LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100818\
Data File : BF109665.D

Aca On : 8 Oct 2018 23:21

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 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 F\METHODS\8270-BF100818 .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 6.698 781 784 816 rBV 285014 520889 75.12% 11.909%
2 7.975 998 1001 1030 rBV 500573 693392 100.00% 15.853%
3 9.445 1247 1251 1264 rBV 83011 99781 14.39% 2.281%
4 9.722 1294 1298 1322 rBV 656497 687768 99.19% 15.724%
5 11.198 1546 1549 1564 rBV 465812 598830 86.36% 13.691%
6 13.016 1853 1858 1863 rBV2 8009 10514 1.52% 0.240%
7 13.357 1912 1916 1919 rBV 9681 10935 1.58% 0.250%
8 13.686 1966 1972 1982 rBV4 62819 126827 18.29% 2.900%
9 13.827 1992 1996 2008 rVB 506707 541152 78.04% 12.372%
10 13.998 2022 2025 2028 rBvV 33225 28813 4.16% 0.659%
11 14.304 2073 2077 2080 rBvV 54074 55771 8.04% 1.275%
12 14.592 2123 2126 2130 rVB 82797 80119 11.55% 1.832%
13 14.663 2135 2138 2143 rBV4 9260 9815 1.42% 0.224%

14 14.904 2175 2179 2184 rBV 97409 101899 14.70% 2.330%
15 15.221 2228 2233 2236 rBV 349290 447077 64.48% 10.221%

16 15.251 2236 2238 2248 rVB 117986 137831 19.88% 3.151%
17 15.645 2301 2305 2310 rBV 73824 100985 14.56% 2.309%

18 16.104 2377 2383 2395 rVB3 48120 89031 12.84% 2.036%
19 16.633 2468 2473 2479 rBV3 16410 32475 4.68% 0.742%
Sum of corrected areas: 4373904
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100818\
Data File : BF109665.D

Aca On : 8 Oct 2018 23:21

Operator : JU/SJ

Sample : J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.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: BF109665.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109665.D

Aca On : 8 Oct 2018 23:21

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 1 Oxalic acid, isobutyl hexad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.69 ng 126827 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 90
2 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 83
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 83
4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 83
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 80
Abundance Scan 1973 (13.692 min): BF109665.D (-1966) (-) m/z 57.00 100.00%
57.0
7.1
5000
l l149.0 2071 13.40 13.60 13.80 14.00
I B — m/z 43.00 86.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 L B B I SR

13.40 13.60 13.80 14.00
m/z 83.10 83.84%

97.0
o “ || ,1300 20402690
B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #232315: Hexacosy! trifluoroacetate
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 80.65%
39.0
ot H |, 181.0222.0 278.0320.0 364.0 409.0 460.0
I L L E e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate e AL L ma m
57.0 13.40 13.60 13.80 14.00
m/z 69.10 78 .44%
97.0
5000
39.0 336.0
ol L, T 181.0222.0264.0 6.0 381.0 532.0
I e T S
m/z--> 50 100 150 200 250 300 350 400 450 500 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109665.D

Aca On : 8 Oct 2018 23:21

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .30 2.06 ng 55771 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2076 (14.298 min): BF109665.D (-2073) (-) m/z 57.05 100.00%
57.0
5000
| 991 14.00 14.20 14.40 14.60
155.1 : : : :
(I | .1.-l|,-.'1.'. N —— m/z 71.10 77.33%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.00 14.20 14.40 14.60
99.0 m/z 43.05 63.78%
Lo ||y 149 1830 2250 ass02e60
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
14.00 14.20 14.40 1460
5000 m/z 85.10 55.46%
99.0
0 2700 | |l )y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1éo 260 250 360 350 '
Abundance #94346: Heptadecane
57.0 14.00 14.20 14.40 14.60
m/z 55.00 24 .56%
5000
99.0
0 27\‘0\ I ] | J | }4;9 183.0 249'0
miz--> " 50 100 150 200 250 300 350 14.00 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109665.D

Aca On : 8 Oct 2018 23:21

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 5

R.T. EstConc Area Relative to ISTD R.T.
14.59 3.58 ng 80119 Perylene-di12 15.22
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 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2126 (14.592 min): BF109665.D (-2123) (-) m/z 57.05 100.00%

57.0
85.0
5000
1 14:20 14.40 14.60 14.80 15.00
141. 11692
0...-.|,- ]1' - m/z 71.10  71.24%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0

14.20 14.40 14.60 14.80 15.00
m/z 43.05 66.64%

29.0
oL l.lﬂﬁl 14}01690197022502530 205.0323.0  367.0
= { I LA B e e e e S e PR
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
T T
85.0 14.20 14.40 14.60 14.80 15.00
5000 ' m/z 85.05 52.49%
29.0 130
ol L [ 141-0169.0197.0025.0253.0  296.0
, — AL B i e e e o e o
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0 14.20 14.40 14.60 14.80 15.00
m/z 41.05 19.49%
71.0
5000
o ‘ ‘ J‘ u S 015501830 22502530 2950 3370
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109665.D

Aca On : 8 Oct 2018 23:21

Operator : JU/SJ

Sample = J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.64 4.52 ng 100985 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2304 (15.639 min): BF109665.D (-2301) (-) m/z 57.10 100.00%
57.1
991 lllllllllllllllllll
141.2 15.40 15.60 15.80 16.00
o...-.',.-.l.l.-ll,--."."-..','.-.1.99',9....,....,....,....,... m/z 71.10 71.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 L B B IR B
15.40 15.60 15.80 16.00
99.0 m/z 43.10 65.05%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #141426: Heneicosane
57.0
" 15.40 15.60 15.80 16.00
5000 m/z 85.10 52.98%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57.0 15.40 15.60 15.80 16.00
m/z 55.00 26 .00%
5000
99.0
oL d g |y 1410 1820 5550 2810 35390
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100818\
Data File : BF109665.D

Acq On : 8 Oct 2018 23:21

Operator : JU/SJ

Sample - J5300-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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... 13.69 4.7 ng 126827 5 13.83 541152 20.0
Heneicosane 14 .30 2.1 ng 55771 5 13.83 541152 20.0
Hexacosane 14.59 3.6 ng 80119 6 15.22 447077 20.0
Triacontane 15.64 4.5 ng 100985 6 15.22 447077 20.0
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