LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 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-BF031820.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 2.204 15 20 27 rVB 102056 129582 1.52% 0.190%
2 5.039 497 502 510 rvB 764643 1008764 11.80% 1.482%
3 5.445 565 571 574 rBVY 6669913 6715296 78.55% 9.865%
4 6.457 737 743 746 rBVY 6360245 6921341 80.96% 10.168%
5 6.657 774 777 786 rBV 124631 135867 1.59% 0.200%
6 6.828 803 806 810 rBVY 2027269 1811263 21.19% 2.661%
7 6.986 829 833 837 rBVY 5939831 5382734 62.96% 7.908%
8 7.392 896 902 905 rBVY 4544855 4625103 54.10% 6.795%
9 8.116 1020 1025 1028 rBV 2833621 2359692 27.60% 3.467%
10 9.198 1203 1209 1212 rBvY 8757942 8227456 96.23% 12.087%

11 9.310 1224 1228 1232 rVB2 117070 117036 1.37% 0.172%
12 9.586 1271 1275 1278 rBV 778854 580323 6.79% 0.853%
13 9.874 1318 1324 1327 rBV 3251824 2716415 31.77% 3.991%
14 10.663 1453 1458 1462 rBV 5568850 5528684 64.67% 8.122%
15 11.363 1573 1577 1580 rBV 3303446 2837953 33.19% 4.169%

16 11.892 1663 1667 1682 rBV 1039444 1175653 13.75% 1.727%
17 12.680 1797 1801 1814 rBV 541155 633944 7.42% 0.931%
18 12.774 1814 1817 1821 rVV 555405 439785 5.14% 0.646%
19 12.957 1842 1848 1851 rBV 8722797 8549429 100.00% 12.560%
20 13.480 1934 1937 1941 rBV 360522 306763 3.59% 0.451%

21 13.857 1997 2001 2018 rBV 374962 625922 7.32% 0.920%
22 14.004 2021 2026 2029 rBV 2438981 2295530 26.85% 3.372%
23 14.174 2052 2055 2058 rBV 326623 272471 3.19% 0.400%
24 14.480 2103 2107 2111 rBV 501933 426056 4.98% 0.626%
25 14.786 2155 2159 2167 rVB 612142 577054 6.75% 0.848%

26 15.127 2212 2217 2221 rBV 517796 586436 6.86% 0.862%
27 15.462 2269 2274 2278 rBV2 1445384 1791277 20.95% 2.632%
28 15.509 2278 2282 2287 rVB 453851 564252 6.60% 0.829%
29 15.945 2351 2356 2363 rBV 268144 415616 4._86% 0.611%
30 16.456 2437 2443 2449 rVB2 118858 209430 2.45% 0.308%

31 17.056 2538 2545 2554 rBV3 47360 101813 1.19% 0.150%

Sum of corrected areas: 68068940
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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: BF119595.D
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6000000 6.99
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4000000

2000000 6.83
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF119595.D
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6000000 10.66

4000000
9.87 11.36
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e TSI . N el s

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF119595.D
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6000000

4000000

14.00
2000000

1479 1513 51
13.48 13.86|| 14.17 1448 \ 15.94
A A A\ A 16.46
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.04 11.14 ng 1008760 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 502 (5.039 min): BF119595.D (-497) (-) m/z 43.00 100.00%
43.0
59.0
5000
| ee o TTaBo 500 550 540
ot e P e e m/z 59.00 60.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
5000 R U UL R
410 480 5.00 5.20 5.40
290 101.0 m/z 58.00 16.49%
0 |I| | | || ! 50.0 Nann 73.0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 5.00 520 5.40
0
5000 5.0 m/z 101.00 15.97%
15.0 101.0
31.0
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L LB B
54.0 480 5.00 5.20 5.40
m/z 40.95 8.48%
5000
410 101.0
oL 150 30 Tls00, | 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.89 8.29 ng 1175650 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 78
Abundance Scan 1667 (11.892 min): BF119595.D (-1663) (-) m/z 60.00 100.00%
6d.0
5000
85.1 2 213.1 LA BRI SR SUNILN B
391D o 157.1 185.1 : 256.3 11.60 11.80 12.00 12.20
o SR i m/z 43.05 95.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0
11.60 11.80 12.00 12.20
97.0 m/z 73.00 89.53%
| 157.0 185.0
o.H,J.ﬂ'J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
11)60 11!80 12)00 12!20
5000 129.0 m/z 57.05 88.65%
0 .:I'.S.'?....l.... ; ?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 55.00 77.01%
5000 129.0
0.1.5.'?....,.... R e SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.68 4_47 ng 633944 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 68
Abundance Scan 1801 (12.680 min): BF119595.D (-1797) (-) m/z 43.10 100.00%
431 730
5000 129.1
97.1
1571 1851 213.2 241.2 284.2 12.40 12.60 12.80 13.00
(o} m/z 57.00 91.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

