LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc :

ALS vial : 5 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@51223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39950.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.125 106 15 20 rBV 2544958 2669292 8.56% 1.873%
2 5.096 343 350 360 rBV 1525734 2078387 6.67% 1.458%
3 5.566 419 430 443 rBV 9430182 13081869 41.96% 9.180%
4 7.172 695 703 717 rBV 8449463 13075576 41.94% 9.175%
5 8.019 840 847 855 rBV 1721599 2685329 8.61% 1.884%

6 9.189 1037 1046 1055 rBV 5073482 7966293 25.55%  5.590%
7 10.836 1318 1326 1334 rBV 2291818 3749278 12.03%  2.631%
8 13.289 1735 1743 1754 rBV 14458744 19384924 62.18% 13.603%
9 14.654 1969 1975 1984 rBV 2999555 4434197 14.22%  3.112%
10 16.012 2200 2206 2212 rBV 466024 657309 2.11% 0.461%

11 16.142 2221 2228 2245 rBV 11293104 15440142 49.53% 10.834%
12 17.401 2436 2442 2450 rBV 3624645 4963507 15.92%  3.483%
13 18.295 2588 2594 2604 rBV 2214863 3556287 11.41%  2.495%
14 19.571 2805 2811 2831 rBV 1013643 1981182 6.35%  1.390%
15 19.824 2849 2854 2866 rVB 414248 590608 1.89% 0.414%

16 20.018 2881 2887 2892 rBV 29236821 31176070 100.00% 21.876%
17 21.283 3098 3102 3114 rBV 761171 1049916 3.37% 0.737%
18 21.577 3146 3152 3165 rBV 3937919 5272152 16.91% 3.700%
19 22.871 3367 3372 3381 rVB 2494053 3427948 11.00%  2.405%
20 24.030 3562 3569 3584 rVB 2789905 5269319 16.90%  3.698%

Sum of corrected areas: 142509585
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 May 2023 15:46
: CG/IU
: 02828-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
BM@39950.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

0

TIC: BM039950.D\data.ms

5-566 7.172

9.189

'rs 5.096 8.019 10.836

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: BM039950.D\data.ms
20.p18

13.289

16.142

17.401
14.654 18.295
16.0 I 19.574 804

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

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM039950.D\data.ms

21.577
22871 24.030

21.283

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@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.125 19.88 ng 2669290 1,4-Dichlorobenzene-d4 8.025

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 15 (3.125 min): BM039950.D\data.ms (-10) (-) m/z 73.10 100.00%

73.1

—

5000
43.0
A e
‘ 3.103.203.303.403.50
bl b 11040 1471 2069 2810 .., 43,05  28.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 (LERRREERENEEEEN R RN
43.0 3.103.203.303.403.50
' m/z 87.10 24.73%
O"f
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
3.103.203.303.403.50
5000 41.0 m/z 55.05 22.12%
ol bl 1120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4994 Pentane, 3-methoxy- T
73.0 3.103.203.303.403.50
m/z 71.10 10.65%
5000
45.0
101.0
O‘MWHAHMMWMMH‘_H‘_H‘_H‘_H‘_H‘_H‘_‘H_‘HM‘HM‘ RERARRERERCEEsEERsRsEEssse

m/z--> 20 40 60 80 100120140160180200220240260280 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.096 15.48 ng 2078390 1,4-Dichlorobenzene-d4 8.025

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 350 (5.096 min): BM039950.D\data.ms (-343) (-) m/z 43.00 100.00%

43.0
5000
101.0 S| W
‘ 4.80 5.00 5.20 5.40
ol bl o 1409 1931  28LU I n/; 59.16  60.88%
miz--> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B B L
4.80 5.00 5.20 5.40
m/z 101.00 23.48%
101.0
01:\3“\0“‘\‘ ‘\h‘ ‘ ‘\ 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  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R RRRRAR
4.80 5.00 5.20 5.40
5000 m/z 58.05 19.63%
\H | 126.0
0 ‘M‘Wl‘ T o o
m/iz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate B e RN e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.55%
5000
| I \ 100.0
ot b R e
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.012 2.96 ng 657309  Acenaphthene-di10 14.660
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 S-Benzoyl(thiohydroxylamine) 153 C7H7NOS 025740-80-1 47
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 2206 (16.012 min): BM039950.D\data.ms (-2200) (- | m/z 105.00 100.00%
105.0
77.0
5000 181.9
16 00
152.1
0o O el e oot e e e 2008 m/z 77.00 68.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000
16 00
m/z 181.95 45.88%
0 H\‘\\\\‘4.\%\(\)‘H\MHH‘\‘H\‘\\\\‘]-\5\1‘2‘\‘0\\\\“\\\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #56777: Azobenzene
77.0
182.0 16.00
5000 m/z 51.00 20.02%
105.0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #32010: Acetophenone, 2-chloro-
105.0 16 00
m/z 180.95 7.53%
77.0
5000
ol4o 490 . | 1540
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 16 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.295 14.33 ng 3556290 Phenanthrene-d10 17.401
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 2594 (18.295 min): BM039950.D\data.ms (-2588) (- | m/z 73.00 100.00%
73.0

