LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028599.D

Acqg On : 28 Jan 2021 22:11 Instrument :
Operator : CG/JU BNA_M

Sample : M1235-01 5X ClientSampleld :
Misc : FK-SF-SAMPLE-1

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28599.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 309 312 318 rVB 3690 5524 1.43% 0.142%
2 5.510 388 395 404 rBV 111395 162316 42.04% 4.161%
3 7.151 668 674 683 rBV 115534 180562 46.77% 4.629%
4 7.963 806 812 819 rVB 157679 239238 61.96% 6.133%
5 9.140 1005 1012 1018 rBV 69376 113433 29.38%  2.908%
6 10.781 1284 1291 1297 rVB 191116 320455 83.00% 8.216%
7 11.781 1456 1461 1465 rBV2 3975 5923 1.53% 0.152%
8 12.181 1522 1529 1533 rBV4 5805 9052 2.34% 0.232%
9 13.133 1685 1691 1698 rVB4 6809 11769 3.05% 0.302%
10 13.233 1702 1708 1714 rVB 176793 246798 63.92% 6.327%
11 13.422 1735 1740 1748 rVB 10158 15413 3.99% 0.395%
12 13.933 1823 1827 1833 rBV6 5013 8680 2.25% 0.223%
13 14.075 1845 1851 1856 rVB2 11837 22232 5.76% 0.570%
14 14.180 1865 1869 1877 rVB9 3548 8147 2.11% 0.209%
15 14.439 1908 1913 1915 rBV5S 5287 8814 2.28% 0.226%
16 14.492 1919 1922 1930 rVB 13457 17905 4.64% 0.459%
17 14.610 1936 1942 1950 rVB 256953 382231 99.00%  9.799%
18 14.822 1974 1978 1984 rVB6 3416 7337 1.90% 0.188%
19 14.998 2003 2008 2015 rBV8 5586 12109 3.14% 0.310%
20 15.110 2025 2027 2034 rVB3 4759 7208 1.87% 0.185%
21 15.221 2042 2046 2050 rBV3 5379 9192 2.38% 0.236%
22 15.386 2070 2074 2078 rBVS5 4137 7419 1.92% 0.190%
23 15.439 2079 2083 2090 rVB 13821 18363 4.76% 0.471%
24 15.845 2146 2152 2157 rVB 11632 20259 5.25% 0.519%
25 16.098 2190 2195 2201 rVB 60788 84810 21.97% 2.174%
26 16.298 2225 2229 2230 rBV 17471 18609 4.82% 0.477%
27 16.321 2230 2233 2238 rVB2 23567 32837 8.50% 0.842%
28 16.421 2246 2250 2253 rBV6 3036 5528 1.43% 0.142%
29 16.639 2283 2287 2290 rBV4 5304 7882 2.04% 0.202%
30 17.086 2359 2363 2366 rBV 14961 16641 4.31% 0.427%
31 17.133 2367 2371 2376 rVWV 17188 24480 6.34% 0.628%
32 17.345 2401 2407 2411 rBV 278723 386100 100.00% 9.899%
33 17.386 2411 2414 2417 rVB 19030 24640 6.38% 0.632%
34 17.474 2426 2429 2433 rBV 4753 6928 1.79% 0.178%
35 17.621 2450 2454 2459 rBvV8 3732 7587 1.97% ©0.195%
36 17.739 2471 2474 2477 rBV4 7412 8587 2.22% 0.220%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028599.D

Acqg On : 28 Jan 2021 22:11

Operator : CG/JU

Sample : M1235-01 5X

Misc . FK-SF-SAMPLE-1

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.815 2484 2487 2492 rVB 16365 19336 5.01% 0.496%
38 18.215 2551 2555 2560 rBV3 48566 74620 19.33% 1.913%
39 18.398 2583 2586 2590 rBvV3 9060 14087 3.65% 0.361%
40 18.509 2601 2605 2609 rBV 18208 21790 5.64% 0.559%
41 19.127 2706 2710 2716 rBV3 20819 38667 10.01% 0.991%
42 19.380 2749 2753 2760 rBV 63156 102115 26.45% 2.618%
43 19.486 2768 2771 2775 rBvV3 21162 26082 6.76% 0.669%
44 19.709 2806 2809 2811 rBV2 22916 24968 6.47% 0.640%
45 19.745 2811 2815 2823 rVB2 58737 97313 25.20%  2.495%
46 19.939 2844 2848 2852 rBV 223391 260632 67.50% 6.682%
47 21.180 3057 3059 3063 rVB 74729 71176 18.43% 1.825%
48 21.480 3106 3110 3115 rBV 299915 357990 92.72% 9.178%
49 23,750 3492 3496 3502 rVB2 184448 326761 84.63% 8.377%

Sum of corrected areas: 3900545
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\

