LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 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-BM041519 .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 5.110 356 361 389 rBV 728872 1378695 19.79% 3.966%
2 6.693 625 630 652 rBV 371851 855363 12.28% 2.461%
3 7.028 681 687 714 rBVY 1672114 2831193 40.64% 8.145%
4 7.493 760 766 777 rBV 360106 606946 8.71% 1.746%
5 7.804 812 819 837 rBVY 1545277 2585362 37.12% 7.437%
6 8.669 959 966 984 rBV 857510 1899117 27.26% 5.463%
7 10.275 1227 1239 1260 rBV 295672 740992 10.64% 2.132%
8 12.763 1655 1662 1678 rBVY 2857010 4536069 65.12% 13.049%
9 13.657 1808 1814 1823 rBV 40437 87377 1.25% 0.251%
10 14.163 1891 1900 1911 rBV2 535417 933789 13.41% 2.686%

11 15.674 2150 2157 2174 rBV 2058292 3579560 51.39% 10.298%
12 16.927 2364 2370 2384 rBV2 615507 1093780 15.70% 3.147%
13 17.821 2516 2522 2530 rBV 338553 560343 8.04% 1.612%
14 19.115 2737 2742 2757 rBV 328230 593540 8.52% 1.707%
15 19.574 2814 2820 2832 rBV 5598972 6965779 100.00% 20.039%

16 20.833 3031 3034 3040 rVB5 54585 92535 1.33% 0.266%
17 21.145 3082 3087 3096 rBV 875116 1312000 18.83% 3.774%
18 21.268 3105 3108 3112 rVB 100132 97125 1.39% 0.279%

19 21.692 3176 3180 3183 rBV 195465 231396 3.32% 0.666%
20 22.133 3250 3255 3262 rBV 324653 435851 6.26% 1.254%

21 22.615 3332 3337 3343 rVB 422403 552753 7.94% 1.590%
22 23.150 3423 3428 3434 rVB 379207 606019 8.70% 1.743%
23 23.321 3452 3457 3471 rVB 613262 1341844 19.26% 3.860%
24 23.756 3526 3531 3538 rVB 309978 523868 7.52% 1.507%
25 24.456 3646 3650 3659 rVB 158005 319983 4_.59% 0.921%

Sum of corrected areas: 34761279
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On - 23 Apr 2019 22:08

Operator : JU/SJ

Sample . K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM041519 .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: BM020048.D
5000000
4000000
3000000
2000000

7.03 7.80

1000000 5.11 8.67
6.69 7.49 10.27

S e T L L L L S

T T T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020048.D

1957
5000000

4000000
3000000 12.76
15.67

2000000

1000000
14.16 16.93

17.82 19.12
13.66

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020048.D

5000000
4000000
3000000

2000000

1000000 2114

23.32
22.62 231
22.13 23.76
20,83 p1.27 2169 ] U\ A 24,46

N

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown7.03 Concentration Rank 1

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

7.03 93.29 ng 2831190 1,4-Dichlorobenzene-d4 7.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 687 (7.028 min): BM020048.D (-681) (-) m/z 132.00 100.00%
5000 68
40 54 % 6.60 6.80 7.00 7.20 7.40
0 & 118 207 m/z 68.10 49.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R R AL UL
6.60 6.80 7.00 7.20 7.40
70 m/z 66.00 34 .30%
31 44
0 P b, 88 116
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl-
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.11%
104
,, 39 5163 ‘
B A T Y il 2L T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 22 .23%
5000

63
15 2839 %2 J 77 % Wue |

m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.82 10.25 ng 560343 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 2522 (17.821 min): BM020048.D (-2516) (-) m/z 73.00 100.00%
7B
60
43
5000
129
85 g 115 213 R N SRR TR I
| 143157171185 199 | 597 256 17.60 17.80 18.00 18.20
0 — m/z 60.00 64.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
4 g0 73
5000{ 29 R AL U UL R
17. 60 17. 80 18. oo 18. 20
129 m/z 43.10 53.68%
85 256
o Ll 8 115 | 143157171185 199 %1% 227539
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78
43 "' 17,60 17.80 18.00 18.20
5000 m/z 41.05 49 .69%
129
185 228
115
1 A M\ o) e | 100 23 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid B BamERe e
60 78 17.60 17.80 18.00 18.20
43 m/z 55.05 48 .75%
129
5000 -