5000
129.0
e =
H‘ ‘ 1711 2132 5oy 18.00 18.50
oL 35l s AL Ly L. L350 n/z ee.00  81.86%
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 —r— —
213.0 18.00 18.50
171.0 m/Z 43.05 69.00%
L]
0’ ”}“H\”M ‘\““ T \“ \‘\““ \‘\‘\ T “\ L e
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
R -
18.00 18.50
5000 129.0 m/z 57.05 61.66%
29.
199.0 242.0
50

miz--> 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid = T
73.0 18.00 18.50

m/z 55.05 60.10%

—

5000
129.0

171.0 5940

0
m/z--> 50 100 150 200 250 300 350 18.00 18.50

-

29.
| ‘\‘ Il
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.571 7.52 ng 1981180  Chrysene-d12 21.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2811 (19.571 min): BM039950.D\data.ms (-2805) (- | m/z 73.00 100.00%

73.0
5000 129.0
185.1 241.2 1 T
h ‘ ‘ ‘ 284.1 19.50
0 Al b L3410 s 6000 84.50%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8.0 284.0 T
185.0 241.0 19.50
‘ m/z 43.10 78.57%
0 H‘Hm‘ﬂ‘\ o “‘\‘ ‘L AL “ ‘\“‘ I ‘\‘ : “‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #143507: n-Hexadecanoic acid
43.0
T \
19.50
5000 m/Z 57.10 73.36%
3.0 129.0 256.0
| ‘ 171.0 213.0 ‘
0 0 0 S R A
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e e ‘
43.0 19.50
m/z 55.05 65.72%
5000 284.0
3.0 129 0
Uil 1850 2410
ol Ml i Mw R BN 2 A
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\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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 6 Phenol, 4,4'-(1-methylethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.824 2.24 ng 590608 Chrysene-d12 21.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 72
3 3,4,6-Trichloro-guaiacol 226 C7H5C1302 060712-44-9 59
4 Diphenolic acid 286 C17H1804 000126-00-1 56
5 2H,8H-Benzo[1,2-b:5,4-b"']dipyran... 228 C14H1203 000553-19-5 52
Abundance Scan 2854 (19.824 min): BM039950.D\data.ms (-2849) (- | m/z 213.05 100.00%
218.1
5000
119.0
_— P
65.0 ‘ 19.50 20.00
165.0
Ol gl w‘w\ bty L 1L 2844 BALL Tnyy 118,95 27.14%
miz--> 50 100 150 200 250 300
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 - e
19.50 20.00
119.0 m/z 228.10 16.75%
65.0 1650 |
O\\\‘\‘\‘\\“‘\‘\\‘\“\‘\\\‘\\‘\\’\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
218.0
P ety
19.50 20.00
5000 m/z 91.00 15.43%
119.0
4299 650 | 165.0 270.0
e o T S o e e A T
m/iz--> 50 100 150 200 250 300
Abundance #107345: 3,4,6-Trichloro-guaiacol — ——
218.0 19.50 20.00
m/z 214.10 15.05%
2000 147.0
84.0 '
i | |
- 1“MM&“M bl all B
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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 7 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.283 3.98 ng 1049920  Chrysene-d12 21.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91
Abundance Scan 3102 (21.283 min): BM039950.D\data.ms (-3098) (- | m/z 57.10 100.00%
57.1
- i im
= —
| \ \ 167.1 222.1 281.0 21.00 2150
ob—LAhid L, ort 222 SO00 3410 429 nyz 83.65  90.47%
miz--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 e e
11.0 21.00 21.50
m/z 55.10 81.84%
O T \“‘\ N\H‘”\‘\‘L . \h\“l\ ‘h‘ ]‘_§\8 \O\ ‘ \\2?\8 ‘0\ \2\9\5‘\0\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
— —
21.00 21.50
5000 m/z 43.05 78.23%
29. { #
ol WAL IL, 1o60 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol T —
57.0 21.00 21.50
m/z 69.05 76.97%
111.0
5000
ol { LIRS 2220 27808230 3780 | | e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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 8 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.871 13.01 ng 3427950  Perylene-di12 24.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
3 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 59
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 59
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53

Abundance Scan 3372 (22.871 min): BM039950.D\data.ms (-3367) (- | m/z 69.10 100.00%

69.1
5000
— ——
‘ 1751 22.50 23.00
o — M“‘” “‘m“m 1 23122810 3413 4106 /7 81.10  48.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — —
22.50 23.00

m/z 41.10 17.54%

137.0
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\\\1‘\\\‘\\\\‘\\\T‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\
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Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
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0 ng\‘JuH\JLL ”}2%9“‘\”“\““W‘“\“‘
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Abundance  #78820: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
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5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51823\
Data File : BM@39950.D

Acqg On : 18 May 2023 15:46
Operator : CG/JU

Sample : 02828-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@51223.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|
Butane, 2-metho... 3.125 19.9 ng 2669290 1 8.025 2685330 20.0
2-Pentanone, 4-... 5.096 15.5 ng 2078390 1 8.025 2685330 20.0
Benzophenone 16.012 3.0 ng 657309 3 14.660 4434200 20.0
n-Hexadecanoic ... 18.295 14.3 ng 3556290 4 17.401 4963510 20.0
Octadecanoic acid 19.571 7.5 ng 1981180 5 21.577 5272150 20.0
Phenol, 4,4'-(1... 19.824 2.2 ng 590608 5 21.577 5272150 20.0
Dichloroacetic ... 21.283 4.0 ng 1049920 5 21.577 5272150 20.0
Supraene 22.871 13.0 ng 3427950 6 24.030 5269320 20.0
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