LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BG@55497.D

Acqg On : 8 Nov 2022 4:28
Operator : CG/JU

Sample : N5415-14

Misc :

ALS Vvial : 15 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_ G\Methods\8270-BG110122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55497.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.111 338 344 354 rVB 62695 94039 6.24%  1.198%
2 5.605 422 428 443 rBV 370030 592376 39.30% 7.544%
3 7.244 700 707 723 rBV 379548 634184 42.07% 8.077%
4 8.084 843 850 858 rBV 100993 163660 10.86% 2.084%
5 9.259 1041 1050 1062 rBV 238144 407988 27.06% 5.196%

6 10.910 1324 1331 1344 rVB 152291 263882 17.51% 3.361%
7 13.343 1739 1745 1753 rBV 721188 1117021 74.10% 14.226%
8 14.724 1973 1980 1987 rBV 248125 382424 25.37% 4.870%
9 16.204 2226 2232 2256 rBV 569281 874678 58.02% 11.139%
10 17.456 2439 2445 2450 rBV 303417 442857 29.38% 5.640%

11 17.503 2450 2453 2458 rVB 23320 32157 2.13% 0.410%
12 18.331 2588 2594 2599 rBV2 26212 49730 3.30% ©.633%
13 18.378 2599 2602 2609 rVB3 9178 16677 1.11% 0.212%
14 19.500 2787 2793 2798 rBV 44287 64845 4.30% 0.826%
15 19.594 2806 2809 2813 rBV5 8703 15114 1.00% ©.192%
16 19.859 2850 2854 2861 rVB 45232 68159 4.52% 0.868%
17 20.047 2880 2886 2894 rBV 1188351 1507444 100.00% 19.198%
18 20.329 2931 2934 2941 rVB4 11518 20626 1.37% ©0.263%
19 21.333 3101 3105 3111 rBV7 33426 80087 5.31% 1.020%
20 21.715 3163 3170 3176 rBV 315717 526499 34.93% 6.705%

21 24.976 3717 3725 3737 rVB2 178631 497611 33.01% 6.337%

Sum of corrected areas: 7852058
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BG@55497.D

Acq On : 8 Nov 2022 4:28
Operator : CG/JU

Sample : N5415-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : . .
1200000 TIC: BG055497.D\data.ms

1000000
800000
600000
400000 5.605 7.244

9.259

200000 10.910
5.111 8.084
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Time--> 350 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG055497.D\data.ms
1200000 20.047

1000000

800000
13.343

600000 16.204

400000 21.715
17.456
14.724

200000

21.333

175503 13 Mﬁf 20.329
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance : . .
1200000 TIC: BG055497.D\data.ms

1000000
800000
600000

400000
24.976
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BG@55497.D

Acq On : 8 Nov 2022 4:28
Operator : CG/JU

Sample : N5415-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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.
5.111 11.49 ng 94039  1,4-Dichlorobenzene-d4 8.084

Hit# of 5 Tentative ID MW MolForm CAS# 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 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 344 (5.111 min): BG055497.D\data.ms (-338) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0
T T T
| 83.0 4.80 5.00 5.20 5.40 )
ol v m/z 59.00 67.98%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B L B BB
4.80 5.00 5.20 5.40
101.0 m/z 101.00 31.93%
27.0 | 83.0
O \\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R AAREEmaRE T
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 18.33%
126.0
Ol b 12501420
m/z--> 20 40 60 80 100 120 140
Abundance #3555: 5-Hexen-2-one R EAREEmaRE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.63%
5000
27.0
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BG@55497.D

Acq On : 8 Nov 2022 4:28
Operator : CG/JU

Sample : N5415-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.331 2.25 ng 49730  Phenanthrene-d10 17.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 25
4 Thiophene, 3,3'-(1,2-ethenediyl)... 192 C10H8S2 117439-53-9 25
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 25
Abundance Scan 2594 (18.331 min): BG055497.D\data.ms (-2588) (- | m/z 73.00 100.00%
73.0
192.1
43.0
5000 129.0
I M | ‘
Tl Lo ) 7 e e
ol L) ‘ N n/z 192.10  80.57%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000
129.0 1800 1850
213.0 m/z 60.00 66.71%
1‘4‘0‘\ wHM‘\ \hhH\ HM‘\H\ A . “ “‘u\‘ “\‘ \‘ X “‘ N
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
43.0 1800 1850
5000 129.0 m/z 57.00  59.25%
171.0
‘ ‘ 214.0
oL— ‘\“ H‘\‘u‘n‘ “M‘ H\H‘h A “ ‘n“ L “‘ : \‘H —
miz--> 50 100 150 200 250 ]M W\/\M
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0 1800 1850
m/z 191.10 58.83%
5000
270 630 960 1390 | ‘
T T T T ‘ \ T T T ‘ T T T T “ \H\ ‘\ L ‘ T T ‘ T ‘ T 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_G\Data\BG110722\
Data File : BG@55497.D

Acq On : 8 Nov 2022 4:28
Operator : CG/JU

Sample : N5415-14

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 3 Cycloeicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.333 3.04 ng 80087  Chrysene-d12 21.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 Cyclohexadecane 224 C16H32 000295-65-8 92
3 1-Octadecene 252 C18H36 000112-88-9 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
5 1-Eicosene 280 C20H40 003452-07-1 90
Abundance Scan 3105 (21.333 min): BG055497.D\data.ms (-3101) (- | m/z 57.05 100.00%
57.0
5000 M\J\WN\M«
— —
284.1321.2 21.00 21.50
oLl m/z 83.05 84.45%
m/z--> 50 100 150 200 250 300 350
Abundance #173728: Cycloeicosane
55.0
7.0
5000 — —
21.00 21.50
m/z 55.00  82.54%
ol \\ I \‘ I “L 1390 182.0 224.0 2800
\\\\‘ \\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
55.0
— —
21.00 21.50
5000 m/z 97.10 77 .52%
39.0 2240
0181Q ‘H‘HH‘HHW /\/WV\/W\AJ\M/\A
m/z--> 50 100 150 00 250 300 350
Abundance #138519: 1-Octadecene — 7
43.0 21.00 21.50
83.0 m/z 43.00 71.22%
25.0
b L T mozogee
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_G\Data\BG110722\
Data File : BG@55497.D

Acqg On : 8 Nov 2022 4:28
Operator : CG/JU

Sample : N5415-14

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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-... 5.111 11.5 ng 94039 1 8.084 163660 20.0
n-Hexadecanoic ... 18.331 2.3 ng 49730 4 17.456 442857 20.0
Cycloeicosane 21.333 3.0 ng 80087 5 21.715 526499 20.0
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