LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA 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 2.210 18 21 29 rvB 49332 76637 2.02% 0.218%
2 5.128 512 517 522 rVB 33551 41674 1.10% 0.119%
3 5.528 580 585 588 rBY 2755882 2760354 72.78% 7.864%
4 6.528 749 755 758 rBY 2836734 2869080 75.65% 8.174%
5 6.669 774 779 782 rBVY 3217441 3032922 79.97% 8.641%
6 6.898 814 818 821 rBV 979153 776429 20.47% 2.212%
7 7.057 840 845 848 rBVY 2724663 2415934 63.70% 6.883%
8 7.451 907 912 916 rBVY 1812293 1891009 49.86% 5.388%
9 8.175 1031 1035 1039 rBV 1055879 990976 26.13% 2.823%
10 9.251 1213 1218 1222 rBVY 3784998 3556626 93.77% 10.133%

11 9.639 1280 1284 1289 rBV 471181 390698 10.30% 1.113%
12 9.933 1329 1334 1340 rVB 1411320 1236442 32.60% 3.523%
13 10.721 1463 1468 1481 rBV 2469211 2448017 64.54% 6.974%
14 11.416 1582 1586 1590 rBV 1542074 1367008 36.04% 3.895%
15 11.945 1666 1676 1686 rBV 603955 908980 23.97% 2.590%

16 12.627 1789 1792 1794 rBV2 60903 71836 1.89% 0.205%
17 12.727 1804 1809 1822 rVB 964812 1359996 35.86% 3.875%
18 12.951 1841 1847 1848 rBV2 62980 113848 3.00% 0.324%
19 13.004 1851 1856 1859 rVB 4166076 3792811 100.00% 10.806%
20 13.233 1892 1895 1902 rBV 91299 100945 2.66% 0.288%

21 13.580 1951 1954 1957 rVB 133749 118426 3.12% 0.337%
22 13.909 2006 2010 2013 rBV 178265 156851 4.14% 0.447%
23 14.021 2025 2029 2031 rBv4 60003 95377 2.51% 0.272%
24 14.062 2032 2036 2039 rVB 1362370 1199275 31.62% 3.417%
25 14.233 2062 2065 2068 rBV 156129 133788 3.53% 0.381%

26 14.357 2080 2086 2102 rVB2 152660 423179 11.16% 1.206%
27 14.551 2116 2119 2124 rVB 181617 168100 4.43% 0.479%
28 14.868 2169 2173 2177 rVB 218656 228079 6.01% 0.650%
29 15.215 2227 2232 2237 rBV 250445 322104 8.49% 0.918%
30 15.292 2241 2245 2253 rVB3 71233 161884 4.27% 0.461%

31 15.562 2286 2291 2295 rBV 773631 1012450 26.69% 2.884%
32 15.604 2295 2298 2307 rVB 247744 336566 8.87% 0.959%
33 16.051 2369 2374 2380 rBV 202569 319608 8.43% 0.911%
34 16.568 2458 2462 2473 rVB 119950 221823 5.85% 0.632%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 35099732
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113917.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 78.12 ng 3032920 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 779 (6.669 min): BF113917.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IEEBEAREE SRS UL S
40.0 54.0 J 6.40 6.60 6.80 7.00
0 |.':8,1-.1...,':.1.1“?-?..-.,....,....,.... m/z 68.00 41.25%
m/z--> 40 60 80 100 120 140 160 180
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 33.74%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R A RAREEEEEEE S
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.77%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A AR AR
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.67%
74.0
5000 98.0 116.0
XSS PO | I T NN Y-SET10 S (O
m/z--> 40 60 80 100 120 140 160 180 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 : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.94 13.30 ng 908980 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1675 (11.939 min): BF113917.D (-1666) (-) m/z 73.00 100.00%

