LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045587.D

Aca On : 3 Jun 2020 19:00

Operator : CG/JU

Sample : L2854-06

Misc :

ALS Vial : 11 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 G\METHODS\8270-BG051520.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 5.539 410 417 427 rBV 307345 546127 11.49% 3.038%
2 7.148 683 691 709 rVB 188992 362156 7.62% 2.014%
3 7.953 820 828 835 rBV 188048 332594 7 .00% 1.850%
4 8.276 876 883 894 rBV 671003 1189076 25.01% 6.614%
5 9.110 1016 1025 1037 rBV 555498 1035577 21.78% 5.760%

10.761 1298 1306 1317 rBV 241090 455849 9.59% 2.536%
11.583 1438 1446 1459 rBV4 23365 62092 1.31% 0.345%
rBvV 1565370 2503531 52.66% 13.926%
14.045 1859 1865 1871 rBV 211471 317406 6.68% 1.766%
14.597 1949 1959 1967 rBV2 416336 652930 13.73% 3.632%
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11 15.584 2122 2127 2138 rBV 108512 152734 3.21% 0.850%
12 16.089 2204 2213 2232 rBV 1367325 2231572 46.94% 12.413%
13 17.346 2420 2427 2435 rBV 537618 855171 17.99% 4._.757%
14 19.960 2866 2872 2882 rBV 3490475 4753896 100.00% 26.443%
15 20.765 3001 3009 3012 rBV7 23252 56910 1.20% 0.317%

16 20.812 3012 3017 3022 rVV6 31675 59459 1.25% 0.331%
17 21.265 3089 3094 3105 rvB3 170309 323080 6.80% 1.797%
18 21.605 3145 3152 3159 rBvV2 587761 996065 20.95% 5.540%
19 22.293 3265 3269 3274 rBV6 26047 47705 1.00% 0.265%
20 24.754 3678 3688 3702 rBV2 344962 1043963 21.96% 5.807%

Sum of corrected areas: 17977893
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045587.D

Aca On : 3 Jun 2020 19:00

Operator : CG/JU

Sample : L2854-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abgndance TIC: BG045587.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045587.D

Aca On : 3 Jun 2020 19:00

Operator : CG/JU

Sample : L2854-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Nonanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.58 2.72 ng 62092 Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 78
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 45
4 Dodecanoic acid 200 C12H2402 000143-07-7 45
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 45
Abundance Scan 1445 (11.578 min): BG045587.D (-1438) (-) m/z 60.05 100.00%
5000
87 115
] 451 11.20 11.40 11.60 11.80 12.00
Lh..t.,....,........,....,....,.”.,. m/z 72.95 89.09%
m/z--> 100 150 200 250 300 350 400 450
Abundance #30179: Nonanoic acid
5000
11.20 11.40 11.60 11.80 12.00
u5 m/z 41.05 46 .92%
H#J"'}ég" AN AL SO SANLELELAS DAL
m/z--> 100 150 200 250 300 350 400 450
Abundance
60
11.20 11.40 11.60 11.80 12.00
5000 m/z 55.05 45 .65%
29 129
87 172
miz-> 50 100 150 200 250 300 350 400 450
Abundance #125405: 12-Bromododecanoic acid
60 11.20 11.40 11.60 11.80 12.00
m/z 57.05 43.19%
5000
8 129 199
Al T 168 | 237 218
m/z--> 55 160 1éo 260 250 360 350 460 4éo 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045587.D

Aca On : 3 Jun 2020 19:00

Operator : CG/JU

Sample : L2854-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethanol, 2-[2-(2-ethoxyetho... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.58 4.68 ng 152734 Acenaphthene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 64
2 tert-Butvl-TI2-T2-(2-ethoxvethoxyv... 292 C14H3204Si 1000352-13-5 53
3 Isoxazolidine 73 C3H7NO 000504-72-3 52
4 Tetraethvlene alvcol diethvl ether 250 C12H2605 004353-28-0 49
5 Butane, 2-ethoxy- 102 C6H140 002679-87-0 47
Abundance Scan 2126 (15.578 min): BG045587.D (-2122) (-) m/z 45.00 100.00%
45 73
5000 59
103117
89 15.20 15.40 15.60 15.80
133
...,....,|...,....,.'.'..,-|...:|,....,1.4.7..,....,....,?97..2?.1...,. m/z 73.05 85.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45
5000 ABRABARE ----u----u-
mmmmmmmm
31 59 72 m/z 72.05 60.26%
15 | | | 103119 148
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 250 250
Abundance
45 73
117 1530 1590 2ok ok
m/z 59.05 39.16%
5000 103 0
59
29 89
15 133 147159 189 203 235
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 250
Abundance #729: Isoxazolidine A EaamamasemEEs
45 mmmmmmmm
3 m/z 117.05 24 _.51%
5000 28
28
m/z--> 25 ' eb 85 160 150 150 1éo 180 200 250 250 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060320\
Data File : BG045587.D

Aca On : 3 Jun 2020 19:00

Operator : CG/JU

Sample : L2854-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.26 6.49 ng 323080 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3093 (21.259 min): BG045587.D (-3089) (-) m/z 83.05 100.00%
55 | 83
R N SR BN B
139 209 21.00 21.20 21.40 21.60
YN 3 MO 2 S 88 ML /7 69.05  95.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
g7
83
5000 U AN BRI S B
29 11 21.00 21.20 21.40 21.60
m/z 97.05 89.33%
J J ] J |139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
83 21,00 21.20 2140 21.60
5000 m/z 55.05 87.84%
29 111
139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane A T
57 21.00 21.20 21.40 21.60
97 m/z 57.05 85.61%
5000
29 125
LA | | 154 196 224 269 330
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060320\
Data File : BG045587.D

Acq On : 3 Jun 2020 19:00

Operator : CG/JU

Sample : L2854-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Nonanoic acid 11.58 2.7 ng 62092 2 10.76 455849 20.0
Ethanol, 2-[2-(2-... 15.58 4.7 ng 152734 3 14.60 652930 20.0
3-Eicosene, (E)- 21.26 6.5 ng 323080 5 21.61 996065 20.0
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