LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

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-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38789.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.957 290 301 309 rBV 256913 355703 9.71%  2.650%
2 5.434 375 382 396 rVB 396377 562612 15.35% 4.191%
3 7.057 651 658 669 rBV 277739 422973 11.54% 3.151%
4 7.875 790 797 804 rVB 147027 226148 6.17% 1.685%
5 9.057 990 998 1005 rBV 365972 577164 15.75% 4.300%
6 10.692 1269 1276 1282 rBV 188384 302062 8.24% 2.250%
7 13.157 1688 1695 1703 rBV 1193269 1627019 44.40% 12.121%
8 13.422 1733 1740 1745 rBV2 31447 47694 1.30% ©0.355%
9 14.533 1923 1929 1937 rVB 311054 438411 11.96% 3.266%
10 14.945 1990 1999 2008 rBV 41638 76039 2.07% 0.566%
11 16.027 2177 2183 2190 rBV 1231082 1643927 44.86% 12.247%
12 17.280 2389 2396 2403 rBV 394098 540670 14.75% 4.028%
13 18.174 2538 2548 2559 rBV 287717 472493 12.89% 3.520%
14 18.468 2593 2598 2602 rBV3 25207 39327 1.07% ©.293%
15 18.515 2602 2606 2616 rVB3 29024 50634 1.38% 0.377%

16 19.033 2686 2694 2703 rBV3 52467 134659 3.67% 1.003%
17 19.451 2760 2765 2776 rVB 187844 274312
18 19.909 2837 2843 2848 rBV 3306646 3664776 100.00% 27.302%
19 20.309 2904 2911 2918 rVB2 57637 137897 3.76% 1.027%
20 21.156 3051 3055 3058 rBV 106606 178263
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21 21.468 3103 3108 3113 rBV 602718 710379 19.38% 5.292%
22 22.009 3196 3200 3205 rVB 85894 135749 3.70% 1.011%
23 23.845 3506 3512 3520 rBV2 446932 804102 21.94%  5.990%

Sum of corrected areas: 13423013
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 20 Feb 2023 16:25
: CG/JU
. 01611-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22023\
BM@38789.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BM038789.D\data.ms

5.434 9.057
4.957 }\ 7-J({57 7875 10.692

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM038789.D\data.ms
19.09

13.157 16.027

14,533 17.280 18.174

19.451
13.422 14.945 | s 19033 20,309

0
Time--> 1

2.00 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

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BM038789.D\data.ms

21.468 23.845

21.156 22.009

21.00 2150 22.00 2250 23.00 2350 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\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.957 31.46 ng 355703 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 301 (4.957 min): BM038789.D\data.ms (-290) (-) m/z 43.00 100.00%

3.0
5000
101.0
E  Eam L
4.60 4.80 5.00 5.20
el 30 2088 sz 59.10 64.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B BN I
4.60 4.80 5.00 5.20
m/z 101.00 31.78%
15.0 ‘ 101.0
\\\‘\‘\‘M\\"M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R a s A RmaaanET
4.60 4.80 5.00 5.20
5000 m/z 58.10 16.44%
370 | 126.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate w“‘w“‘w“‘w“‘wA
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.60%
5000
150 72.0 100.0
| 111 |
et
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.422 2.18 ng 47694  Acenaphthene-d10 14.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 ©55759-91-6 59
3 7-Oxa-bicyclo[2.2.1]heptan-2-0l1,... 254 C14H2204 329362-13-2 56
4 N-(4-tert-Butoxyphenyl)acetamide 207 C12H17NO2 002109-73-1 53
5 Metacetamol 151 C8H9NO2 000621-42-1 53
Abundance Scan 1740 (13.422 min): BM038789.D\data.ms (-1733) (- | m/z 109.00 100.00%
109.0
43.0
151.1
5000 A
L ‘3“
7. 207.0 1350
m/z 43.05 76.31%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 T
13.50
m/z 151.05 65.01%
H\‘\‘\‘H“‘P\‘\“\‘H‘ \“\“\ \H“\\‘\H\‘HHM\“H\‘\“HE\‘H‘\\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #69161: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0
109.0
A
13.50
m/z 85.00 26.57%
5000 43.0 151.0
81.0
el el L AR
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #140434: 7-Oxa-bicyclo[2.2.1]heptan-2-ol, 1,5-diacetyl-2- A —
43.0 13.50
m/z 41.10 23.71%
5000
‘ © 1510
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25

Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Dodecanoic acid Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
14.945 3.47 ng 76039  Acenaphthene-d1e0 14.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 Nonanoic acid 158 C9H1802 000112-05-0 47
5 Benzamide, 4-butoxy-N-[2-(2-thie... 303 C17H21NO2S 1000319-87-5 43

Abundance Scan 1999 (14.945 min): BM038789.D\data.ms (-1990) (- | m/z 73.00 100.00%
3.0
41.1
5000
VM‘ T ‘ T
101.0
L_uuv | ‘ | ‘ 199.9 15.00
v m/z 60.00 86.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 1500
29.0 m/z 41.10 59.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46961: n-Decanoic acid
60.0
—
15.00
5000 ITI/Z 43.00 49, 86%
129.0
29.0
L AL
SN 1 | 1 A N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60689: Undecanoic acid —
60.0 15.00
m/z 55.00 46.07%
5000
29.0 85.0 129.0
186.0
157.
1070 | T2 L
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.174 17.48 ng 472493 Phenanthrene-d10 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49

Abundance Scan 2548 (18.174 min): BM038789.D\data.ms (-2538) (- | m/z 73.00 100.00%

73.0
43.0
5000

18.00 18.50
thﬂww m/z 59.95 77.34%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T —=
213.0 18.00 18.50

15701850 m/z 43.05 65.07%

’\‘\‘\\“‘i‘\\”!”‘\h\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0

18.00 18.50
5000 m/z 55.10 54.41%
129.0
‘ ‘ 1710 2140
g
m/z--> 20 40 6 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid R —
73.0 18.00 18.50

m/z 41.05 52.30%

43.0
5000
129.0
185.0 228.0
“ ‘\ u‘u‘ H“ HM‘ c”“ M‘\ ik ‘15\7 9‘ ‘ 1 ‘\ >

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\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Sulfurous acid, dodecyl 2-p... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.033 4.98 ng 134659  Phenanthrene-di0 17.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 2694 (19.033 min): BM038789.D\data.ms (-2686) (- | m/z 57.05 100.00%

57.0
5000
: \ ‘

w
7.0 .
| |\Jh]w;ud\lll\|%2\;.o 0% 9
e M AL e e e M/Z 71,05 94.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester
43.0
5000 U !
19.00
m/z 43.00 75.18%
J 3.0
‘\\“\’\\\\‘\U\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
o ‘
19.00
5000 ITI/Z 85.05 61.29%
|11 E279197.0267.0337.0407.0 491.0 562.0
s B R e Lt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #178950: Carbonic acid, tetradecyl vinyl ester e L ‘
57.0 19.00
m/z 41.00 27.26%
5000
igosseo. N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.451 7.72 ng 274312  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2765 (19.451 min): BM038789.D\data.ms (-2760) (- | m/z 73.00 100.00%
73.0

