LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc . 486-WC-COMP

ALS Vvial : 12 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-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42443.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.069 315 320 328 rBV 181486 248970 8.48% 0.757%
2 5.516 390 396 405 rBV 1104534 1581289 53.88% 4.807%
3 7.140 665 672 682 rBV 1105748 1767526 60.23% 5.373%
4 7.216 682 685 694 rVB 23818 41785 1.42% 0.127%
5 7.993 810 817 827 rVB 638517 988490 33.68%  3.005%
6 9.187 1009 1020 1029 rBV 659458 1086513 37.02% 3.303%
7 9.651 1095 1099 1105 rVB 24364 37595 1.28% 0.114%
8 10.810 1288 1296 1304 rBV 839057 1413716 48.17% 4.297%
9 13.257 1706 1712 1724 rVB 1533490 2158662 73.56% 6.562%
10 13.480 1742 1750 1754 rBV3 17073 32671 1.11% 0.099%
11 14.633 1938 1946 1953 rBV 1234030 1798878 61.30% 5.468%
12 15.680 2116 2124 2129 rBV 24135 41965 1.43% 0.128%
13 16.127 2193 2200 2210 rBV2 1185911 1833339 62.47% 5.573%
14 16.621 2280 2284 2285 rBV2 24907 29914 1.02% 0.091%
15 16.668 2289 2292 2299 rVB 49426 72823  2.48% 0.221%
16 17.386 2405 2414 2418 rBV 1561494 2173264 74.06% 6.606%
17 17.427 2418 2421 2428 rVW 369910 474486 16.17% 1.442%
18 17.515 2431 2436 2447 rVB 69518 128604 4.38% 0.391%
19 17.627 2451 2455 2461 rVB2 69252 91213 3.11% 0.277%
20 17.810 2477 2486 2489 rBV3 22232 43919 1.50% 0.134%
21 17.868 2493 2496 2500 rBV 24327 30616 1.04% 0.093%
22 18.110 2532 2537 2542 rBV3 40330 67685 2.31% 0.206%
23 18.233 2552 2558 2567 rBV 1163886 1702909 58.03% 5.176%
24 18.457 2591 2596 2599 rBV3 47092 68921 2.35% 0.210%
25 18.757 2643 2647 2650 rBV 35233 47434 1.62% 0.144%

26 19.168 2712 2717 2719 rBV2 128960 167189 5.70%
27 19.368 2748 2751 2752 rBV 34267 34948 1.19%
28 19.409 2752 2758 2760 rVV 245118 399131 13.60%
29 19.439 2760 2763 2770 rVV 598489 797192 27.17%
30 19.509 2770 2775 2792 rVV 882296 1302983 44.40%
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R

31 19.762 2815 2818 2821 rBV2 70592 103907  3.54%
32 19.804 2821 2825 2832 rVB 436849 572577 19.51%
33 19.998 2852 2858 2867 rBV 2310903 2934595 100.00%
34 20.721 2978 2981 2983 rBV2 52950 53897 1.84%
35 21.098 3042 3045 3051 rBV6 101298 151507 5.16%

OO0k
(o]
N
[
B

36 21.227 3063 3067 3074 rVB3 421525 599357 20.42%  1.822%

8270-BM102123.M Thu Oct 26 03:06:33 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc . 486-WC-COMP

ALS Vvial : 12 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-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.562 3118 3124 3129 rBV 1897441 2810778 95.78%  8.544%
38 21.603 3129 3131 3135 rVB 183369 184730 6.29% 0.562%
39 22.074 3208 3211 3215 rBV 184642 203040 6.92% 0.617%
40 23.168 3393 3397 3407 rVB 421535 700642 23.88% 2.130%
41 24.027 3537 3543 3550 rVB 1041170 2103458 71.68% 6.394%

42 24.533 3624 3629 3638 rVB 372698 800711 27.29%  2.434%
43 24.650 3643 3649 3661 rVB 386353 1013375 34.53%  3.080%

Sum of corrected areas: 32897204
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc . 486-WC-COMP

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

Abundance TIC: BM042443.D\data.ms

2000000

1500000

5.516 7.140
1000000 10.810

7.993 9.187
500000
5.069
216 9.651
\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM042443.D\data.ms

o

19.998

2000000

13.257 17.386
1500000

14.633 16.127 18.233

1000000

500000

d
®

19.
8.5178.757

R A e
Time-> 12.00 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM042443.D\data.ms
21.562

