LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 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-BF011619.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 5.069 499 507 515 rBV 225397 287603 3.67% 0.531%
2 5.487 574 578 592 rBVY 4758703 4494219 57.37% 8.298%
3 6.498 745 750 753 rBVY 4786469 4787161 61.11% 8.839%
4 6.628 768 772 775 rBVY 5482244 5044728 64.40% 9.314%
5 6.851 806 810 817 rBVY 1294023 1053153 13.44% 1.945%
6 7.010 833 837 840 rBVY 4763880 3996699 51.02% 7.379%
7 7.410 901 905 909 rBVY 2980341 3094028 39.50% 5.713%
8 8.134 1024 1028 1045 rBVvV 1559987 1365446 17.43% 2.521%
9 9.210 1206 1211 1214 rBV 7115842 6354860 81.13% 11.733%
10 9.598 1273 1277 1282 rBV 427186 353431 4_.51% 0.653%

11 9.886 1322 1326 1336 rVB2 1771488 1625248 20.75% 3.001%
12 10.680 1457 1461 1474 rBV 4620752 4383213 55.96% 8.093%
13 11.375 1575 1579 1591 rBV 2139656 1833830 23.41% 3.386%
14 11.898 1664 1668 1672 rBV 296206 283438 3.62% 0.523%
15 12.963 1844 1849 1852 rBV 8144993 7833218 100.00% 14.463%

16 13.527 1939 1945 1947 rBV2 69220 78480 1.00% 0.145%
17 13.845 1996 1999 2009 rBV 521876 662235 8.45% 1.223%
18 14.016 2024 2028 2032 rBV 2214641 1989784 25.40% 3.674%
19 14.168 2051 2054 2061 rVB 163787 162767 2.08% 0.301%
20 14.474 2102 2106 2113 rVB 221891 245038 3.13% 0.452%

21 14.780 2155 2158 2162 rVB 261415 241518 3.08% 0.446%
22 14.857 2167 2171 2175 rVV 810466 773040 9.87% 1.427%
23 15.115 2211 2215 2221 rBV 272929 329867 4.21% 0.609%
24 15.492 2273 2279 2285 rBV 1576905 2184309 27.89% 4_.033%
25 15.927 2349 2353 2359 rVB 221334 318205 4._.06% 0.588%

26 16.433 2434 2439 2448 rVB2 144565 257619 3.29% 0.476%
27 17.027 2535 2540 2546 rVB3 63466 127065 1.62% 0.235%

Sum of corrected areas: 54160202
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF112199.D
8000000

6000000 6.63

5.49 6.50 7.01

4000000

2000000
6.85

5.07 L

. WIS

I I T T
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: BF112199.D
8000000 12,96

9.21

6000000

10.68

4000000

11.37
2000000 9.89

9.60 11.90

.

r—"- - - e e 04 -

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: BF112199.D
8000000

6000000

4000000

14.02
2000000 15.49

14.86

13.84 14.17 14.47 14 15.12 15.93 16.43 17.03

13.53

j I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 5.46 ng 287603 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 507 (5.069 min): BF112199.D (-499) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 | 4.80 500 5.20 5.40
o) Y ¥ FORESSCEY | RS ST S m/z 59.10 55.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 21.31%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.00 14 _.75%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime i R ma
43.0 4.80 500 5.20 5.40
m/z 41.00 9.47%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 2 unknown6.63 Concentration Rank 1

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

6.63 95.80 ng 5044730 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF112199.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 WL e J 520 oM Gbo 680 700
01 B e e m/z 68.05 40.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0 SRS RARE SRS RS N