73.0
43.0
5000

213.1 e e
157.0 185.1 11.60 11.80 12.00 12.20

0 m/z 60.00 79.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T LRI L L B L BN |
83.0 11. 60 1180 1200 12.20
- 0
Jﬂ 1570 1g50 2130 2560 m/z 43.00 73.47%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
T T T ]
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 62.11%
171.0
97.0 214.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid i ma s B ——
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.00 58.26%
5000 129.0
185.0 228.0
97.0
L TR | ase
e L L L e =TI et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.73 19.90 ng 1360000 Phenanthrene-d10 11.42
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1809 (12.727 min): BF113917.D (-1804) (-) m/z 73.00 100.00%
a0 3°
5000 129.0
97.1 185.1 241.2
157.0 213.1 284.2 12.40 12.60 12.80 13.00
0 m/z 43.05 78.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 AR AR AR ARRE
12. 40 12. 60 12. 80 13.00
m/z 60.00 73.59%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
430 73.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r

12.40 12.60 12.80 13.00
5000 256.0 m/z 57.00 67.43%

213.0

157.0 185.0

%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R e e e

73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 57.81%
5000 129.0
185.0 228.0
97.0
d de AL 157.0

L e ST SR M i A S ST U M T e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 12
R.T. EstConc Area Relative to ISTD R.T.
13.91 2.62 ng 156851 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane 282 C20H42 000112-95-8 94
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2010 (13.909 min): BF113917.D (-2006) (-) m/z 57.00 100.00%
5%.0
85.1
5000
113.1 13.60 13.80 14.00 14.20
141 1 183 1
ol ‘.' 1] L2202 2821 m/z 71.05 83.47%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 U SR S DU
Bmmmmmmm
m/z 85.10 60.50%
. Z%O | jl]F1?0}4}01690197022502530 295.0323.0  367.0
m/z--> 50 160 1éo 260 250 360 3éo
Abundance #129492: Eicosane
57.0
13.60 13.80 14.00 14.20
5000 m/z 43.10 58.78%
85.0
29.0
o ‘ | ‘Pwmmm%mmnm%m%m
m/z--> 160 1éo 200 250 300 3éo
Abundance #185535: Heptadecane, 9-octyl- e A RERREEEES
57.0 13.60 13.80 14.00 14.20
m/z 55.00 23.33%
5000 85.0
0 L\ “ [ s 9‘141 0169.0197.0 2320267.0204.0323.0 352.0
m/z--> 5'0 1(')0 150 2(')0 250 300 3&'30 13 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 Docosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.23 2.23 ng 133788 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2064 (14.227 min): BF113917.D (-2062) (-) m/z 57.05 100.00%
57.0
5000
DL e 1400 1420 1440 1460
0 it 219 2810 m/z 71.10 83.16%
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
5000 LR BRI SURBLLS B B
mmmmmmmm
99.0 m/z 43.00 62.43%
. ano| || ), 2420 1830 2250 2670 310.0
m/z--> 50 160 1%0 200 2éo 360 3éo '
Abundance #209566: Octacosane
57.0
"' 14:00 1420 14.40 14.60
5000 m/z 85.05 55.45Y%
99.0
0 27,00 | | | | 14 0 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 3éo '
Abundance #141426: Heneicosane SIS
57.0 14.00 14.20 14.40 14.60
m/z 41.00 23.44Y%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 2éo 360 3éo ' 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 : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Concentration Rank 5

Peak Number 7 Tetracosane

14 .36 7.06 ng
Hit# of 5

1 Tetracosane

2 2-methvloctacosane
3 Octacosane

4 Hexacosane

R.T. EstConc Area Relative to ISTD R.T.
423179 Chrysene-di12 14.06
Tentative ID MW  MolForm CAS# Qual
338 C24H50 000646-31-1 91
408 C29H60 1000376-72-8 91
394 C28H58 000630-02-4 91
366 C26H54 000630-01-3 91
422 C30H62 000638-68-6 91