2000000

24.027

1500000

1000000

500000

R S .-

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\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc 486-WC-COMP

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.069 5.04 ng 248970  1,4-Dichlorobenzene-d4 7.993

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 320 (5.069 min): BM042443.D\data.ms (-315) (-) m/z 43.05 100.00%
3.0
5000
1011 TIT [T T[T rrrfrirt
‘ 4.80 5.00 5.20 5.40
Olrrrrrrlbesbrrrr et S e e Qe 20mt | m/z 59.10  54.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T[T T T7TT
4.80 5.00 5.20 5.40
‘ 101.0 m/z 101.10 17.98%
O vt
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
59.0
\\\‘\\\\‘\\\\‘\\\\’\\\\
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.70%
29.0
0 98.0
\H‘HH‘HH’HH‘\\H‘HH‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester ST T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.16%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc . 486-WC-COMP

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.233 15.67 ng 1702910 Phenanthrene-d10 17.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60
Abundance Scan 2558 (18.233 min): BM042443.D\data.ms (-2552) (- | m/z 73.05 100.00%
43.0 73.0
5000
129.0
T ‘ T T ‘ T
| H H‘ Ly 7 2 21‘3'2 256.3 18.00 18.50
oL— H‘Hu M‘H A H‘H\ ol ‘ ‘ ‘ ‘m‘ i ‘\‘ m/z 43.05 95.42%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 ]
18.00 18.50
97.0 171 o 130 2560 m/z 60.05 88.21%
ok ‘M ‘M‘u h‘ H “ \\h”\ “u‘\‘n‘\ N ‘ ‘ P “‘ e “‘
miz--> 50 100 150 200 250
Abundance
73.0
T ‘ T T ‘ T
43.0 18.00 18.50
5000 m/z 41.10 75.52%
129.0
185.0 228.0
O T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — T
43.0 73.0 18.00 18.50
m/z 55.10 70.60%
5000 129.0
‘ 199.0 2420
oL— ‘\‘ ‘; \‘ ‘H‘M UM Hmw \\hH\ ‘M‘\‘u‘\ “ ’1‘61‘0‘ ‘ . “\ — — T
m/z--> 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\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1
Quant Title

: C:\Database\NIST20.L
LSCINT.P

TIC Library
TIC Integration Parameters:

486-WC-COMP

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

Peak Number 3 Octadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.509 9.27 ng 1302980 Chrysene-d12 21.562
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 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2775 (19.509 min): BM042443.D\data.ms (-2770) (- | m/z 43.10 100.00%
43.1
5000
31 1 AL
185.2 2412 UL \
M ‘ ‘ 284.3 19.50
ol Al g I L b, u b 38 myz 73.10 94.92%
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 T \
30 19.50
185.0 2410284-0 m/z 60.05 81.72%
ok ‘\“ I w‘u‘\ il | “‘ - “\“ S —
miz--> 50 100 150 200 250 300 350
Abundance
73.0
R T
19.50
5000 129.0 m/z 57.10 77.92%
29.0
199.0 242.0
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T ‘
43.0 19.50
m/z 41.10 74.01%
5000 284.0
3.0 129.0
‘ 185.0 2410
NI Y i N~ o
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc . 486-WC-COMP

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

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

Peak Number 4 Dehydroabietic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.227 4.26 ng 599357  Chrysene-d12 21.562
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 92
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 83
3 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 58

4 3-Quinolinecarboxylic acid, 4-hy... 285 C13H10F3NO3 023851-84-5 45
5 Ethyl 4-hydroxy-6-(trifluorometh... 285 C13H10F3NO3 026893-12-9 43