620 6.40 6.60 6.80 7.00
m/z 134.00 32.78%

0 ' S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.05 26.12%
104.0
66.0
ettt
m/z--> 20 40 60 80 100 120 140 160 180 l
Abundance #52379: Tranylcypromine-propionyl e EREREE REmmE T S
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.68%
74.0
116.0
5000 98.0
L1l ‘h W H“ ‘ . i 158.0 189.0
0...,...w....,..”,....,.”., MMM e R TS
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.09 ng 283438 Phenanthrene-d10 11.37
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1668 (11.898 min): BF112199.D (-1664) (-) m/z 72.95 100.00%
43.0 730
5000 1291
97.1 213.2 RSO .S eE e
o 112 256.2 11.60 11.80 12.00 12.20
0 ’ m/z 43.05 85.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 U DR SR BN SR

T T T T
11.60 11.80 12.00 12.20

83.0 -
157.0 g5 2130 256.0 m/z 60.00 81.65%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0 L
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 41.05 69.39%
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R BB R et
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.05 67.36%
5000 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.85 6.66 ng 662235 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 94

Abundance Scan 2000 (13.851 min): BF112199.D (-1996) (-) m/z 57.05 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 43.05 86.26%

) 139.1 168.2 195.2 222.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55,0 83.0

.

13.I60 13.I8O 14.IOO 14!20
m/z 83.10 73.28%

5000

29.0

o 167.0 196.0 238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
55,

:

13.60 13.80 14.00 14.20
m/z 55.10 70.65%

5000
29.0
o 1390 1680 1060  238.0 266.0
S RAREARIEEAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester i B SR
43.0 13.60 13.80 14.00 14.20
69.0 m/z 97.10 65.56%
5000
125.0
o 153.0 196.0 224.0

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Tricosane Concentration Rank 9

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

14 .47 2.46 ng 245038 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tricosane 324 C23H48 000638-67-5 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2105 (14.468 min): BF112199.D (-2102) (-) m/z 57.10 100.00%

57.1
85.1
5000
113.1 324.1 14.20 14.40 14.60 14.80
141.2169.1  215.2 .
ol \ , .-I.-A.J.lli LalpntOdi o2s. 2t 1 m/z 71.10 73.72%
m/z--> 50 100 150 200 250 300 350
Abundance #164577: Tricosane
57.0
5000 85.0 L B B UL UL

14.20 14.40 14.60 14.80
m/z 43.10 69.58%

29.0 113.0 324.0
| ] y ] I ﬁ41016901970225025302810 |
ol b b |00 028800810
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R e
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 57.75%
29.0 .
L0 i || | [M30141.0160.0197.0225.0253.0 295.0323.0  367.0
— A e
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane R B e o o e
57.0 14.20 14.40 14.60 14.80
m/z 55.00 29.38%
85.0
5000
113.0 1410
o200l | | | J ¥ ‘1690197022502530281030903380
B B e L ) S A B e e w R mE e BREAS B
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Heneicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.78 2.21 ng 241518 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 2158 (14.780 min): BF112199.D (-2155) (-) m/z 57.10 100.00%

57.1
85.1
5000
14.40 14.60 14.80 1500
15511831
ol I , ”1.1.'. i 22222833 2952 m/z 71.10 75.19%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LN B B BRI R

