LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044268.D

Aca On : 31 Jan 2020 20:23

Operator : CG/JU

Sample : L1333-05

Misc :

ALS Vial : 18 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 5.017 323 328 338 rBV 25119 40091 1.10% 0.181%
2 5.493 402 409 417 rBV 854992 1403924 38.66% 6.345%
3 7.085 672 680 696 rBV 958579 1750465 48.20% 7.911%
4 7.914 814 821 830 rBV 234220 407391 11.22% 1.841%
5 8.237 867 876 886 rBV 699288 1218569 33.55% 5.507%
6 9.071 1010 1018 1032 rBV 562902 1053849 29.02% 4_.763%
7 10.716 1290 1298 1314 rBV 351884 658583 18.13% 2.976%
8 13.178 1709 1717 1733 rBV 1663465 2685723 73.95% 12.138%
9 14.006 1852 1858 1870 rBV 182007 285096 7 .85% 1.288%
10 14.553 1944 1951 1962 rBV2 690013 1094477 30.14% 4.946%

11 16.039 2197 2204 2219 rBV 1331693 2123574 58.47% 9.597%
12 17.297 2411 2418 2431 rBV 849891 1314436 36.19% 5.940%
13 19.347 2761 2767 2772 rBV 24625 36343 1.00% 0.164%
14 19.706 2821 2828 2836 rVB 33106 58663 1.62% 0.265%
15 19.911 2857 2863 2875 rBV 2780905 3631818 100.00% 16.413%

16 21.098 3061 3065 3069 rBV3 26977 43429 1.20% 0.196%
17 21.210 3080 3084 3090 rBV2 190628 341516 9.40% 1.543%
18 21.539 3133 3140 3157 rBV 800086 1414914 38.96% 6.394%
19 21.750 3172 3176 3182 rBV2 31449 47378 1.30% 0.214%
20 22.344 3271 3277 3292 rBV4 65586 191293 5.27% 0.865%

21 23.008 3379 3390 3398 rVB2 52737 129846 3.58% 0.587%
22 23.190 3415 3421 3429 rVB 51756 109109 3.00% 0.493%
23 23.783 3516 3522 3530 rBV 93278 185455 5.11% 0.838%
24 24.641 3657 3668 3693 rBV2 460021 1535742 42.29% 6.941%
25 25.781 3854 3862 3873 rBv4 55535 158626 4._.37% 0.717%

26 29.917 4555 4566 4579 rVB4 27310 124473 3.43% 0.563%
27 31.157 4765 4777 4780 rBv4 24830 82323 2.27% 0.372%

Sum of corrected areas: 22127106
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044268.D

Aca On : 31 Jan 2020 20:23

Operator : CG/JU

Sample : L1333-05

Misc :

ALS Vial : 18 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

Abundance TIC: BG044268.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044268.D

Aca On : 31 Jan 2020 20:23

Operator : CG/JU

Sample : L1333-05

Misc :

ALS Vial : 18 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 Cetene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.21 4.83 ng 341516 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
Abundance Scan 3084 (21.210 min): BG044268.D (-3080) (-) m/z 57.10 100.00%
57 g3
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
139 20.80 21.00 21.20 21.40 21.60
| — 108,196 223 249 283 m/z 43.10 91.22%
mz—-> 0 50 100 150 200 250 300 350 400
Abundance #81243: Cetene
41
5000 R DO DR BN
20. 80 21. oo 21 20 21. 40 21 60
11 m/z 55.10 87.40%
ol 15 | | l 1139 168 196 224
m/z--> 6 éo 160 15 o 2éo 360 3éo 460
Abundance
57
83 20,80 21.00 21.20 21.40 21.60
5000 m/z 83.10 79.69%
111
29
o 139 189 510238 og3 434
mz-> 0 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate PP T T TR
57 20.80 21.00 21.20 21.40 21.60
97 m/z 97.10 73.85%
5000
29 125
o L | J 154 182 210 238 283 334
m/z--> 6 éo 160 1éo 260 2éo 360 3éo 460 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044268.D

