LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 5.287 367 374 392 rBVY 4487016 6313446 77 .02% 8.006%
2 6.869 635 643 661 rBY 4222848 6755415 82.41% 8.567%
3 7.228 696 704 723 rBV 4445841 6975620 85.10% 8.846%
4 7.692 776 783 790 rBVY 1252086 1929141 23.53% 2.446%
5 8.010 829 837 848 rBVY 3235843 5129963 62.58% 6.506%
6 8.863 973 982 1000 rBVY 2323350 3963559 48.35% 5.026%
7 10.480 1250 1257 1270 rBV 1415532 2426113 29.60% 3.077%
8 12.845 1655 1659 1665 rVB 128317 172254 2.10% 0.218%
9 12.957 1671 1678 1694 rBV 5399533 7693522 93.86% 9.757%
10 13.139 1703 1709 1719 rVB2 130172 254167 3.10% 0.322%

11 13.804 1815 1822 1827 rBV2 478513 704148 8.59% 0.893%
12 13.845 1827 1829 1839 rVB4 58936 99677 1.22% 0.126%
13 14.074 1862 1868 1878 rBV7 50734 148715 1.81% 0.189%
14 14.157 1878 1882 1888 rVB3 78876 129803 1.58% 0.165%
15 14.221 1888 1893 1901 rBV 396975 587810 7.17% 0.745%

16 14.292 1901 1905 1908 rVvv3 66262 102085 1.25% 0.129%
17 14.345 1908 1914 1921 rVB2 1724367 2679082 32.68% 3.397%
18 14.668 1961 1969 1975 rBvV4 63855 189630 2.31% 0.240%
19 14.727 1975 1979 1983 rVV 85740 133878 1.63% 0.170%
20 14.845 1995 1999 2005 rVvV3 141507 201030 2.45% 0.255%

21 15.115 2042 2045 2051 rBV3 76079 129320 1.58% 0.164%
22 15.180 2051 2056 2060 rBV 626760 755970 9.22% 0.959%
23 15.586 2119 2125 2129 rBV 399206 627332 7.65% 0.796%
24 15.680 2138 2141 2146 rVB3 77581 107672 1.31% 0.137%
25 15.739 2147 2151 2158 rBV4 85543 177845 2.17% 0.226%

26 15.804 2158 2162 2163 rBV 86335 104897 1.28% 0.133%
27 15.839 2163 2168 2178 rVB 3373071 4619399 56.35% 5.858%
28 16.045 2198 2203 2204 rBV 855257 954089 11.64% 1.210%
29 16.386 2258 2261 2264 rBV 68031 104626 1.28% 0.133%
30 16.839 2334 2338 2341 rBV 662967 754020 9.20% 0.956%

31 16.886 2342 2346 2351 rVB 562597 741810 9.05% 0.941%
32 17.098 2376 2382 2387 rBV 1828991 2740321 33.43% 3.475%
33 17.492 2446 2449 2455 rVB2 143883 212593 2.59% 0.270%
34 17.574 2459 2463 2470 rVB 607410 766034 9.35% 0.971%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.980 2528 2532 2536 rBV 369143 501241 6.11% 0.636%

36 18.268 2578 2581 2586 rVB 453689 545172 6.65% 0.691%
37 18.909 2686 2690 2695 rBV 373032 438848 5.35% 0.557%
38 19.268 2749 2751 2761 rVB3 98893 145734 1.78% 0.185%
39 19.492 2786 2789 2793 rVB 246740 259744 3.17% 0.329%
40 19.733 2824 2830 2838 rVB 6501960 8197197 100.00% 10.395%

41 20.027 2877 2880 2885 rVB 209245 219817 2.68% 0.279%
42 20.527 2962 2965 2969 rVB 150702 162212 1.98% 0.206%
43 20.992 3040 3044 3050 rBV 379068 495444 6.04% 0.628%
44 21.291 3090 3095 3100 rBV 2531688 3102931 37.85% 3.935%
45 21.427 3115 3118 3124 rVB 231759 227858 2.78% 0.289%

46 21.862 3189 3192 3196 rVB 256612 270423 3.30% 0.343%
47 22.321 3267 3270 3278 rVB 389988 531622 6.49% 0.674%
48 22.827 3353 3356 3362 rVB 369160 517556 6.31% 0.656%
49 23.397 3449 3453 3461 rVB 339313 532561 6.50% 0.675%
50 23.538 3471 3477 3489 rVB 1710145 3321950 40.53% 4.213%

Sum of corrected areas: 78855296
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 TIC: BM018941.D
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
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Abundance TIC: BM018941.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 1 unknown7.23 Concentration Rank 1