14.40 14.60 14.80 15.00
m/z 43.10 65.79%

29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
e ~ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R e e
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 55.98%
29.0
o1 j . ‘jﬂﬁl 14}01690197022502530 205.0323.0  367.0
e i R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane A B S
57.0 14.40 14.60 14.80 15.00
m/z 55.10 24.35%
5000 85.0
29.0
ol w ﬂ1301410169019702250 268.0
T e e S B an o e R e e
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .86 7.08 ng 773040 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 2172 (14.863 min): BF112199.D (-2167) (-) m/z 69.10 100.00%
69.1
5000 -A_A
P P
07. 14.60 14.80 15.00 15.20
oL, ?g.l-o,-l.' 4 ]1' .'. M2l 2311 2732 | SA18 4104 n7o77g1 10 51.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LA AR AR UM IR
14,60 14.80 15.00 15.20
3 o m/z 41.10 22 .20%
0 29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215930: Squalene
69.0
14,60 14.80 15.00 1520
5000 m/z 95.10 12 _.89%
0 | }07 0“13,7? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L e e
69.0 14.60 14.80 15.00 15.20
m/z 68.05 12 _.36%
5000
rll
0 -“- ‘-‘ N"-‘ ‘-”- LU “ :t- I T :!-92|0- 2-3-1-0| -27-3-0- |3:!-5-0- T T -38-4.-0| T S e B B
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.12 3.02 ng 329867 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2216 (15.121 min): BF112199.D (-2211) (-) m/z 57.10 100.00%
57.1
5000
o 14.80 15.00 15.20 1540
g1l 183 2 : : : :
I “ L 222 26622052 812 | Tnyz 71.10 76.13%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 L B SR UL B
14.80 15.00 15.20 15.40
m/z 43.10 59.90%
0 239.0
0 LRy 0, 183.0 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 55.42%
99.0
o 270) | | | &l.l.}4%0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A N B aEa B
57.0 14.80 15.00 15.20 15.40
m/z 41.10 22 .49%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.91 ng 318205 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2353 (15.927 min): BF112199.D (-2349) (-) m/z 57.10 100.00%
57.1
\ %80 1411 15,60 15.80 16.00 16.20
Y l| L o J831 2252 2640 30923410 | nsr 7110 77.39%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 L UL SRR SR SURRS
15. 60 15. 80 16. oo 16.20
99.0 m/z 85.10 59.33%
ol 1, j y l|.|.941° 183.0 2250 267.0 3090  367.0
m/z--> 55 100 1éo 200 2éo 360 3éo
Abundance #202661: Heptacosane
57.0
15,60 15.80 16.00 16.20
5000 m/z 43.10 58.83%
99.0
o 27,0{ j ] &l.l.}4%0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance #141426: Heneicosane R AEmEEEE L
57.0 15.60 15.80 16.00 16.20
m/z 55.10 25.49Y%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 55 100 150 260 250 360 3éo 1560 1580 1600 1620 '

8270-BF011619.M Thu Jan 24 01:25:36 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112199.D

Aca On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.36 ng 257619 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2438 (16.427 min): BF112199.D (-2434) (-) m/z 57.10 100.00%
IR BRI DU BN B
151.0183 1 16.20 16.40 16.60 16.80
0 210 | 2650 m/z 71.10  74.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LR UL SRR B U
mmmmmmmm
99.0 m/z 43.10 63.78%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 2%0 360 3éo 460
Abundance #215181: 2-methyloctacosane
57.0
" 16,20 16.40 16.60 16.80
5000 m/z 85.10 52.08%
99.0
0260 | Il | ) 2410 1830 2250 267.0 3090 3650
m/z--> 50 160 1éo 260 2%0 360 3éo 460
Abundance #185533: Pentacosane A AR
57.0 16.20 16.40 16.60 16.80
m/z 99.05 25.28%
5000
99.0
0260 | | | }#10 1830 2250 267.0 3090 352.0
m/z--> % ﬁo @ 2& %o ﬁ 3% ﬁo mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012319\
Data File : BF112199.D

Acq On : 23 Jan 2019 14:02

Operator : JU/SJ

Sample : K1220-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619._.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]
2-Pentanone, 4-hy... 5.07 5.5 ng 287603 1 6.85 1053150 20.0
unknown6.63 6.63 95.8 ng 5044730 1 6.85 1053150 20.0
n-Hexadecanoic acid 11.90 3.1 ng 283438 4 11.37 1833830 20.0
1-Heneicosanol 13.85 6.7 ng 662235 5 14.02 1989780 20.0
Tricosane 14 .47 2.5 ng 245038 5 14.02 1989780 20.0
Heneicosane 14.78 2.2 ng 241518 6 15.49 2184310 20.0
Supraene 14.86 7.1 ng 773040 6 15.49 2184310 20.0
Heptadecane, 9-oc... 15.12 3.0 ng 329867 6 15.49 2184310 20.0
Hexacosane 15.93 2.9 ng 318205 6 15.49 2184310 20.0
Triacontane 16.43 2.4 ng 257619 6 15.49 2184310 20.0
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