LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

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 P\METHODS\8270-BP121919.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 5.605 593 598 609 rVB 169396 279419 14.29% 1.717%
2 6.205 694 700 715 rBVY 1110024 1397522 71.48% 8.585%
3 7.752 955 963 973 rBVY 1127653 1586110 81.12% 9.744%
4 7.928 986 993 1003 rVB 1308791 1554584 79.51% 9.550%
5 8.281 1048 1053 1065 rBV 331999 382951 19.59% 2.353%
6 8.522 1088 1094 1099 rBV 979513 1189210 60.82% 7.306%
7 9.163 1196 1203 1208 rBV 729463 992368 50.75% 6.096%
8 10.316 1389 1399 1408 rBV 395096 480190 24.56% 2.950%
9 12.098 1694 1702 1706 rBV 1539909 1893611 96.85% 11.633%
10 12.763 1809 1815 1821 rBvV 63716 72536 3.71% 0.446%

11 13.181 1878 1886 1892 rBV 473873 600505 30.71% 3.689%
12 14.475 2098 2106 2130 rBV 1181616 1448661 74.09% 8.900%
13 15.575 2285 2293 2298 rBV 527361 635232 32.49% 3.902%
14 16.469 2441 2445 2459 rBvV 81974 110614 5.66% 0.680%
15 17.869 2676 2683 2686 rBV 1698815 1955216 100.00% 12.012%

16 18.233 2740 2745 2755 rBV2 15377 23581 1.21% 0.145%
17 18.680 2817 2821 2824 rBV 20879 22396 1.15% 0.138%
18 19.110 2888 2894 2908 rBV4 88916 220224 11.26% 1.353%
19 19.222 2908 2913 2917 rVB 438930 477446 24.42% 2.933%

20 19.516 2958 2963 2967 rVB 46216 51384 2.63% 0.316%
21 19.904 3025 3029 3033 rVB 63037 66816 3.42% 0.410%
22 20.280 3088 3093 3099 rVB 79129 94800 4._.85% 0.582%
23 20.669 3155 3159 3165 rBvV 77093 95176 4.87% 0.585%

24 20.992 3208 3214 3219 rVB 297468 404293 20.68% 2.484%
25 21.104 3228 3233 3243 rBV 70596 102707 5.25% 0.631%

26 21.592 3311 3316 3323 rBV 51259 85992 4._.40% 0.528%
27 22.163 3407 3413 3420 rVB 29140 54261 2.78% 0.333%
Sum of corrected areas: 16277805
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator : JU

Sample : K6396-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.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: BP001390.D

1500000
7.93

6.20 7.75

1000000 8.52

500000
8.28

5.60

I
7.50

I [ I
8.00 8.50 9.00

M fllii l B éE LI i

T T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BP001390.D

12.10
1500000

14.47

1000000

15.57

13.18
500000 10.32

12.76 16.47

‘- 7T—1Trr—r—7Tr—rrrrtT T T T T T

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001390.D
17,87

1500000

1000000

500000 19.22
20.99

195p 10.90 2028 2067 [PL10 2159 .
18.23 18.68 . \ A \ 159 2216

L o e e e S A e R R e e R

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 3

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

5.60 14.59 ng 279419 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 597 (5.599 min): BP001390.D (-593) (-) m/z 43.00 100.00%
43.0
5000
e 550 540 560 550 6.0
o,....,....',l..l.“.“,?..?o‘??..,?V.? 241.2389.6436.8 80225454 'm/z 59.00 56.70%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SR R

520 5.40 5.60 5.80 6.00
m/z 100.95  20.10%

101.0
o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43.0
T
5.20 5.40 5.60 5.80 6.00
5000 m/z 58.00 13.81%
101.0
ottt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4076: Morpholine, 4-methyl- T T
43.0 520 540 560 580 600

m/z 41.05 9.03%

5000
101.0 /A
TN

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.93 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.93 81.19 ng 1554580 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 993 (7.928 min): BP001390.D (-986) (-) m/z 132.00 100.00%
13%.0
5000 680

7.60 7.80 8.00 8.20

obdgli b L2092 2003267367 8008 745094037544 1177 6s.00  48.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 |||||A||||||||||||||||

7.60 7.80 8.00 8.20
m/z 65.95 39.64%

0..“‘[

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
 EA e e
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.42%
69.0
ok hﬂ[.ﬁh. T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl  EAm T e R
57.0 132.0 7.60 7.80 8.00 8.20
m/z 69.05 23.41%
5000
P L SR S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 9
R.T. EstConc Area Relative to ISTD R.T.
16.47 3.48 ng 110614 Phenanthrene-d10 15.57
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2445 (16.469 min): BP001390.D (-2441) (-) m/z 72.95 100.00%

5000

213.2 R N EARE LSRR
256.1 16.20 16.40 16.60 16.80

0 329.7 374.1 420.9464.7 529.4 m/z 43.05 91.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