3.0

5000
12.40 12.60 12.80 13.00

m/z 59.95 88.57%

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
12.40 12.60 12.80 13.00
5000 256.0 m/z 73.00 81.86%
213.0
|| ‘ 157.0 185.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 76.32%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.77 3.83 ng 439785 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 86
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 38

Abundance Scan 1816 (12.768 min): BF119595.D (-1814) (-) m/z 56.00 100.00%
56.0
5000
g30 1290 257.2 12.40 12.60 12.80 13.00
157.1 1 213.2
o 185.1 m/z 57.00 60.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56.0
5000
12.40 12.60 12.80 13.00
29.0 m/z 43.00 38.95%
33.0 129 0 257.0
0 L || ll A .Il i 157. O 185 0 213 0 | |I 283 0 312 0
m/z--> 25 45 60 85 100 150 140 160 180 200 220 240 260 280 360
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

12.40 12.60 12.80 13.00
5000 m/z 41.00 37.03%

29.0
83.0 129.0 257.0
l‘A 1.4 h \ i HL il 157.0 185.0 213.0 I | 281.0 312.0
T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance B T e e e e

12891: Cyclopentanecarboxylic acid, 2-amino-, trans-
56.0 12.40 12.60 12.80 13.00

m/z 55.00 31.60%

5000
30.0 100 0 129.0
| I {

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00

o

HH

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 6 Butyl myristate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.48 2.67 ng 306763 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 87
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 50
3 2.2-Dimethvl-1.3-butanediol 118 C6H1402 000076-35-7 43
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
5 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
Abundance Scan 1937 (13.480 min): BF119595.D (-1934) (-) m/z 56.00 100.00%
56.0
5000
129.0 R BN B BN BN
97.0 185.1 on1o 2853 13.20 13.40 13.60 13.80
0 ,\ !.."J. 196.9, 2t 303 "n/z 57.05 56.61%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131257: Butyl myristate
56.0
5000
229.0 13.20 13.40 13.60 13.80
m/ 43.00 40.30%
|83.0 129.0 185.0 284.0 z ¢
o IS 157.0 255.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177148: Octadecanoic acid, butyl ester
56.0
13.20 13.40 13.60 13.80
m/z 55.05 31.24%
129.0 185.0
ol | I gl \ 1530 " | 2130 24}0 311.0
m/z--> &mmmmmmmmmmmmmm%
Abundance #8847: 2,2-Dimethyl-1,3-butanediol EBE AREEE TS S ey S
56.0 13.20 13.40 13.60 13.80
m/z 40.95 30.39%
5000
ol L 1850 1180
m/z--> 40 eb 80 160 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7 Oxalic acid, isobutyl tetra... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 5.45 ng 625922 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 90
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 80
4 Pentadecane 212 C15H32 000629-62-9 60
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 58
Abundance Scan 2002 (13.862 min): BF119595.D (-1997) (-) m/z 57.00 100.00%
57.0

5000

13.60 13.80 14.00 14.20
m/z 43.00 66.59%

ol 139.0 169.1192.9216.0 248.3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57.0
5000
13.60 13.80 14.00 14.20
29.0 85.0 m/z 55.00 49 _.74%
o 110 1480 1060 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0

13.60 13.80 14.00 14.20
m/z 71.10 46.09%

5000
111.0
29.0
0 L 1390 167.0 106.0 224.0 252.0 280.0

e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #185101: 1-Octadecanesulphonyl chloride

57.0 13.60 13.80 14.00 14.20

m/z 83.05 39.05%

5000

111.0233.0 1610

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 8 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.37 ng 272471 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
Abundance Scan 2054 (14.168 min): BF119595.D (-2052) (-) m/z 57.00 100.00%
57.0
5000
| ﬁlmu 20792401 26810 13.80 14.00 14.20 14.40
0 ...n,... e m/z 43.10 60.69%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 A SR RN UM I

13.80 14.00 14.20 14.40
m/z 71.05 51.83%

99.0
27r0| ] J |y 1410 1830 225.0 281.0 337.0 394.0

O e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
e R mEa s
13.80 14.00 14.20 14.40
5000 m/z 85.05 38.08%
99.0
OZW | \Mm1%02w2m0 338.0
e IR e e o e o e T L e B e e o e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 13.80 14.00 14.20 14.40
m/z 55.05 24 .13%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
et A e T T T T T T T
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 9 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.48 3.71 ng 426056 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2107 (14.480 min): BF119595.D (-2103) (-) m/z 57.00 100.00%