Abundance Scan 3067 (21.227 min): BM042443.D\data.ms (-3063) (- | m/z 239.20 100.00%
239.2
43.1
5000
L ] \//\\\‘\ T
afeh, T
o“vt‘u4wﬂwMM@ww» b 2870 4613 549 h 0 43,10 80.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199994: Dehydroabietic acid
285.0
5000 — —
43.0 21.00 21.50
197.0 m/z 55.10  75.89%
117. (T l 1
0 ‘wwhmeuwquwwuyuul‘H“Q‘H““H““w“‘w““_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
285.0
T ‘ T T ‘ T
21.00 21.50
5000 m/z 83.10 69.50%
197.0
43.0 129.0
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199360: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenyla — —
239.0 21.00 21.50
m/z 69.10 67.93%
43.0
5000
1707 300.0
o"U{"J‘EL?‘"""'«1""1'4‘!\‘W“Ju_HHHH_m_m_m_m_ — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc 486-WC-COMP

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

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

Peak Number 5 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.168 6.66 ng 700642  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3397 (23.168 min): BM042443.D\data.ms (-3393) (- | m/z 57.10 100.00%

57.1
5000

T ‘ T
‘ | 1}3_11692 o531 23.00 23.50
o A LTTLA092 | 253130018738 4901 L. 71 10 70.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 T —
23.00 23.50

m/z 43.10 65.78%
R AN RRRENEEEE

|| 1180169.00250081.0 3800
kL L o2 een 02010
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

T ‘ T
23.00 23.50

o

5000 m/z 85.10 47 .90%
113.0 239.0
0 169.0 294.0352.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262013: Pentacosane o —
57.0 23.00 23.50
m/z 55.10  23.26%
113.0
oL LY 183.0239.0206.03520
I o B A A R R T T
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc 486-WC-COMP

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

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

Peak Number 6 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.533 7.61 ng 800711 Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Docosane, 1l-iodo- 436 C22HA45I 1000406-31-9 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
Abundance Scan 3629 (24.533 min): BM042443.D\data.ms (-3624) (- | m/z 57.10 100.00%
57.1
T
‘ [|PR71 1910 266.1 3322 4022 490.1549. 24.59
O e A AR m/z 71.10 68.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 1
24.50
m/z 43.10 61.62%
ol 1111270 1970 281.0  394.0
R e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T
24.50
5000 m/z 85.10 49.34%
o 127.0 1970 267.0 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo- —— ‘
57.0 24.50
m/z 55.10 23.08%
‘ | ’1f7-0 1970  309.0
b e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc . 486-WC-COMP

ALS vial : 12  Sample Multiplier: 1
Quant Title

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

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

Peak Number 7 unknown24.650 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.650 9.64 ng 1013380  Perylene-di12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Nitro-2-thienylmethylenecycloh... 281 C12H15N303S 042826-29-9 45
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 42
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 41
4 Triacontan-15-ol 438 C30H620 031849-26-0 38
5 Octacosyl pentafluoropropionate 556 C31H57F502 1000351-88-9 38

Abundance Scan 3649 (24.650 min): BM042443.D\data.ms (-3643) (- | m/z 83.10 100.00%

83.1
5000
‘ Ul ||‘

T ‘ T T ‘ T
| ‘ 15('2 097 3 | 2450 25,00
ol Adbbiily | 2231 ST 37834312 503. . 57 19 73.57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #174004: 5-Nitro-2-thienylmethylenecyclohexanecarboxy
83.0
5000 — —

24.50 25.00
m/z 97.10 69.51%

‘.J ol ‘ \‘ 171.0 28;'0
e T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

o

24.50 25.00
5000 111.0 m/z 69.10 58.72%
TTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT T ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339001: Octacosyl! trifluoroacetate —— T
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102523\
Data File : BM@42443.D

Acqg On : 25 Oct 2023 18:26

Operator : MA/JU

Sample : 05001-01 2X

Misc . 486-WC-COMP

ALS Vvial : 12  Sample Multiplier: 1
Quant Title

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.069 5.0 ng 248970 1 7.993 988490 20.0
n-Hexadecanoic ... 18.233 15.7 ng 1702910 4 17.386 2173260 20.0
Octadecanoic acid 19.509 9.3 ng 1302980 5 21.562 2810780 20.0
Dehydroabietic ... 21.227 4.3 ng 599357 5 21.562 2810780 20.0
Heptacosane 23.168 6.7 ng 700642 6 24.027 2103460 20.0
Octacosane 24.533 7.6 ng 800711 6 24.027 2103460 20.0
unknown24.650 24.650 9.6 ng 1013380 6 24.027 2103460 20.0
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