Aca On : 31 Jan 2020 20:23

Operator : CG/JU

Sample : L1333-05

Misc :

ALS Vial : 18 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.34 2.70 ng 191293 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3276 (22.338 min): BG044268.D (-3271) (-) m/z 57.10 100.00%

57
5000
l d1}3 141 169 207 239258 284 341 22,00 22.20 22.40 2260 _

0ty I e T e e e m/z 71.10 61.95%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

%

5000 85 e e e
22.00 22.20 22.40 22.60

m/z 43.10 58.57%

29 113
oL T, j y “ 1,141,169 107 225 253 295 323 367
Coh b P e T e ST T
m/z--> 50 100 150 200 250 300 350
Abundance
57
s M
g5 22.00 22.20 22.40 22.60
5000 m/z 85.10 53.64%
29 113
0 141 169 197 225 253 296
e o T T B
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane T T T T T T g
57 22.00 22.20 22.40 22.60
m/z 55.05 24 _79%
- I ij
29
oL “J I “113 141 169 197 225 253 281 309 337 380
— e 0 e LA S LA e =
m/z--> 50 100 150 200 250 300 350 22,00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044268.D

Aca On : 31 Jan 2020 20:23

Operator : CG/JU

Sample : L1333-05

Misc :

ALS Vial : 18 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.78 2.42 ng 185455 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3521 (23.777 min): BG044268.D (-3516) (-) m/z 57.10 100.00%
57
85
5000
3 I | U3 141 168 197 239 265283 241 23.40 23.60 23.80 24.00
ol o bl a 208 97 239 205088 sM m/z 71.05  77.16%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
23.40 23.60 23.80 24.00
m/z 43.10 62.25%
29 113
oL | i 1] .I (141 169 197 225 253 296
m/z--> 56 1éo 260 2éo 360 3éo
Abundance
57
23140 23.60 23.80 24.00
5000 85 m/z 85.10 59.33%
o 38 13 141 169 210 539 267 309 336 366
m/z--> 56 160 1éo 260 250 360 3éo
Abundance #185533: Pentacosane
57 23.40 23.60 23.80 24.00
m/z 55.05 20.74%
5000 85
113
oL 2Ly J | M 169189211 239 267 205 323 352
m/z--> 5'0 100 150 200 2éo 3(')0 3&'30 23. 40 23. 60 23. 80 24. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG013120\
Data File : BG044268.D

Aca On : 31 Jan 2020 20:23

Operator : CG/JU

Sample : L1333-05

Misc :

ALS Vial : 18 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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.78 2.07 ng 158626 Perylene-di12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3862 (25.781 min): BG044268.D (-3854) (-) m/z 57.10 100.00%
g7
85
5000
LRI DR DAL SUNIL I
113 141 25.40 25.60 25.80 26.00
169 197 355
0..'.,-.'|..‘l.||i." bl 2l 225 204283 S | ‘m/z 71.10 67.06%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 R A A R R
25.40 25.60 25.80 26.00
113 m/z 85.10 58.08%
o 29 | 1 ﬂ (141,169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance
57
25.40 25.60 25.80 26.00
5000 85 m/z 43.10 53.77%
. 29 M3 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane RSN B EEa RS
57 25.40 25.60 25.80 26.00
m/z 55.10 21.71%
5000
29
oL, ‘}\‘ ”113 141 169 197 225 253 338
m/z--> 50 100 150 200 250 300 350 ' 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG013120\
Data File : BG044268.D

Acq On : 31 Jan 2020 20:23

Operator : CG/JU

Sample - L1333-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
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]
Cetene 21.21 4.8 ng 341516 5 21.54 1414910 20.0
Hexacosane 22_.34 2.7 ng 191293 5 21.54 1414910 20.0
Heneicosane 23.78 2.4 ng 185455 6 24.64 1535740 20.0
2-methyloctacosane 25.78 2.1 ng 158626 6 24.64 1535740 20.0
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