143 157 214

%

|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.12 9.05 ng 593540 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74
Abundance Scan 2743 (19.121 min): BM020048.D (-2737) (-) m/z 73.00 100.00%
>0 pvﬁ*ﬁkﬁvﬂvw,jk\~uﬁﬁﬁ~vﬁ,ﬂv
18.80 19.00 19.20 19.40
(o} m/z 60.00 72 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
48 57 7,
5000 R B B
18 80 19. 00 19. 20 19. 40
m/z 43.00 71.46%
143,5,171
Obrrpr bl
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 55 783
18.80 19.00 19.20 19.40
5000 m/z 56.95 57 .58%
zf
0 ...lu‘...”k‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43 18.80 19.00 19.20 19.40
m/z 55.05 57 .47%
60
5000
0 I “ L %Z ;15129143157171185 2132272422\6
m/z--> 26 Jo éo 85 100 150 140 1éo 1éo 260 220 240 2éo 2éo 1880 1900 1920 1940 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.69 3.53 ng 231396 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
Abundance Scan 3180 (21.692 min): BM020048.D (-3176) (-) m/z 57.10 100.00%
57
85
5000 ij_
207 | 21.40 21.60 21.80 22.00
N 252 282 328 355 m/z 71.05 87.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000
21.40 21.60 21.80 22.00
m/z 85.05 61.26%
0 zigl Ly 1| ) 197 225 753 262
m/z--> 55 100 1éo 200 2éo 360 3%0 460
Abundance #115570: Heneicosane
57 _A
U R BN IUARA B
85 21.40 21.60 21.80 22.00
5000 m/z 43.00 57 .85%
29 113
oL L. | L) J 141 169 197 225 253 296
m/z--> 50 100 1%0 260 250 360 3%0 460
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R e e o
43 21.40 21.60 21.80 22.00
- m/z 41.00 26.91%
5000
9 127
ol gl g j 97155183 225 253 295 337
m/z--> % ﬁo @ 2& 250 ﬁ 3% ﬁo mmmmmmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.13 6.64 ng 435851 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3255 (22.133 min): BM020048.D (-3250) (-) m/z 57.05 100.00%
57
85
5000 *AL
113 21.80 22.00 22.20 22.40
141169 207
0 ”..,”a.q#msg.:mnu.”%3?5¥“.?ﬂn..w.?3?“.?@i m/z 71.05 91.90%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57

; A

5000 LA L L L L L L BB LB |
21.80 22.00 22.20 22.40
m/z 85.05 63.47%
29 113
NIy ] | 141169197 225 253 296
e A R e e e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
57
R EaE e
21.80 22.00 22.20 22.40
5000 85 m/z 43.05 58.29%
113
o 29 |41 169 197 225 253 281 309 337 365 408
N . L
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl- . S REREEE S e S e
57 21'80 22.00 22.20 22.40
m/z 55.10 25.11%
5000 85
113
o ‘ [ 141169197 239267294323352
B e e P S T
mz-> 0 50 100 150 200 250 300 350 400 450 21'80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.62 8.24 ng 552753 Perylene-d12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 3338 (22.621 min): BM020048.D (-3332) (-) m/z 57.05 100.00%
57
85
5000
113 141169197 239 282 313341 417 475 22,40 2260 22.80 23004
oA A e S e m/z 71.10 91.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
7
85
5000 LRI SUMLILE BN BN R

22.40 22.60 22.80 23.00
m/z 85.10 65.14%

29 113
o b | L0 5255 206
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
R N RARA
71 22.40 22.60 22.80 23.00
5000 m/z 43.05 55.35%