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

7.23 72.32 ng 6975620 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 9

Abundance Scan 704 (7.228 min): BM018941.D (-696) (-) m/z 132.00 100.00%
13R.0
5000 68.1
200 0 o J one | 0B TH Th0 T TR
e m/z 68.10 50.69%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR NN R IR R
6.80 7.00 7.20 7.40 7.60
310 510 m/z 134.00 33.17%
J'H!'“'P!"L"'W""I"“I""P"'I"”I""
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 31.79%
m/z--> 45 éo éo 160 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl T RRAm mma T
57.0 132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.05 20.38%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘u“| |‘H||||:|I-5|8|.0|||||]:8|9.|0| I
m/z--> 40 60 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.22 4.39 ng 587810 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
3 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 80
4 Nonadecane 268 C19H40 000629-92-5 62
5 Nonane, l-iodo- 254 C9H19l 004282-42-2 59
Abundance Scan 1893 (14.221 min): BM018941.D (-1888) (-) m/z 57.10 100.00%
57.1
5000
39/0 113.1 14.00 14.20 14.40 14.60
S| G 140 1682 18312121 m/z 71.10 79.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
57.0
5000 LR S B IR I
14.00 14.20 14.40 14.60
29.0 m/z 43.10 62.16%
|J A 1130 1410 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0
" 14.00 14.20 14.40 14.60
0
5000 850 m/z 85.10 47 .97%
29.0 141.0
T |'d' 'N""ll"“"ll --N%-%l?-?- "'ih T 1'6'9"9| BN EEDY N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #114972: Dodecane, 1-iodo- i i n paE ey S
57.0 14.00 14.20 14.40 14.60
m/z 41.05 35.36%
5000 85.0
29.0 113.0 155.0
||||||||||||||||||||||||||||||| |||‘| ||‘|:|I-83||O|| e s A RRma R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 5 Pentadecane, 2,6,10-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.59 4.68 ng 627332 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 91
2 Tridecane 184 C13H28 000629-50-5 87
3 Dodecane 170 C12H26 000112-40-3 86
4 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 2126 (15.592 min): BM018941.D (-2119) (-) m/z 57.10 100.00%
57.1
5000
169.1 15.20 15.40 15.60 15.80 16.00
s 193.1 239.2 m/z 71.10  69.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 R DN RN DA
15.20 15.40 15.60 15.80 16.00
2.0 85.0 m/z 43.10 43.61%
A | ,| ,|11f0 141.0 1830 211.0 239.0
m/z--> ﬁo Jo eb 86 160 150 150 1éo 180 200 220 250
Abundance #45540: Tridecane
57.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 31.81%
29.0 85.0
“ L] 1130 1410 1840
m/z--> ' ' eb 86 160 150 140 160 180 200 250 250
Abundance #36159: Dodecane I BB RS
57.0 15.20 15.40 15.60 15.80 16.00
m/z 41.05 22.88%
5000
85.0
29.0
ol ‘ - \\1120 141.0 1790
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 180 200 250 24'10 ' 15 20 15. 40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.89 5.41 ng 741810 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
3 Nonane. 5-(2-methvlpropvl)- 184 C13H28 062185-53-9 64
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 60
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 2347 (16.892 min): BM018941.D (-2342) (-) m/z 71.10 100.00%

711
5000 43.1 MJA.WM

99.1 127.1 16.60 16.80 17.00 17.20
155.1 183.2 : : : ;
A2 2028 BOS | sz 57.10  93.28%

Tt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L L LB
85.0 16. 60 16. 80 17. 00 17. 20
m/z 85.10 53.05%

23.0 113.0
L b 4 J 3410 1830 2110 2530 2820

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

4

Abundance #64585: Dodecane, 2,6,10-trimethyl-
57.0
16.60 16.80 17.00 17.20
5000 m/z 43.10 42 .94%
29.0 85.0
‘\ ‘ L4 | 180 50 183.0 206.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45627: Nonane, 5-(2-methylpropyl)- R e AR
57.0 16.60 16.80 17.00 17.20
m/z 41.05 24 _.78%
85.0
5000
29.0 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.57 5.59 ng 766034 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 2462 (17.568 min): BM018941.D (-2459) (-) m/z 57.10 100.00%

