LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021920\
Data File : BG044501.D

Aca On : 19 Feb 2020 22:42

Operator : CG/JU

Sample : L1575-07

Misc :

ALS Vial : 15 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 5.470 398 405 418 rBV 943694 1564290 40.98% 8.147%
2 7.068 668 677 696 rBV 891002 1636171 42.86% 8.521%
3 7.891 809 817 825 rBV 214073 362351 9.49% 1.887%
4 8.214 864 872 882 rBV 787302 1353815 35.47% 7.051%
5 9.048 1005 1014 1033 rBV 530767 1023521 26.81% 5.331%

10.688 1286 1293 1310 rBV 253031 489219 12.82% 2.548%
13.149 1705 1712 1734 rBV 1454857 2356985 61.75% 12.276%
13.990 1849 1855 1868 rBVY 33981 61639 1.61% 0.321%
14.530 1940 1947 1958 rBV 432770 695997 18.23% 3.625%
16.022 2194 2201 2223 rBVY 907359 1794184 47.00% 9.344%

=
QO ~NO®

11 17.274 2407 2414 2428 rBV 557617 889519 23.30% 4.633%
12 19.888 2853 2859 2872 rBV 2773552 3817240 100.00% 19.881%
13 21.193 3076 3081 3089 rBv3 105004 225768 5.91% 1.176%
14 21.263 3090 3093 3098 rVB 23379 41300 1.08% 0.215%
15 21.516 3130 3136 3151 rBV 619035 1051908 27.56% 5.479%

16 21.722 3166 3171 3179 rBV2 55547 82582 2.16% 0.430%
17 22.309 3265 3271 3276 rBV 75479 125805 3.30% 0.655%
18 22.973 3378 3384 3391 rVB 82061 149507 3.92% 0.779%
19 23.743 3508 3515 3523 rVB 70053 150975 3.96% 0.786%
20 24.601 3651 3661 3680 rVvB2 379796 1209357 31.68% 6.299%

21 25.717 3844 3851 3862 rVB3 38664 118432 3.10% 0.617%

Sum of corrected areas: 19200565
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044501.D

Aca On : 19 Feb 2020 22:42

Operator : CG/JU

Sample : L1575-07

Misc :

ALS Vial : 15 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: BG044501.D
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Abundance TIC: BG044501.D
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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 TIC: BG044501.D

2500000
2000000
1500000
1000000

500000 24.60

22.97 23.74 ‘ l
e 25.72

T e T T e T T T T e T e T e e e e e e e

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\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044501.D

Aca On : 19 Feb 2020 22:42

Operator : CG/JU

Sample : L1575-07

Misc :

ALS Vial : 15 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 1-Hexadecanesulfonyl chloride Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.19 4.29 ng 225768 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 83
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 83
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 83
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 74
Abundance Scan 3081 (21.193 min): BG044501.D (-3076) (-) m/z 57.10 100.00%
57
83
5000
111
“ 163 20,80 21.00 21.20 21.40 21.60
207 : : : : .
o kA far ] 27 ser2es  W/z 43.10  80.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164026: 1-Hexadecanesulfonyl chloride
57
83
5000 AR U DA B
111 2080 21.00 2120 21.40 21.60
29 m/z 55.10 67 .85%
[%9167196224 271 557
Ot s......: e b
m/z--> 55 160 150 200 250 360 3éo 460 4éo 560
Abundance
57
LRSI B SRR BRI B
97 20.80 21.00 21.20 21.40 21.60
5000 m/z 71.10 65.18%
125
o 29 153181210238264294322 367 418
m/z--> 55 160 1éo 200 250 360 3%0 460 4%0 560
Abundance #238204: Tricosyl heptafluorobutyrate AN ma o LR
57 20.80 21.00 21.20 21.40 21.60
m/z 83.10 65.11%
97
5000
125
0 29 L | 169105200250 294322 367 518
m/z--> % ﬁ)ﬁoz® H)%o3% ﬁ)éOS& mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044501.D

Aca On : 19 Feb 2020 22:42

Operator : CG/JU

Sample : L1575-07

Misc :

ALS Vial : 15 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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.31 2.39 ng 125805 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3271 (22.309 min): BG044501.D (-3265) (-) m/z 57.10 100.00%
57
85
5000
113 22.00 22.20 22.40 22.60
141 169 ) . . .
ol Lh L, -"| L 90,225249 281 SM nyz 71.10  68.35%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 INUNBRUMBARARRRIAER
22,00 22.20 22.40 22.60
29 m/z 43.10 58.79%
113 141
oL s 169 197 225 253 281 309 337 380
m/z--> 55 100 150 260 250 300 350 '
Abundance
57
22.00 22.20 22.40 22.60
5000 g5 m/z 85.10 56.48%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane LI L LB L N BN |
57 22.00 22.20 22.40 22.60
m/z 55.10 25.01%
N | WWyu/\‘\/Wv—/w/v«
. 290 1) (18 141 160 107 205 253 205 323 367
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\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044501.D

Aca On : 19 Feb 2020 22:42

Operator : CG/JU

Sample : L1575-07

Misc :

ALS Vial : 15 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 3
R.T. EstConc Area Relative to ISTD R.T.
22.97 2.84 ng 149507 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3383 (22.967 min): BG044501.D (-3378) (-) m/z 57.10 100.00%
57
5000
R e e
141 169 22.60 22.80 23.00 23.20
ol il -l| LA 9997225 256 283 356 | mjz 71.10  76.34%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 B SUABURRE B
nmnmmmmm
m/z 43.10 62.49%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance
57
g5 22.60 22.80 23.00 23.20
5000 m/z 85.10 53.86%
29
. 13 141 169 197 240
miz-> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e L e
57 22.60 22.80 23.00 23.20
m/z 55.10 23.72%
b I \AW\AWJKL}WA
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> % 1& 1% 2& 2% 3m 3% ' nmnmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044501.D

Aca On : 19 Feb 2020 22:42

Operator : CG/JU

Sample : L1575-07

Misc :

ALS Vial : 15 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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.74 2.50 ng 150975 Perylene-di12 24 .60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Docosane 310 C22H46 000629-97-0 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3515 (23.743 min): BG044501.D (-3508) (-) m/z 57.10 100.00%
57
85 J\
5000
13 23.40 23.60 23.80 24.00
141 183 : : :
ob—3 ,| DA g utften1es 200 238 266 am m/z 71.10 69.12%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AR AR
23. 40 23. 60 23 80 24.00
‘ m/z 43.10 64.23%
29 141
ok, i 1] .l A0 dor 228 pss 22
m/z--> 50 100 150 200 250 300 350
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 85.10 54 _.59Y%
. 29 13 141 169 197 225 258 205 323 367
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #153222: Docosane L B L e
57 23.40 23.60 23.80 24.00
m/z 41.10 22.48%
h 1 v¢mw«JWmNMMJw)qtvavMMWﬁVvMWW
. 200 1| M8 141 169 197 205 253 281 310
m/z--> % ﬁo 150 200 250 300 3% Bmmmmmmm '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021920\
Data File : BG044501.D

Acq On : 19 Feb 2020 22:42

Operator : CG/JU

Sample : L1575-07

Misc :

ALS Vial : 15 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]
1-Hexadecanesulfo... 21.19 4.3 ng 225768 5 21.52 1051910 20.0
Heptacosane 22.31 2.4 ng 125805 5 21.52 1051910 20.0
Heneicosane 22.97 2.8 ng 149507 5 21.52 1051910 20.0
Eicosane 23.74 2.5 ng 150975 6 24.60 1209360 20.0
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