: BMO28599.D

: 28 Jan 2021 22:11
: CG/JU

: M1235-01 5X

FK-SE-SAMPLE-1

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

o

TIC: BM028599.D\data.ms

10.781
7.963

5.510 7.151
9.140

5.022 11.78:

Time-->
Abundance

500000

400000

300000

200000

100000

350 4.00 4.50 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
TIC: BM028599.D\data.ms

19.939

17.345

13.233

12.181 13.183.422 13198,

PewAvN A\ L TR ~
L A L Y O B L I

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

500000

400000

300000

200000

100000

o

Time-->

TIC: BM028599.D\data.ms
21.480 23.750

21.180

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28599.D

Acqg On : 28 Jan 2021 22:11

Operator : CG/JU

Sample : M1235-01 5X

Misc . FK-SF-SAMPLE-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.215 3.87 ng 74620  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2555 (18.215 min): BM028599.D\data.ms (-2551) (- m/z 43.10 100.00%

43.1 73.0
5000
—— —
H 18.00 18.50
(— m/z 73.65 88.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
97.0 1o 2130 2560 m/z 60.00 86.70%
O' \H‘H“‘\‘L\wh““\\”‘M\“\‘\\‘\H\’\\H‘\‘\H‘H\‘\‘HH’\H!’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid
43.0 73.0
T Al T
18.00 18.50
5000 129.0 ITI/Z 41.10 79.23%
‘ 199.0 2420
0 seo |
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #84453: Tetradecanoic acid —— —
73.0 18.00 18.50
43.0 m/z 55.10 71.53%
5000
129.0
185.0 228.0
O et e el b el ettt bbby —r— —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28599.D

Acqg On : 28 Jan 2021 22:11

Operator : CG/JU

Sample : M1235-01 5X

Misc . FK-SF-SAMPLE-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 [14]Annulene, 1,6:8,13-bis(... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.127 2.00 ng 38667 Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [14]Annulene, 1,6:8,13-bis(metha... 206 Cl6H14 085385-68-8 64
2 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 60
3 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 60
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 41
5 1-Methyl-3-phenyl-1H-indene 206 C16H14 022360-62-9 41
Abundance Scan 2710 (19.127 min): BM028599.D\data.ms (-2706) (- m/z 57.10 100.00%
57.1 206.1
5000 85.1
e e
‘ 1261 176 282.( 19.00 19.50
O el LA 391 m/z 206.10  90.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #66294: [14]Annulene, 1,6:8,13-bis(methano)-, syn
206.0
5000 A N\f\ Lol
19.00 19.50
m/z 43.10 81.34%
39.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206.0
e e
19.00 19.50
5000 m/z 71.10 61.98%
89.0
ol 310, 4, i 1280 1950 | L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #66257: Phenanthrene, 2,5-dimethyl- — —
206.0 19.00 19.50
m/z 85.10 50.28%
5000
101.0
0270 639 ||| 1200 100 1| B
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28599.D

Acqg On : 28 Jan 2021 22:11

Operator : CG/JU

Sample : M1235-01 5X

Misc . FK-SF-SAMPLE-1

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 3-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.180 3.98 ng 71176 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 Pentadecane 212 C15H32 000629-62-9 93
3 1-Eicosene 280 C20H40 003452-07-1 90
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
Abundance Scan 3059 (21.180 min): BM028599.D\data.ms (-3057) (- m/z 57.10 100.00%
57.1
5000
7.1 T ‘ T T ‘ T
21.00 21.50
161.0 207.1  270.1 313.1 357.
0 by \y\iﬂhwwu“§?w m/z 43.10 78.25%
mlz--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57.0
7.0
5000 —r— ——
21.00 21.50
m/z 71.10 48.25%
0 ‘\“‘\“ 1“ %\3‘19’(‘)\1\8\2\0‘ 2\2\4\0\ T \2\89.\0‘ LI
miz--> 50 100 150 200 250 300 350
Abundance #71394: Pentadecane
57.0
— —
21.00 21.50
5000 m/z 55.10 47.03%
99.0
LT 1s0 0 2120
oAb d b gy e
miz--> 50 100 150 200 250 300 350
Abundance #127767: 1-Eicosene T —
43.0 21.00 21.50
83.0 m/z 41.10 38.18%
5000
25.0 280.0
167.0
o \“‘\‘\‘ H“ }‘\ ‘\‘\\‘ \h‘ "h“h‘ g ‘2‘0?‘0‘ e —— —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028599.D

Acqg On : 28 Jan 2021 22:11

Operator : CG/JU

Sample : M1235-01 5X

Misc . FK-SF-SAMPLE-1

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : 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|
n-Hexadecanoic ... 18.215 3.9 ng 74620 4 17.345 386100 20.0
[14]Annulene, 1... 19.127 2.0 ng 38667 4 17.345 386100 20.0
3-Eicosene, (E)- 21.180 4.0 ng 71176 5 21.480 357990 20.0
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