571.0
5000
9.1 14.20 14.40 14.60 14.80
141.1

o...],...“ll. 032 2253 2810 m/z 43.10 55.54%

1
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 f

5000 ...................
14 20 14. 40 14. 60 14. 80

m/z 71.05 52 .04%

99.0

o 270 | | [}, 1410 1830 2250 267.0 3230  380.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 39.42%
99.0
o 2700 | |l 1y 1410 1830 2250 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane RN EE RS nn
57.0 14.20 14.40 14.60 14.80
m/z 54.95 20.88%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 6.44 ng 577054 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eilcosane 282 C20H42 000112-95-8 83
3 Hexacosane 366 C26H54 000630-01-3 81
4 Octacosane 394 C28H58 000630-02-4 81
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 2160 (14.792 min): BF119595.D (-2155) (-) m/z 56.95 100.00%

57.0
5000 85.1

13. 14.40 14.60 14.80 15.00 15.20
141 11691
) — .|, 11 Ao 1971 289.3267.229538 m/z 43.05 53.21%

m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
14.40 14.60 14.80 15.00 15.20
m/z 71.05 52.17%
29.0] 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
i ., AL B i e B o e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 43 .15%
85.0
29.0
o ‘ ﬂ13°141016901970225025302820
T T A E e e e L B e e e o o e o B
m/z--> 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 19.67%
5000 85.0
29.0
oL j . ‘Jﬂ{‘ 14}01690197022502530 205.0323.0  367.0
e T B i e e e e e RS R BN R RS e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14. 80 15.00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 11 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.13 6.55 ng 586436 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2218 (15.133 min): BF119595.D (-2212) (-) m/z 56.95 100.00%
57.0
5000 l
141.1 14.80 15.00 15.20 15.40
N ‘ ll L5 1832 2252 2672 0 3514 Tz 71.10  50.88%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 'Jk""l""l""l""l
14.80 15.00 15.20 15.40
m/z 43.10 50.48%
99.0
o 27,0 i | .I , 410 1830 2250 267.0 309.0338.0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance #202662: Heptacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 38.22%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #141426: Heneicosane T
57.0 14.80 15.00 15.20 15.40
m/z 55.00 20.13%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 5'0 100 150 2(')0 250 3(')0 3éo 14|80 15.00 15 20 15'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 12 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.64 ng 415616 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2355 (15.939 min): BF119595.D (-2351) (-) m/z 57.05 100.00%
57.0
5000 l
141.2 15.60 15.80 16.00 16.20
N h i 829 210 m/z 42.95 49.41%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 71.05 49_.38%
Ozmlljijmlmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.05 38.49%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #175557: Tetracosane
57.0 15.60 15.80 16.00 16.20
m/z 55.05 18.49%
5000
99.0
OZW | ‘Mwlmonmzmo 338.0
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119595.D

Aca On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 13 Sulfurous acid, butyl hepta... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.34 ng 209430 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80
Abundance Scan 2444 (16.462 min): BF119595.D (-2437) (-) m/z 57.00 100.00%
57.0
LR IR BN SUNRN AR
113.1 1411 16.20 16.40 16.60 16.80
ol 1691 2079 m/z 71.10 50.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
5000
85.0 16.20 16.40 16.60 16.80
m/z 43.00 49.03%
0 Z%Ol | ) 1110 139.0 1600 2100 239.0 291.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57.0
16.20 16.40 16.60 16.80
5000 85.0 m/z 85.05 38.67%
29.0
BT O Y e 2 1690 197.0 2260 2540
m/z--> 20 45 60 80 100 150 150 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57.0 16.20 16.40 16.60 16.80
m/z 55.00 22 .08%
5000 85.0
29.0
o L | ) 1180 1410 1690 197.0 226.0
m/z--> 20 45 éo 85 100 150 150 160 180 200 220 240 260 280 300 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119595.D

Acq On : 28 Mar 2020 4:40

Operator : CG/JU

Sample : L2029-01

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
Propane, 2-methyl. .. 5.04 11.1 ng 1008760 1 6.83 1811260 20.0
n-Hexadecanoic acid 11.89 8.3 ng 1175650 4 11.36 2837950 20.0
Octadecanoic acid 12.68 4.5 ng 633944 4 11.36 2837950 20.0
Hexadecanoic acid... 12.77 3.8 ng 439785 5 14.00 2295530 20.0
Butyl myristate 13.48 2.7 ng 306763 5 14.00 2295530 20.0
Oxalic acid, isob... 13.86 5.5 ng 625922 5 14.00 2295530 20.0
Octacosane 14.17 2.4 ng 272471 5 14.00 2295530 20.0
Heptacosane 14.48 3.7 ng 426056 5 14.00 2295530 20.0
Heneicosane 14.79 6.4 ng 577054 6 15.46 1791280 20.0
Tetracosane 15.13 6.5 ng 586436 6 15.46 1791280 20.0
2-methyloctacosane 15.94 4.6 ng 415616 6 15.46 1791280 20.0
Sulfurous acid, b... 16.46 2.3 ng 209430 6 15.46 1791280 20.0
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