50 000646-31-1 91
3 Nonacosane 408 C29H60 000630-03-5 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 80

Abundance Scan 3119 (21.433 min): BM018916.D (-3115) (-) m/z 57.10 100.00%

57.

g

5000 J
] 1411 2981 21.20 21.40 21.60 21.80
182.0 - 283.0 356.1 . .
...,....||,.|...,....‘,..-..,...'.,....,...4.0,2.0...,..4.99,2 m/z 71.10 92.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
571.0
5000 lllllllllllllllllll
21. 20 21. 40 21 60 21. 80
F m/z 85.10 60.25%
9.0
|| 1 J ) 141.0 282.0
A e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #136481: Tetracosane
57.0
R R o A R e
21.20 21.40 21.60 21.80
5000 m/z 43.10 58.34%

‘ ‘ ‘ Fh}410183022502670 338.0
— e e e e e

&

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane A S,
57.0 21.20 21.40 21.60 21.80
m/z 55.05 22 .93%
5000

€

| | ” 141.0 183.0 225.0 267.0 309.0 351.0  408.0

m/z--> 50 100 150 200 250 300 350 400 450 21. 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Pentadecane, 8-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.86 5.28 ng 534028 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 3192 (21.862 min): BM018916.D (-3188) (-) m/z 57.10 100.00%
51.
5000
090 21,60 21.80 22,00 22.20
141.2
ALl 12110083 2810 a0 4169 8031 7110 90 68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl-
43.0
5000 5.0
mmmmnmnm
J m/z 85.10 63.06%
I

196.0
ALY o0 \
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-
57.0

21 60 21.80 22.00 22.20

5000 m/z 43.05 56.72%
99.0
239.0
) J | 14101830 7 2810 3230
I e L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #91038: Heptadecane, 4-methyl- T T T T
43.0 21. 60 21. 80 22. 00 22. 20

m/z 55.05 24 .20%

5000
5.0

N

III\IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.33 10.57 ng 1068620 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3272 (22.333 min): BM018916.D (-3266) (-) m/z 57.10 100.00%

5000 /\ J
1411 207.0 22.00 22.20 22.40 22.60

252.0295.1337.3 387.0431.1476.1  549.1

m/z 71.10 91.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
57.0
22.00 22.20 22.40 22.60
0.0 m/z 85.10 63.77%

114101830 2540

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147096: Docosane, 9-butyl-
57.0

1%

22.00 22.20 22.40 22.60
5000 m/z 43.05 53.88%

182 0 253 0 309 0 365.0

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151357: Octadecane, 1-iodo- B e e
57.0 22.00 22.20 22.40 22.60
m/z 55.10 23.31%
5000
9.0

150 1)) ] 19501970 2530

R e e i AL o B o AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 1-lodo-2-methylundecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.83 13.32 ng 1336470 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
3 Heneicosane 296 C21H44 000629-94-7 93
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 3357 (22.833 min): BM018916.D (-3352) (-) m/z 57.10 100.00%

5000

6.2 22.60 22.80 23.00 23.20
476. m/z 71.10 91.42%

141.1 1832 2241

281.0 337.3

403.1

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #114973: 1-lodo-2-methylundecane
57.0
22.60 22.80 23.00 23.20
m/z 85.10 60.84%
9.0
1y, . 16902110 296.0
e e e A e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115575: Eicosane, 10-methyl-
57.0
R R e B e S S N
22.60 22.80 23.00 23.20
5000 m/z 43.10 54 _.96%
' 154.0
|y, ) 197.0 239.0 281.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane T e e e
22.60 22.80 23.00 23.20

e
©
o

m/z 55.10 22 .86%

5000

:

141.0 183.0 225.0 296.0

T I T I
m/z--> 0 50 100 150 200 250 300 350 400 450 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.40 12.69 ng 1272960 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 3453 (23.397 min): BM018916.D (-3448) (-) m/z 57.10 100.00%

57.
5000

23.00 23.20 23.40 23.60 23.80

I 141.1  207.0
Oty ...1|,.'|..a,1.‘..‘.,....,.2.8.5.-?...3.5,5.4..,f‘??-?,.f‘??-,????-,z. m/z 71.10 90.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155178: Octacosane
57.0
23.00 23.20 23.40 23.60 23.80
m/z 85.10 61.41%
9.0
| | , 141.0183.0225.0 281.0 337.0 394.0
A A e e e e T T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43.0
R s e e e
23.00 23.20 23.40 23.60 23.80
5000 5.0 m/z 43.10 54 _.70%
196.0
127.0 [123902810
e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl- B B B Lo

23.00 23.20 23.40 23.60 23.80
m/z 55.10 24 .43%

5000

%

210.0
252.0 309.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 00 23. 20 23 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022519\
Data File : BM018916.D

Aca On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample : K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .04 10.24 ng 1027520 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
Abundance Scan 3562 (24.039 min): BM018916.D (-3558) (-) m/z 57.10 100.00%
57.1
5000 }\
. ' 23.80 24.00 24.20 24.40
141.1183.2 : : : :
EERE J|, LT 3500 230.2262.0323.1365.4 41714611 5492 777771 .10 88.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 h
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 AU IR B
5.0 23.80 24.00 24.20 24.40
m/z 85.10 59.81%
H”%wonm mm%m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
57.0
' 23.80 24.00 24.20 24.40
5000 m/z 43.10 54 .44%
9.0
I |, 141.0183. 0225 0267.0 323.0 380.0
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550
Abundance #155178: Octacosane N B R R s S
23.80 24.00 24.20 24.40
m/z 69.10 23.19%
141.0183.0225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022519\
Data File : BM018916.D

Acq On : 25 Feb 2019 15:23

Operator : JU/SJ

Sample - K1595-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 .22 7.22 116.8 ng 5235870 1 7.69 896656 20.0
n-Hexadecanoic acid 17.99 15.5 ng 1176190 4 17.10 1517560 20.0
Octadecanoic acid 19.27 11.6 ng 1170570 5 21.29 2021850 20.0
Cyclotetradecane 20.99 5.7 ng 572328 5 21.29 2021850 20.0
Eicosane 21.43 2.4 ng 237793 5 21.29 2021850 20.0
Pentadecane, 8-he... 21.86 5.3 ng 534028 5 21.29 2021850 20.0
Octadecane 22.33 10.6 ng 1068620 5 21.29 2021850 20.0
1-1odo-2-methylun... 22.83 13.3 ng 1336470 6 23.54 2007000 20.0
Octacosane 23.40 12.7 ng 1272960 6 23.54 2007000 20.0
Heneicosane, 11-(... 24.04 10.2 ng 1027520 6 23.54 2007000 20.0
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