LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\
Data File : BG044538.D

Aca On : 21 Feb 2020 2:27

Operator : CG/JU

Sample : PB126886BL

Misc :

ALS Vial : 17 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-BG013020.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 5.458 397 403 416 rBV 490118 820585 18.44% 4.361%
2 7.056 667 675 694 rBV 290670 541358 12.16% 2.877%
3 7.878 808 815 825 rBV 193404 335072 7.53% 1.781%
4 8.201 862 870 881 rBV 823361 1450968 32.60% 7.711%
5 9.036 1004 1012 1025 rBV 607580 1146267 25.76% 6.092%

10.681 1284 1292 1308 rBV 242419 468495 10.53% 2.490%
13.143 1704 1711 1723 rBV 1730541 2765711 62.14% 14.698%
13.983 1848 1854 1863 rBV2 27266 49595 1.11% 0.264%
418887 682010 15.32% 3.624%
16.010 2192 2199 2225 rBV 1298799 2096308 47.10% 11.141%
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11 17.267 2406 2413 2426 rBV 518736 842983 18.94% 4._.480%
12 19.882 2852 2858 2871 rBV 3275729 4450544 100.00% 23.652%
13 21.180 3074 3079 3087 rBv3 102320 190515 4.28% 1.012%
14 21.245 3087 3090 3099 rVB 29471 51534 1.16% 0.274%
15 21.509 3128 3135 3148 rBV2 605583 1014880 22.80% 5.393%

16 21.709 3164 3169 3176 rBV 52308 71419 1.60% 0.380%
17 22.297 3263 3269 3278 rBV 72815 123591 2.78% 0.657%
18 22.955 3375 3381 3388 rBvV 84761 155249 3.49% 0.825%
19 23.137 3405 3412 3418 rBV 32981 64454 1.45% 0.343%
20 23.719 3504 3511 3520 rBV2 77268 163689 3.68% 0.870%

21 24.576 3647 3657 3675 rBV2 398678 1209517 27.18% 6.428%
22 25.693 3839 3847 3858 rVB3 41409 122228 2.75% 0.650%

Sum of corrected areas: 18816972
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\
Data File : BG044538.D

Aca On : 21 Feb 2020 2:27

Operator : CG/JU

Sample : PB126886BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG044538.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\
Data File : BG044538.D

Aca On : 21 Feb 2020 2:27

Operator : CG/JU

Sample : PB126886BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Oxalic acid, isobutyl hepta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.18 3.75 ng 190515 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl heptadecvl... 384 C23H4404 1000309-38-2 87
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 76
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 64
5 1-Heptacosanol 396 C27H560 002004-39-9 64
Abundance Scan 3079 (21.180 min): BG044538.D (-3074) (-) m/z 57.10 100.00%

5000 4

:

20.80 21.00 21.20 21.40
m/z 43.10  75.27%

163

183 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57
5000 | LI LI L LB L L B B
4 20.80 21.00 21.20 21.40
83 m/z 71.10 66.05%
111 283
2 126 148 169 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
20.80 21.00 21.20 21.40
5000 a1 m/z 55.10 63.52%
8 111
26 126 148 196 224 269
wmﬁwwwﬁwrwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)- e AR S
20.80 21.00 21.20 21.40
m/z 83.05 62.85%
83
5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\
Data File : BG044538.D

Aca On : 21 Feb 2020 2:27

Operator : CG/JU

Sample : PB126886BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.30 2.44 ng 123591 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3270 (22.303 min): BG044538.D (-3263) (-) m/z 57.10 100.00%
57
85
5000 _va~*-4\-J\\Mh_va\~‘,\
L) (09 sm008 o 208 acs 52100 22120 22,40 2260
SN ' N T T . B - B m/z 71.10 78.40%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
22.00 22.20 22.40 22.60
m/z 43.10 65.97%
29 13 141
| - ]l 1] ] .11(.?9.197 225 253 2§2
m/z--> 55 100 150 260 250 360 3éo
Abundance
57
22,00 22.20 22.40 22.60
5000 85 m/z 85.10 55.22%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #194493: Hexacosane
57 22.00 22.20 22.40 22.60
m/z 41.05 27 .21%
ZPJ i | 4 M 141 169 107 225 253 295 323 367
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 300 3&'30 ' 22.'00 22.'20 22.'40 22.|60 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\
Data File : BG044538.D

Aca On : 21 Feb 2020 2:27

Operator : CG/JU

Sample : PB126886BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.95 3.06 ng 155249 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 3380 (22.949 min): BG044538.D (-3375) (-) m/z 57.10 100.00%
57
85
5000
UL 1 0 sooiogoss s e 22160 22160 23,00 2020
b L Rt 20 282 s m/z 71.10 70.26%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
22.60 22.80 23.00 23.20
- m/z 43.05 63.60%
DL {13,241 169 107 205 253 338
m/z--> 55 160 150 260 250 360 3éo
Abundance
57
85 22.60 22.80 23.00 23.20
5000 m/z 85.05 53.57%
113
29 141 169 197 225 953 282
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane N EREES L e e o
57 22.60 22.80 23.00 23.20
m/z 55.10 23.00%
5000 85 WAAJ\\M\.VV
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 22.I60 22.I80 23.'00 23.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022020\
Data File : BG044538.D

Aca On : 21 Feb 2020 2:27

Operator : CG/JU

Sample : PB126886BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 5 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.72 2.71 ng 163689 Perylene-d12 24 .58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3511 (23.719 min): BG044538.D (-3504) (-) m/z 57.10 100.00%
57
85
5000
ISR N R IR
141 169 207 23.40 23.60 23.80 24.00
— |, 'I Lo P ) 239 265 295 3 m/z 71.10 73.90%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 NSRRI P AR
Bmmmmmmm
m/z 43.10 61.04%
29 | Ll ]]1}31 141 169 107 225 253 295 323 367
m/z--> éo 100 150 260 2%0 300 3%0
Abundance
57
o 2340 23.60 23.80 24.00
5000 m/z 85.10 59.25%
29 113 141 169 197 205 253 338
m/z--> o 'éo' - 160" ' ﬁéoll ' 560" ' 550" ' 560" ' ééo"
Abundance #141426: Heneicosane
57 23.40 23.60 23.80 24.00
m/z 55.10 22 .87%
85
- vam
29 113
I J[ I 1?1 (169 197 225 253 296
m/z--> 5'0 100 1éo 2(')0 251;0 3(')0 3&1;0 23. 40 23. 60 23. 80 24. oo '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022020\
Data File : BG044538.D

Acq On : 21 Feb 2020 2:27

Operator : CG/JU

Sample : PB126886BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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]
Oxalic acid, isob... 21.18 3.8 ng 190515 5 21.51 1014880 20.0
Eicosane 22.30 2.4 ng 123591 5 21.51 1014880 20.0
Tetracosane 22.95 3.1 ng 155249 5 21.51 1014880 20.0
Hexacosane 23.72 2.7 ng 163689 6 24.58 1209520 20.0
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