5 Triacontane

Abundance Scan 2087 (14.362 min): BF113917.D (-2080) (-) m/z 57.00 100.00%
57.0
5000
14.00 14.20 14.40 14.60
| 82.0211.1 2531
ol .l nt 2830 303 "m/z 71.05 86.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0
5000 LA L L L L L L
14.00 14.20 14.40 14.60
99.0 m/z 85.05 67.10%
ozl LY ) #1010 mso 280
=y Al T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
R A B R
14.00 14.20 14.40 14.60
5000 m/z 43.10 61.43%
99.0
01280 J ULy 1410 1830 2250 267.0 309.0  365.0304.0
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane R
57.0 14.00 14.20 14.40 14.60
m/z 99.05 23.12%
5000
99.0
o 2710} “ | ﬂ J }41 -0 1830 2250 2810  337.0  394.0
...,.... e T L B R i
m/z--> 50 100 150 200 250 300 350 400 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 : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 Hexadecane, 5-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.55 2.80 ng 168100 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2119 (14.551 min): BF113917.D (-2116) (-) m/z 57.00 100.00%
57.0
85.0
5000
13.1 490 1440 1460 1480
141 0169 1197 1 14.20 14.40 14.60 14.80
ol ]1 il 1225125312819 m/z 71.10 86.29%
m/z--> 50 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl-
43.0
71.0
5000 AL UM UL B
14.20 14.40 14.60 14.80
126.0 025 m/z 43.05 62 .04%
o | | 15501830 | 253.0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 14.20 14.40 14.60 14.80
5000 ' m/z 85.05 60.17%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L LA LB L N LB N B
57.0 14.20 14.40 14.60 14.80
m/z 41.10 22 .40%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
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 : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .87 4_.51 ng 228079 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2173 (14.868 min): BF113917.D (-2169) (-) m/z 57.00 100.00%
57.0
5000
%0 1460 14.80 15.00 15.20
141.0 197.1 . . . .
ol 1 .U|, Ly 2 (2831 2981 8980 0 nzz 71.05  76.73%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LR B UL UL B
14.60 14.80 15.00 15.20
99.0 m/z 85.05 58.23%
o2l LU | J 10 gm0 pmo g0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
1460 14.80 15.00 15.20
5000 m/z 43.00 54_.82%
99.0
0280 ].iAL UJJ‘%4}Ol 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane AR EEEEE RS
57.0 14.60 14.80 15.00 15.20
m/z 99.05 19.44%
5000
. 2qo¢ [ Q?OJ 1410 1830 2250 268.0
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 : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.22 6.36 ng 322104 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 2233 (15.221 min): BF113917.D (-2227) (-) m/z 57.00 100.00%
5%.0
85.0
5000
| | | | 111? 0 1411 160.1 197.0  239.1 268.0 295.1 ” -1:5.0-0- -1:5.2-0- -1:5.4-0- Ilé'éol |
Obrrrprrrehr el el e bt e e T m/z 71.05 84.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57.0
5000 85.0 LR SULRILE SR UL R

15.00 15.20 15.40 15.60
m/z 85.05 64.18%

29.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57.0
L e e S
15.00 15.20 15.40 15.60
5000 m/z 43.05 52.88%
85.0
29.0
o L4 |y 301410 169.0 197.0 226.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane N B B !
57.0 15.00 15.20 15.40 15.60
m/z 99.00 22.72%
85.0
5000
29.0 113.0
. U T 1410 169.0 197.0 2250 2530 296.0
e e e e e e e e R AR R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60

8270-BF042219.M Thu Apr 25 16:20:24 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 11 Tridecane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.29 3.20 ng 161884 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 72
2 Heptadecane 240 C17H36 000629-78-7 64
3 Hexadecane 226 C16H34 000544-76-3 60
4 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 59
5 Hexacosane 366 C26H54 000630-01-3 59