571.1
5000 81

17.20 17.40 17.60 17.80

Iy 3114111680 196.1 2252 268.3

Orprrreh—dy ””ﬂmh“hpuquupu.””.”..”.“”.“.”“.”.””P. m/z 71.10 83.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57.0
5000 LA L L L L L LB L
85.0 17.20 17.40 17.60 17.80
29.0 m/z 43.10 59.58%
. | 11301410 169.0 197.0 225.0 253.0 281.0 309.0 338.0
et e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73964: Hexadecane
57.0
L B o
17.20 17.40 17.60 17.80
5000 m/z 85.10 50.69%
85.0
29.0
J L“ﬁ%mmm% 226.0
P”q.upnqnnpn.””.”.””.”.””.”.””.”.”“.“.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45564: Undecane, 2,3-dimethyl- A AR
43.0 17.20 17.40 17.60 17.80
m/z 41.00 31.08%
71.0
140.0
99 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 10 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.98 3.66 ng 501241 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Heptadecanoic acid 270 C17H3402 000506-12-7 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 35
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 30
Abundance Scan 2532 (17.980 min): BM018941.D (-2528) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1
o7l 1571 1851 2132 565 17.60 17.80 18.00 18.20
“rrpreerbe m/z 60.00 68.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
73.0
5000 LR AR AR U
ﬂmﬂmmmmm
129.0 m/z 43.05 67.54%
256.0
or.0 157.0 1850 2130
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100677: Heptadecanoic acid
73.0
270.0 17.60 17.80 18.00 18.20
5000 . m/z 57.10 63.31%
18.0 . )
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid R s e S
73.0 17.60 17.80 18.00 18.20
m/z 55.10 53.99%
5000 129.0 qvfkﬂJ\ﬂ\¢Jﬂhmj\xﬂm\J\Aj\JV“Mh
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 17. éd 17 éd 18 dd 18 20 o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.27 3.98 ng 545172 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 90
Abundance Scan 2581 (18.268 min): BM018941.D (-2578) (-) m/z 57.10 100.00%
57.1
5000 T v)MLj\\pA_JJ\Vmwﬂv~x_uuN
1131 | 18.00 18.20 18.40 18.60
Olrrrrrretbrbr bbb R4LL, 18212111 25310821 oSG g5 ek
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #107655: Eicosane
57.0
85.0
5000 LRI BN SULUSN IS UL
mmmmmmmm
113.0 m/z 43.10 59.18%
230 J I []41-0160.0197.0 225.0 253, 0 282.0
m/z--> 25 45 60 85 160120140160180200220240260280300350350
Abundance #82606: Heptadecane
57.0
| 18.00 18.20 18.40 18.60
5000 85.0 m/z 85.10 51.69%
29.0
| b L 11? 0 141.0169.0197.0  240.0
miz-> 90 40 60 B0 100 130 140 160 150 200 230 540 250 280 %0 330 530
Abundance #136481: Tetracosane L B R
57.0 18.00 18.20 18.40 18.60
m/z 41.10 30.72%
29.0

h | 1130141.0160.0 197.0 225.0253.0 281.0309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 12 Octadecane, l-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.91 3.20 ng 438848 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 2690 (18.909 min): BM018941.D (-2686) (-) m/z 57.10 100.00%

57.1
5000 ML»\A/\

113.1 18.60 18.80 19.00 19.20
1411 183.1 ) : .
Olrrrprrreilbr 2111 2392 2112 30011 "7z 71.05  85.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151357: Octadecane, 1-iodo-
57.0
5000 LA L L L L L L LB L |

18.60 18.80 19.00 19.20
m/z 43.10 61.66%

155.0 183.0 211.0 253.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99477: Nonadecane
57.0
R R e A RERRS!
18.60 18.80 19.00 19.20
5000 85.0 m/z 85.05 60.43%
29.0
‘ Loy 80 1410 1690 1070 2250 2680
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114972: Dodecane, 1-iodo- I e  RAAEE RaEEE
57.0 18.60 18.80 19.00 19.20
m/z 41.05 30.23%
o T “M‘d\‘“ﬂvw\jk
29.0 ‘ 113.0 155.0
ST R —— S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 60 18. 80 19. OO 19 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 13 Ethanol, 2-(hexadecyloxy)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

20.99 3.19 ng 495444 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 78
3 Cvclopentadecane 210 C15H30 000295-48-7 70
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 60
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 60

Abundance Scan 3044 (20.992 min): BM018941.D (-3040) (-) m/z 57.10 100.00%

57.1

5000

ﬂ171
01 2070 296.1 20.60 20.80 21.00 21.20 21.40
....,....,..Jf..,..:.,...?5,4.0...,...??5.9..?1.5.9.4,6.1.0 m/z 71.10 80.75%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #110007: Ethanol, 2-(hexadecyloxy)-

5000 R EEEEEmEEEEm
7.0 2060 2080 2100 2120 2140

m/z 43.10 70.06%

41.0 196.0 . 2515.0

T -1
Attt
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129063: 9-Tricosene, (2)-

57.0 97.0

20.60 20.80 21.00 21.20 21.40
5000 m/z 69.10 57.15%

322.0
w50 | L LLELEES 1820 2240 2660 5
so JAA L4l 182022400660 |

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63051: Cyclopentadecane T
55.0 20 60 20. 80 21. 00 21 20 21. 40
m/z 55.10 53.44%

