LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34344.D

Acqg On : 23 Mar 2022 18:21

Operator : CG/JU

Sample : N1949-11 2X :
Misc : CP-BH2-031422-4-6

ALS vial : 6 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-BM@31522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@34344.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.59 58 61 68 rBvV 37654 53832 1.68% 0.218%
2 5.490 376 383 394 rBV 1039737 1574345 49.18% 6.361%
3 7.095 648 656 672 rBV 1049110 1702110 53.17% 6.877%
4 7.937 792 799 806 rBV 673974 1049803 32.79%  4.242%
5 9.095 988 996 1010 rBV 631220 1058345 33.06% 4.276%
6 10.748 1269 1277 1288 rBV 858644 1447560 45.22% 5.849%
7 13.201 1686 1694 1707 rBV 1631091 2377488 74.26% 9.606%
8 13.413 1725 1730 1736 rBV 35207 48547 1.52% ©0.196%
9 14.407 1892 1899 1906 rBV2 31205 80633 2.52% 0.326%
10 14.577 1921 1928 1937 rVV 1234035 1837583 57.40% 7.425%
11 16.060 2173 2180 2194 rBV 1167669 1770049 55.29%  7.152%
12 16.718 2287 2292 2300 rBV4 22186 33318 1.04% 0.135%
13 17.312 2387 2393 2403 rBV 1413340 2037104 63.63% 8.231%
14 17.701 2455 2459 2463 rBV4 29846 39847 1.24% 0.161%
15 17.989 2504 2508 2513 rVB2 37688 48369 1.51% ©.195%
16 18.083 2520 2524 2529 rBV6 25069 47605 1.49% 0.192%
17 18.212 2541 2546 2555 rBV 310828 470266 14.69% 1.900%
18 19.071 2687 2692 2697 rBV 116866 172265 5.38% 0.696%
19 19.159 2704 2707 2711 rVB 86231 94470 2.95% 0.382%
20 19.295 2726 2730 2735 rBV 48884 71893 2.25% 0.290%
21 19.365 2739 2742 2743 rVV3 48846 57914 1.81% 234%

22 19.389 2743 2746 2750 rVB 103628 127398 3.98%
23 19.483 2759 2762 2770 rBV2 85542 131449 4.11%
24 19.930 2833 2838 2848 rBV 2573833 3201464 100.00% 12.
25 21.194 3050 3053 3059 rBV 340035 449074 14.03%
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26 21.489 3098 3103 3110 rBV 1505028 2052564 64.11% 8.293%
27 22.753 3314 3318 3326 rVB 324222 497443 15.54%
28 23.900 3507 3513 3525 rVB2 1074691 2216849 69.24%  8.957%
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Sum of corrected areas: 24749587
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Mar 2022 18:21
: CG/JU
: N1949-11 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
BMO34344.D

CP-BH2-031422-4-6

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM034344.D\data.ms

5.490 7.095
10.748

7.937 9.095

3.596

0

Time-->

Abundance

2500000

2000000

1500000

1000000

500000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM034344.D\data.ms
19.930

13.201

17.312

14.577

3.413 14.40

0

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM034344.D\data.ms

21.489
23.900

22.753
21.194

Time-->

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@32322\
Data File : BM@34344.D

Acqg On : 23 Mar 2022 18:21

Operator : CG/JU

Sample : N1949-11 2X :
Misc : CP-BH2-031422-4-6

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.212 4.62 ng 470266  Phenanthrene-d10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# 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 76
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 2546 (18.212 min): BM034344.D\data.ms (-2541) (- m/z 73.05 100.00%

43.0 73.0
5000
129.0
213'2 T ‘ T T ‘ T
H‘ ‘ 171.1 ‘ 256.3 18.00 18.50
oL—— w ‘M‘d ) \‘H“‘ uh‘\\ “Ju‘\‘ shb “‘ “‘ \‘w“‘ A L‘ m/z 43.05 90.86%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
97.0 1o 2130 2560 m/z 60.00 82.77%
oLb— ‘M‘ W “H‘u‘ Mh“\ }‘H‘\‘n‘\ ‘\ ’ “‘ “ “‘ \‘ “‘ T | ‘\‘ N
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
= =
43.0 18.00 18.50
5000 129.0 m/Z 41.10 73.14%
171.0
‘ ‘ 214.0
0 — “‘ ‘; \‘ ‘H‘d HH “HM‘ \\m“\ }‘\H‘h‘\ “ ’n“ L “‘ ‘ “\‘ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 18.00 18.50
m/z 55.10 71.19%
5000 129.0
‘ 199.0 2420
ob— | ‘; \“H‘n i “HM‘“‘ \\h\‘\‘ M‘u‘\ “‘ ’1‘61‘-0;“ ‘i o “‘ — S e
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34344.D

Acqg On : 23 Mar 2022 18:21

Operator : CG/JU

Sample : N1949-11 2X :
Misc : CP-BH2-031422-4-6

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.195 4.38 ng 449074  Chrysene-di12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
3 E-14-Hexadecenal 238 C16H300 330207-53-9 95
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Heptacos-1-ene 378 C27H54 015306-27-1 94
Abundance Scan 3053 (21.194 min): BM034344.D\data.ms (-3050) (- m/z 57.10 100.00%
57.1
5000
111.1 NJ\/\/LA
—— —
207.0 21.00 21.50
302 1
o MbIAL ‘ b b oty 2001 4161 475 o 55,10 97.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 —r— —
11.0 21.00 21.50
m/z 43.10 95.64%
o \‘ |1 11 167.0 2240 2800
T \\\‘\\\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
—— —
21.00 21.50
5000 m/z 83.10 89.63%
11.0
0 \‘ “m 167.0 223.0 280.0
““‘ “‘ A
miz--> 50 100 150 200 250 300 350 400 450
Abundance #121278: E-14-Hexadecenal T —
43.0 21.00 21.50
m/z 97.10 79.07%
7.0
5000
R LA A B o e P e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34344.D

Acqg On : 23 Mar 2022 18:21

Operator : CG/JU

Sample : N1949-11 2X :
Misc : CP-BH2-031422-4-6

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.753 4.49 ng 497443  Perylene-di12 23.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 81
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 78
3 Supraene 410 C30H50 007683-64-9 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

Abundance Scan 3318 (22.753 min): BM034344.D\data.ms (-3314) (- m/z 69.10 100.00%
1

69.
5000
— —
137.12031 22.50 23.00
Obrbpbilydy 2031 28213411 4161 5032 ., g1.95 49.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
5000 T ——
22.50 23.00
m/z 41.05 26.36%
49.0
0\\”\‘\“‘“\‘“\!‘“‘“\\”]\.J‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0
— —
22.50 23.00
5000 m/z 95.10 11.78%
‘1310
oboilibiily, o om0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene T —
69.0 22.50 23.00
m/z 68.05 11.68%
5000
137.0
NIy |, 203.0 273.0 341.0 410.0
R R R e AR S —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34344.D

Acqg On : 23 Mar 2022 18:21

Operator : CG/JU

Sample : N1949-11 2X :
Misc : CP-BH2-031422-4-6

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.212 4.6 ng 470266 4 17.312 2037100 20.0
3-Eicosene, (E)- 21.195 4.4 ng 449074 5 21.489 2052560 20.0
1,5,9-Undecatri... 22.753 4.5 ng 497443 6 23.900 2216850 20.0
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