99
127155183 225253 295 337

) e M

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82608: Heptadecane S RRREEEaaE s
22.40 22.60 22.80 23.00

m/z 55.05 24 _47%

5000

29
141 169 197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.15 9.03 ng 606019 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 3428 (23.150 min): BM020048.D (-3423) (-) m/z 57.10 100.00%
57
85
5000
113 22.80 23.00 23.20 23.40
141 169 197
ok 225 267 297 323 356 mn/z 71.05 89 _.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 AU AR
22.80 23.00 23.20 23.40
- m/z 85.10 62.15%
o I|J i J / 11?1‘169 197 225 253 296
m/z--> 5 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
22.80 23.00 23.20 23.40
5000 m/z 43.05 55.49%
85
o ??‘ J ;113 141 169 197 205 253 281 _ 323 351 380
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- T T TR T
43 22.80 23.00 23.20 23.40
- m/z 55.00 23.05%
5000
ol i’ u 4127155 183 205 253 295 337 SN | W
m/z--> % 100 150 200 250 300 350 400 22.80 23.00 2320 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.76 7.81 ng 523868 Perylene-d12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 80
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 80
3 Octadecane 254 C18H38 000593-45-3 74
4 Hexadecane 226 C16H34 000544-76-3 74
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 3532 (23.762 min): BM020048.D (-3526) (-) m/z 57.10 100.00%
57
5000
% 23.40 23.60 23.80 24.00
41 . . . .
0,....,....],.‘I.ff,‘.‘.lgg?,..2.?.’?.2.7.?,.3.2?’?,5.5...,4.1.5..,....,....,....,... m/z 71.05 90.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 AU AR

23. 40 23 60 23. 80 24.00
m/z 85.05 64 .89%

97
26 | 141 183 205 267 309 351 393 435 491 535574 617

Ot Pt T T T T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #162745: Heneicosane, 11-decyl-
57
AR e e
23.40 23.60 23.80 24.00
5000 m/z 43.10 53.69%
295
99
oL 260 )Ll 141183 25 | 337 435
R B B LA R B e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91036: Octadecane R ASRRREEEESe
57 23.40 23.60 23.80 24.00
m/z 55.00 27 .26%
5000
99
ol 26 | | 141 183 221254
R B A LA B e B R S REREEEEE RS EE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM042319\
Data File : BM020048.D

Aca On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample = K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 Nonacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .46 4.77 ng 319983 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3651 (24.462 min): BM020048.D (-3646) (-) m/z 71.05 100.00%
7
43
5000
T 127 5420 2440 2460 930
169 209 283 . . .
Ol A L 07239, o 343309 401 481 476 | L7 57.10  96.92%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
7
85
5000 U AU
Mmmmmmmm
m/z 85.10 68.20%
29 113
ol | ]Ildlf{1§9197225253 296
miz--> 0 éo 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—h
71 24.20 24.40 24.60 24.80
5000 m/z 43.05 57.72%

9
127155133 225053 295 337

i

oA e e S e
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #158131: Nonacosane e e

7 24.20 24.40 24.60 24.80
m/z 55.10 27 .31%
- | WA’\/\VV‘M/

113
o 29 |~ 141169 197 225 253 281 309 337 365 408
m/z--> 0 50 100 150 200 250 300 350 400 450 24, 20 24 40 24 60 24. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM042319\
Data File : BM020048.D

Acq On : 23 Apr 2019 22:08

Operator : JU/SJ

Sample - K2487-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_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 .03 7.03 93.3 ng 2831190 1 7.49 606946 20.0
n-Hexadecanoic acid 17.82 10.3 ng 560343 4 16.93 1093780 20.0
Octadecanoic acid 19.12 9.1 ng 593540 5 21.14 1312000 20.0
Eicosane 21.69 3.5 ng 231396 5 21.14 1312000 20.0
Heneicosane 22.13 6.6 ng 435851 5 21.14 1312000 20.0
Heneicosane, 11-(... 22.62 8.2 ng 552753 6 23.32 1341840 20.0
Heptacosane 23.15 9.0 ng 606019 6 23.32 1341840 20.0
Tetratetracontane 23.76 7.8 ng 523868 6 23.32 1341840 20.0
Nonacosane 24 .46 4.8 ng 319983 6 23.32 1341840 20.0
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