- | /\*—N\/\—thvj\\

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 14 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.32 3.43 ng 531622 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 90
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 3270 (22.321 min): BM018941.D (-3267) (-) m/z 57.10 100.00%
57.1
5000 \ “ I
%0 22.00 22.20 22.40 22.60
141.1 . . ) .
o ALLLLJ 1831 2301 2023371 385243124762 5350 i 10 ge. 750
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl-
43.0
5000 5.0 AU AR AR ARER

22. OO 22 20 22. 40 22.60
m/z 85.10 59.89%

7o 1960
1270 lmwmm

m/z--> 0 50 100 150 200 250 300 350 400 450 500

3

Abundance #115570: Heneicosane
57.0
22.00 22.20 22.40 22.60
5000 m/z 43.10 56.35%
9.0
15.0 | | | 141018302050  296.0
e s o e e e R R AR EEE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147095: Eicosane, 7-hexyl- e  EaRmEamSTT
57.0 22.00 22.20 22.40 22.60
m/z 55.10 23.97%
- W
90 182.0
‘ | 14101820555 o 281. 03220

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. OO 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 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 15 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.83 3.12 ng 517556 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
Abundance Scan 3357 (22.833 min): BM018941.D (-3353) (-) m/z 57.10 100.00%
57.1 ﬂ
5000
Al 2060 22:80 23.00 23.20
411 209.0 : : : :
oA LIl 3L, 209025312051 35514000 4018351 St 0 g
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
57.0
5000 LN BRI UL BRI BUL
nmnmmmmm
0.0 m/z 85.10 58.19%
1 141.0183.0 254.0
m/z--> sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #107652: Eicosane
57.0
2260 22:80 23.00 23.20
5000 m/z 43.10 55.63%
Bl a0 \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, g-OCtyl- LI L L L B B BB
57.0 22.60 22.80 23.00 23.20
m/z 55.10 25.18%
- Wh‘w
9.0
Ao Pe0m00
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2260 2280 2300 2320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018941.D

Aca On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample : K1620-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 16 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.40 3.21 ng 532561 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3453 (23.397 min): BM018941.D (-3449) (-) m/z 57.10 100.00%
57.1
5000 ¥w.M,~qJ\~\~,j\,AA,A~,Hr/uw\
o 23.00 23.20 23.40 23.60 23.80
41.1 : : : : :
N — ,‘. | .U', L34, 2080 281032223652 4310 4902 7771 10 88.83%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #142111: Pentacosane
57.0
5000 AU DR U
352.0 23. oo 23. 20 23 40 23. 60 23. 80
1410 m/z 85.10 60.07%
183.0
1?-.(1.,1....1,.1....'
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
23.00 23.20 23.40 23.60 23.80
5000 m/z 43.10 47 .57%
9.0
SR %L
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #122578: Tridecane, 1-iodo- A EEE TS
57.0 23.00 23.20 23.40 23.60 23.80
m/z 55.00 22 .00%
- ijk/\n\ﬂ/\/\
183.0
L %0\1410 \ 310.0
miz--> 0 5'0 1(')0 1éo 2(')0 25'30 3(')0 35'30 4(')0 4éo ' 23. 00 23. 20 23 40 23. 60 23. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
Data File : BM018941.D

Acq On : 26 Feb 2019 22:14

Operator : JU/SJ

Sample - K1620-02

Misc :

ALS Vial : 15 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 .23 7.23 72.3 ng 6975620 1 7.69 1929140 20.0
Hexadecane 14.22 4.4 ng 587810 3 14.34 2679080 20.0
Pentadecane, 2,6,... 15.59 4.7 ng 627332 3 14.34 2679080 20.0
Hexadecane, 2,6,1... 16.89 5.4 ng 741810 4 17.10 2740320 20.0
Tetracosane 17 .57 5.6 ng 766034 4 17.10 2740320 20.0
n-Hexadecanoic acid 17.98 3.7 ng 501241 4 17.10 2740320 20.0
Eicosane 18.27 4.0 ng 545172 4 17.10 2740320 20.0
Octadecane, 1-iodo- 18.91 3.2 ng 438848 4 17.10 2740320 20.0
Ethanol, 2-(hexad... 20.99 3.2 ng 495444 5 21.29 3102930 20.0
Pentadecane, 8-he... 22.32 3.4 ng 531622 5 21.29 3102930 20.0
Octadecane 22.83 3.1 ng 517556 6 23.54 3321950 20.0
Pentacosane 23.40 3.2 ng 532561 6 23.54 3321950 20.0
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