5000
16.20 16.40 16.60 16.80

m/z 59.95 84 .50%

171.0213.0256.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0

16.20 16.40 16.60 16.80
m/z 41.10 80.09%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455: Tetradecanoic acid

73.0 16.20 16.40 16.60 16.80
m/z 55.00 77.07%
5000 129.0
185.0
228.0

04

m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.11 9.23 ng 220224 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Octacosvl acetate 452 C30H6002 018206-97-8 95
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 93
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 2894 (19.110 min): BP001390.D (-2888) (-) m/z 56.95 100.00%
57.0
5000
11.1
18.80 19.00 19.20 19.40
ol AL J'.i.1~.5,f‘.'?. (2210 2811 3503 = 4453 50175444 n;o7 43 05 86.26%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
54.0
97.0
5000
18.80 19.00 19.20 19.40
m/z 55.05 63.38%
o1 113?91810 308.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
43.9 97.0
18.80 10.00 19,20 19.40
5000 m/z 41.05 53.63%
39.0
ol i J | ,181.0  250.0292.0334.0 392.0437.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R R e
57.0 18.80 19.00 19.20 19.40
m/z 71.10 51.75%
5000
TLO
0}9&.,....,l.l%ﬁf?%?i?..?qu.. e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 12
R.T. EstConc Area Relative to ISTD R.T.
19.52 2.15 ng 51384 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 95
3 Tricosane 324 C23H48 000638-67-5 94
4 Hexacosane 366 C26H54 000630-01-3 94
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 94

Abundance Scan 2964 (19.522 min): BP001390.D (-2958) (-) m/z 57.05 100.00%

5000
T 1411 2170 L4190 19.20 19.40 19.60 19.80
o . 354.7 432.3 505.0547.8 m/z 43.05 72_.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153223: Docosane
57.0
5000 LA L L L L L L LB L |
19.20 19.40 19.60 19.80
9.0 m/z 71.00 68.52%
o L 10100 2390 100
L B e B I LA i o e e B e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
19.20 19.40 19.60 19.80
5000 m/z 85.05 47 . 71%

9.0
]h ;1410 21009530 3090 3660

(O o B L o e LA A B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane
57.0 19.20 19.40 19.60 19.80
m/z 41.00 26.48%
5000
9.0 324.0
S L] 1r0es0zs 02670
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 20 19.40 109. 60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.90 2.80 ng 66816 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexadecane. 6.11-dipentvl- 366 C26H54 015874-03-0 90
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 90
Abundance Scan 3028 (19.898 min): BP001390.D (-3025) (-) m/z 57.05 100.00%
57.0
5000

19.60 19.80 20.00 20.20

131
131 169.2 225.2 2821 35514043 47485231

L i m/z 43.05 68.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5000 LN L L L L L L L LB

19 60 19.80 20.00 20.20
m/z 71.05 52.61%

169.0 225.0 281.0 365.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
19.60 19.80 20.00 20.20
5000 m/z 85.05 43.75%

113.0 169.0 225.0 281.0 337.0 394.0

IR R § BN RS A T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57.0 19.60 19.80 20.00 20.20
m/z 41.00 25.35%
5000
130 169.0

ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 R A sl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 19 60 19. 80 20 00 20. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heptadecane, 9-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.28 4.69 ng 94800 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
4 Heneicosane 296 C21H44 000629-94-7 92
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3093 (20.280 min): BP001390.D (-3088) (-) m/z 57.10 100.00%

51.1

5000 L//

9.0 L e S A Eman
1411 1977 20.00 20.20 20.40 20.60
oL d 4 J, Lot 97 2239.12805323.1 3980 4560 50415495 77 43.10  69.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43.0
5000 50 LA L L L L L LB
' 20 00 20. 20 20. 40 20 60
m/z 71.10 61.55%
127.0169 02200
o |75/ Y169.0 1 267.0 323.0
i e o R e R R e R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
20.00 20.20 20.40 20.60
5000 m/z 85.10 45 _.34%
90 1540
ol d i dy . ~"17197.0239.0281.0
B B e o e e T I I i o o o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43.0 20.00 20.20 20.40 20.60
m/z 41.05 29.18%
5000 5.0
196.0
ol d 20| 1239.02800
B B e o e o I e o o o R R EERERE LR R SRS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 00 20. 20 20. 40 20 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.67 4.71 ng 95176 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Docosane 310 C22H46 000629-97-0 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentacosane. 13-undecvl- 507 C36H74 055517-89-0 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 3159 (20.669 min): BP001390.D (-3155) (-) m/z 57.05 100.00%
5%.0
5000
o1 ' 20.40 20.60 20.80 21.00
141.1 : : :
ob AL 30T 1971 2672 3234 377.0 420747395209 /7 43 05 71.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane
57.0
5000 IR BRI AR