Abundance Scan 2245 (15.292 min): BF113917.D (-2241) (-) m/z 57.10 100.00%

51.1

85.0

5000
113.0 L
154.0 1919 2250 2590 341.0 15.00 15.20 15.40 15.60
o 1 m/z 71.00 80.00%
m/z--> 50 100 150 200 250 300
Abundance #59890: Tridecane, 3-methyl-
57.0
5000 LA L L L L L LB
29.0 15.00 15.20 15.40 15.60
: 85.0 m/z 85.05 71.36%
o J | | | 113014001690 198
O L e I B = — T
m/z--> 50 100 150 200 250 300
Abundance #94344: Heptadecane
57.0
T T T
15.00 15.20 15.40 15.60
5000 85.0 m/z 43.00 54 _.26%
29.0
L ‘ I 0‘141 0169.0197.0 2400
i e e e e e T I A B e e B e o e B o e o NN e
m/z--> 50 100 150 200 250 300
Abundance #83028: Hexadecane I AEEREE TS
57.0 15.00 15.20 15.40 15.60
m/z 99.05 29.09%
5000 85.0
0 29.0 i Jlli% 0‘141 0169.0197.0 226 0
— e =t BN R RN AR R S
m/z--> 50 100 150 200 250 300 15.00 15.20 15.40 15.60

8270-BF042219.M Thu Apr 25 16:20:25 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 12 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.05 6.31 ng 319608 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 Heptacosane 380 C27H56 000593-49-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2374 (16.051 min): BF113917.D (-2369) (-) m/z 57.00 100.00%
57.0
T s 100 157 Tha
41.1 197 1 : : : :
ol bl 2 L2 2.2 0 w/z 71.10  81.07%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 L SN SIS SURBURN B
15.80 16.00 16.20 16.40
99.0 m/z 85.05 59.85%
02m|]]ﬂd“m1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
" 15.80 16.00 16,20 16.40
5000 m/z 43.05 57 .09%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane I a BREmEEES
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.42%
o A\MJLW
.0
OZH‘JJQ‘QW1%OQM2mom% 380.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042319\
Data File : BF113917.D

Aca On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample : K2532-07

Misc :

ALS Vial : 3 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 13 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.57 4.38 ng 221823 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2462 (16.568 min): BF113917.D (-2458) (-) m/z 57.10 100.00%
57.1
1 16120 16,40 16.60 1680
40.0169.0 ) : : : :
oL L) .'ll LAQOPr., 2230 (28L0 sl 0 “nm/z 71.05  80.73%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 AR R AR AR B
16.20 16.40 16.60 16.80
\ 99.0 m/z 85.10 58.61%
410
ol LU a4 | 240 a0 pmo a0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
16.20 16.40 16.60 16.80
5000 m/z 43.00 56.12%
99.0
OmQJJ H Mm:m02%0%m:mo 365.0394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane L B o e
57.0 16.20 16.40 16.60 16.80
m/z 55.05 20.33%
e LV"/MJ\A}W\ANM
99.0
o 2110 “ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> 50 100 150 2& 250 300 350 ' 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042319\
Data File : BF113917.D

Acq On : 23 Apr 2019 13:54

Operator : JU/SJ

Sample - K2532-07

Misc :

ALS Vial : 3 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 78.1 ng 3032920 1 6.90 776429 20.0
n-Hexadecanoic acid 11.94 13.3 ng 908980 4 11.42 1367010 20.0
Octadecanoic acid 12.73 19.9 ng 1360000 4 11.42 1367010 20.0
Hexacosane 13.91 2.6 ng 156851 5 14.06 1199280 20.0
Docosane 14.23 2.2 ng 133788 5 14.06 1199280 20.0
Tetracosane 14.36 7.1 ng 423179 5 14.06 1199280 20.0
Hexadecane, 5-butyl- 14.55 2.8 ng 168100 5 14.06 1199280 20.0
Eicosane 14.87 4.5 ng 228079 6 15.57 1012450 20.0
Nonadecane 15.22 6.4 ng 322104 6 15.57 1012450 20.0
Tridecane, 3-methyl- 15.29 3.2 ng 161884 6 15.57 1012450 20.0
Heptacosane 16.05 6.3 ng 319608 6 15.57 1012450 20.0
2-methyloctacosane 16 .57 4.4 ng 221823 6 15.57 1012450 20.0
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