5000 129.0

-

185.1 241.2

—
284.1 19.50

ALl el L T O L 3808 2 s9.95  78.41%

m/z--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0

5000 1
19.50
|

30 1290 284.0 m/z 43.05 73.19%

‘ 185.0 2410
“u‘h[h ‘M\‘M - “ | | ‘ I

\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\

-

miz--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid
73.0
——
19.50
5000 129.0 m/z 57.05 59.82%
185.0
29. 228.0
171V O G
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid —
73.0 19.50
m/z 55.05 58.25%
5000 129.0
29.
199.0 242.0
| —
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\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.309 3.88 ng 137897  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane, 1-iodo- 408 C20H411 1000406-31-8 83
5 4-Methylheneicosane 310 C22H46 025117-29-7 83
Abundance Scan 2911 (20.309 min): BM038789.D\data.ms (-2904) (- | m/z 57.05 100.00%
57.0
o A%/L\
207.0 2056 éo%d
281.0 : :
P $“hWWLﬁJ‘H\\‘W‘\ﬂ\\‘\‘\w,\?%}P\\\ m/z 71.10 64.56%
m/z--> 0 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 = ks
20.00 20.50
m/z 43.05 59.89%
‘ T \“\ ‘\“‘ \“H “ h‘ \“‘ \]‘.\4\]-‘C)\178\3\0‘ T T ‘2\68\ \O\ ’ L ‘ LI
m/z--> 0 50 100 150 200 250 300 350
Abundance #194594: Eicosane, 2-methyl-
57.0
— —
20.00 20.50
5000 m/z 85.10 52.61%
253.0
20 ||| 10 om0 om0
m/z--> 0 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T 7
57.0 20.00 20.50
m/z 55.00 27.44%
- MWMWW
1igy 1 14101830 025.0267.03080 3671
A e S S e — ——
m/z--> 0 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 1Indigo Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.156 5.02 ng 178263  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indigo 262 C16H1ON202 000482-89-3 96
2 trans-Indigo 262 C16H10N202 064784-13-0 50
3 2,4-Dimethyl-5,6-dimethoxy-8-nit... 262 C13H14N204 082082-03-9 47
4 Lanceolatin B 262 C17H1e03 000482-00-8 43
51,2,3,6,7,8,9,10,11,12-Decahydro... 262 C20H22 092387-50-3 43

Abundance Scan 3055 (21.156 min): BM038789.D\data.ms (-3051) (- | m/z 262.00 100.00%

262.0
5000
104.0 205.0
T

158.0
‘ | | 560 21.00 21.50
mu‘w‘ dohod o 4Ll 3560 429 16305 39.97%

m/z--> 50 100 150 200 250 300 350 400
Abundance #150693: Indigo
262.0

5000 é‘od é \d
104.0 1. L5

m/z 205.00  33.71%

205.0
500 1580 ‘
\ L A I
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350 400
Abundance #150694: trans-Indigo
262.0
S

21.00 21.50
5000 m/z 76.00  29.88%
205.0
103.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #150244: 2,4-Dimethyl-5,6-dimethoxy-8-nitroquinoline — —
262.0 21.00 21.50

m/z 263.00 21.05%

5000
77.0 202.0
| M‘ ‘\\n‘ M\‘m‘u d‘\ |\ h“\\ m\'\ ‘“ I H‘ ) L ! TR 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\BM022023\
Data File : BM@38789.D

Acq On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Octacosane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.009 3.82 ng 135749  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 74
2 Octacosane 394 (C28H58 000630-02-4 74
3 Hexacosane 366 C26H54 000630-01-3 74
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 72
5 Tetracosane, 11-decyl- 479 (C34H70 055429-84-0 72
Abundance Scan 3200 (22.009 min): BM038789.D\data.ms (-3196) (- | m/z 57.10 100.00%
57.1
. ﬂ/&&J\MM
‘ 22.00 |
127.0 1909 286.9 -
- u‘h LAy 12380 TI7 3450 4012 oo 9 oay
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 ——
22.00
m/z 85.10 70.17%
A LLIET? 1600 2250 2010 3650
\\\‘\\\]\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
T \
22.00
5000 m/z 43.05 57.62%
13.
| ‘L 1 31 [, 169.0 2250 281.0 337.0 394.0
i A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T ‘
57.0 22.00
m/z 55.00 27.447%
‘ \L\ Hh\ h‘ \‘ | 16\9 0 225 0 295'0 367.0
A S T —
m/z--> 50 100 150 200 250 300 350 400 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022023\
Data File : BM@38789.D

Acqg On : 20 Feb 2023 16:25
Operator : CG/JU

Sample : 01611-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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|
2-Pentanone, 4-... 4.957 31.5 ng 355703 1 7.875 226148 20.0
2,4,7,9-Tetrame... 13.422 2.2 ng 47694 3 14.533 438411 20.0
Dodecanoic acid 14.945 3.5 ng 76039 3 14.533 438411 20.0
n-Hexadecanoic ... 18.174 17.5 ng 472493 4 17.280 540670 20.0
Sulfurous acid,... 19.033 5.0 ng 134659 4 17.280 540670 20.0
Octadecanoic acid 19.451 7.7 ng 274312 5 21.468 710379 20.0
Nonadecane 20.309 3.9 ng 137897 5 21.468 710379 20.0
Indigo 21.156 5.0 ng 178263 5 21.468 710379 20.0
Octacosane, 2-m... 22.009 3.8 ng 135749 5 21.468 710379 20.0
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