LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026732.D

Aca On 10 Jul 2020 13:57

Operator : JU/CG

Sample : L3186-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070820 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4 _.957 347 352 367 rBY 1083163 1593668 54.06% 8.724%
2 6.528 613 619 633 rBY 1114163 1696871 57.57% 9.289%
3 7.322 747 754 764 rBV 361890 551329 18.70% 3.018%
4 7.633 799 807 816 rBV 887846 1340130 45.46% 7.336%
5 8.469 942 949 962 rBV 671176 1092604 37.07% 5.981%

10.075 1215 1222 1233 rBVY 411214 663038 22.49% 3.630%
12.586 1642 1649 1663 rVB 1441409 1988857 67.47% 10.888%
13.463 1793 1798 1809 rBV 98025 152005 5.16% 0.832%
13.857 1860 1865 1873 rBV3 12786 31350 1.06% 0.172%
13.980 1880 1886 1894 rVB 544073 757830 25.71% 4.149%

=
QO ~NO®

11 15.486 2136 2142 2156 rBV 1069282 1514995 51.40% 8.294%
12 16.739 2350 2355 2360 rBV 649793 853848 28.97% 4.674%

13 16.780 2360 2362 2368 rVB 24906 34685 1.18% 0.190%
14 17.680 2510 2515 2524 rBV3 95197 159093 5.40% 0.871%
15 18.427 2637 2642 2647 rVB 48704 61753 2.09% 0.338%
16 18.815 2704 2708 2715 rBV 46322 65644 2.23% 0.359%
17 18.980 2731 2736 2740 rBV5 29932 51918 1.76% 0.284%
18 19.180 2766 2770 2773 rBV 40660 48406 1.64% 0.265%

19 19.403 2802 2808 2820 rVB 2529644 2947711 100.00% 16.137%
20 20.709 3026 3030 3037 rBvV 208624 276889 9.39% 1.516%

21 20.956 3067 3072 3077 rBV 875302 1154698 39.17% 6.321%
22 23.027 3419 3424 3431 rVB2 747770 1229665 41.72% 6.732%

Sum of corrected areas: 18266987
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026732.D

Aca On : 10 Jul 2020 13:57

Operator : JU/CG

Sample : L3186-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM026732.D
2500000

2000000

1500000

4.96 6.53
1000000 763

8.47
500000 232 10.07

: |
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM026732.D
2500000 19140

2000000

1500000 12.59

15.49
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500000

1346 14 18.78 17/f8 18.43 18.82.8.18

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026732.D
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23.03
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026732.D

Aca On : 10 Jul 2020 13:57

Operator : JU/CG

Sample : L3186-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.68 3.73 ng 159093 Phenanthrene-d10 16.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 50
Abundance Scan 2515 (17.680 min): BM026732.D (-2510) (-) m/z 43.05 100.00%
60 73
5000 AvﬁbwvwwvmwvA\W“WWWAMJMww
129
97 157 192 213 LR AR B SN AR
|| || 115 | 143727171 | | 227 256 17.40 17.60 17.80 18.00
o} “J“N“'“ﬁJﬂ,nh..”...” ”h..”...”,”.h. m/z 73.10 88.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78
43
5000 LR BB B BRI B
129 17.40 17.60 17. 80 18 00
29 115 17 214 m/z 60.10 84 .94Y%
s | M Ll | |
ok 5|||”I|| alf ||| ||. ’ |'|'|||'||I"|'|||i||||||1|98|||'| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 go 73
17.40 17.60 17.80 18.00
5000 29 m/z 41.05 83.27%
129
256
. 0T 115 43157171185 199213 507
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L R B
60 73 17.40 17.60 17.80 18.00
43 m/z 57.10 72.64%
5000 129
185 228
115
01 143 1£7171
0..|.. ...l T H‘ gl |‘..:.L.57.....‘..]:99..2:.[.3..‘..“...'. T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71020\
Data File : BM026732.D

Aca On : 10 Jul 2020 13:57

Operator : JU/CG

Sample : L3186-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.71 4.80 ng 276889 Chrysene-di12 20.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 97
3 5-Eicosene. (B)- 280 C20H40 074685-30-6 96
4 Cvclotetracosane 336 C24H48 000297-03-0 93
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
Abundance Scan 3030 (20.709 min): BM026732.D (-3026) (-) m/z 43.10 100.00%
43
69
5000
125 20.40 20.60 20.80 21.00
229 : : : :
| 153 182205229252 280304328 357 w77 55 10 97 09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 AU IR
29 20.40 20.60 20.80 21.00
195 m/z 57.10 93.53%
0 N 153 181 308
m/z--> 55 100 150 200 250 300 350 400
Abundance
57
83 UV IR
20.40 20.60 20.80 21.00
5000 m/z 69.10 74 .43%
29 111
o 139 167 196 224 252 280
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #127769: 5-Eicosene, (E)- U L DU L DL
55 20.40 20.60 20.80 21.00
m/z 83.10 72 .64%
83
5000
29 111
o J 11} I ‘ l 1139 167 196 223 252 280
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 4(')0 20.'40 20.I60 20.|8O 21.'00 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71020\
Data File : BM026732.D

Acq On 10 Jul 2020 13:57

Operator : JU/CG

Sample - L3186-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Tridecanoic acid 17.68 3.7 ng 159093 4 16.74 853848 20.0
1-Docosene 20.71 4.8 ng 276889 5 20.96 1154700 20.0
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