20 40 20. 60 20 80 21. OO
m/z 71.10 63.91%

9.0
ohag L1 0imoms0 2o
L B L L o e o e B e R S Rmma
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153223: Docosane
57.0
20.40 20.60 20.80 21.00
5000 m/z 85.10 41.74%
9.0
om0 230100
0,”..“..w..”,.”.‘”....” R AR EE s E s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
7.0 20.40 20.60 20.80 21.00
m/z 55.05 26.77%
5000
9.0
o | [],14101830 2390%g1 o323
RS RS e LS - T R N RAREERE R m e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20 80 21. 00

8270-BP121919.M Tue Jan 07 07:31:15 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.10 5.08 ng 102707 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Docosane. 11-decvl- 451 C32H66 055401-55-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3232 (21.098 min): BP001390.D (-3228) (-) m/z 57.10 100.00%
57.1
5000
0.0 20,80 21.00 2120 21.40
141.2 : : : :
ob kbl AL 812,1073 2532 335238034266 4781 S3L6 | 7y 4310 72.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
5000 USRS DR AR
mmmmmmmm
m/z 71.10 61.04%
9.0 69.0
Olad L1, ] 248.0
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance #227195: Docosane, 11-decyl-
57.0
20.80 21.00 21.20 21.40
5000 m/z 85.10 46 .47%
9.0 309.0
oLl L1 141-0183.0225.0067.0% " 351.0393.0
m/z--> 6 55 160 1%0 200 250 300 350 460 4éo 560 séo
Abundance #202662: Heptacosane R AR ER e
57.0 20.80 21.00 21.20 21.40
m/z 41.05 27.08%
5000
0 0 1 141.0183. 0225 0267.0 323.0 380.0
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo 2080 2100 2120 2140

8270-BP121919.M Tue Jan 07 07:31:16 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Hexacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.59 4.25 ng 85992 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3316 (21.592 min): BP001390.D (-3311) (-) m/z 57.05 100.00%
57.0
e Nw*v_"vﬂvu~}\vr«»\*uﬂﬂv\
| 2.0 21.20 21.40 21.60 21.80 22.00
140.9 : : : : :
Ob A LA AL 31 0183.1224.2267.0300.2354.9  429.1 47938253 | "7, 43.10  67.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
5000 A U DR SRR BN
21'20 21.40 21.60 21.80 22.00
9.0 m/z 71.05 62 .84%
0 HMM%mmmm%wo3mo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57.0
21.20 21.40 21.60 21.80 22.00
5000 m/z 85.05 42 .55%
.0
ob 1410~ 21002530 3090 366.0
mze> 80 100 180 20 20 30 30 4% 40 5% 550
Abundance #209566: Octacosane T T
21.20 21.40 21.60 21.80 22.00
m/z 55.00 25.48%
- W
| 141.0183.0225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21120 2140 21.60 21.80 22.00

8270-BP121919.M Tue Jan 07 07:31:16 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122419\
Data File : BP001390.D

Aca On : 24 Dec 2019 17:04

Operator :© JU

Sample : K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heneicosane, 11-decyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.16 2.68 ng 54261 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
Abundance Scan 3413 (22.163 min): BP001390.D (-3407) (-) m/z 57.05 100.00%
571.0
LN SUNA SIS B
155.1 208.0 21.80 22.00 22.20 22.40
R .Ul, .J.J. b ookt 3051 42884727 SA98 sz 43.10  70.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 AUV B
21'80 22,00 22.20 22.40
Fgo 295.0 m/z 71.05 49.88%
REEX |, , 155.0197.0239.0 337.0 435.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194501: Docosane, 11-butyl-
43.0
21:80 22.00 22.20 22.40
5000 50 m/z 85.05 44 _62%
210.0
ol (1270 L2530 2000 3640
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane e B B MR S
21.80 22.00 22.20 22.40
m/z 55.00 27 .80%
- MWNJ\WMMW
o 169.0 2250 281.0 337.0 394.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 21'80 22,00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122419\
Data File : BP001390.D

Acq On : 24 Dec 2019 17:04

Operator : JU

Sample - K6396-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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... 5.60 14.6 ng 279419 1 8.28 382951 20.0
unknown7 .93 7.93 81.2 ng 1554580 1 8.28 382951 20.0
n-Hexadecanoic acid 16.47 3.5 ng 110614 4 15.57 635232 20.0
1-Docosene 19.11 9.2 ng 220224 5 19.22 477446 20.0
Docosane 19.52 2.1 ng 51384 5 19.22 477446 20.0
2-methyloctacosane 19.90 2.8 ng 66816 5 19.22 477446 20.0
Heptadecane, 9-he... 20.28 4.7 ng 94800 6 20.99 404293 20.0
Heneicosane 20.67 4.7 ng 95176 6 20.99 404293 20.0
2-Bromo dodecane 21.10 5.1 ng 102707 6 20.99 404293 20.0
Hexacosane 21.59 4.3 ng 85992 6 20.99 404293 20.0
Heneicosane, 11-d... 22.16 2.7 ng 54261 6 20.99 404293 20.0
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