LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 2.881 130 135 144 rVB 1341899 1825414 12.92% 1.801%
2 3.734 275 280 286 rVB 137266 203065 1.44% 0.200%
3 4.469 400 405 410 rvB 275479 315048 2.23% 0.311%
4 4.663 433 438 443 rVB 548426 572727 4 _.05% 0.565%
5 5.098 503 512 516 rBV2 866415 1641686 11.62% 1.619%
6 5.475 569 576 579 rBVY 8279091 9571806 67.74% 9.442%
7 6.469 739 745 748 rBVY 7375301 7980080 56.48% 7.872%
8 6.839 805 808 812 rBVY 2534302 2201514 15.58% 2.172%
9 7.004 831 836 839 rBVY 8509840 8516377 60.27% 8.401%
10 7.404 898 904 907 rBVY 6192097 7515139 53.19% 7.413%

11 8.127 1022 1027 1030 rBV 2921937 2912100 20.61% 2.873%
12 9.210 1204 1211 1214 rBV 11653225 12955859 91.69% 12.780%
13 9.598 1270 1277 1280 rBV 541387 484726 3.43% 0.478%
14 9.886 1319 1326 1329 rBV 3595610 3419747 24.20% 3.373%
15 10.680 1453 1461 1464 rBV 7525928 9028172 63.90% 8.906%

16 11.374 1573 1579 1582 rBV 4247886 3649098 25.83% 3.600%
17 11.910 1665 1670 1690 rBV 2043588 2290380 16.21% 2.259%
18 12.598 1783 1787 1788 rBV 199832 199914 1.41% 0.197%
19 12.692 1799 1803 1817 rBV 1418802 1451185 10.27% 1.432%
20 12.974 1844 1851 1854 rBV 12111728 14129382 100.00% 13.938%

21 13.198 1886 1889 1892 rBV 241442 183021 1.30% 0.181%
22 13.539 1945 1947 1950 rVB 329588 283583 2.01% 0.280%
23 13.874 2000 2004 2007 rBV 441853 411641 2.91% 0.406%
24 13.945 2007 2016 2024 rVv4 209623 823226 5.83% 0.812%
25 14.015 2024 2028 2031 rVB 3478624 3126110 22.12% 3.084%

26 14.186 2053 2057 2061 rBV 569434 546613 3.87% 0.539%
27 14.492 2105 2109 2115 rBV 640731 594907 4.21% 0.587%
28 14.804 2157 2162 2168 rBV 569251 568892 4._.03% 0.561%
29 15.145 2215 2220 2230 rVB 433894 504150 3.57% 0.497%
30 15.480 2271 2277 2281 rBV 1883160 2470727 17.49% 2.437%

31 15.527 2281 2285 2295 rVB 331616 453603 3.21% 0.447%

32 15.968 2354 2360 2365 rBV 211446 317922 2.25% 0.314%
33 16.480 2441 2447 2453 rBV 126668 226856 1.61% 0.224%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 101374670
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF032520\
BF119508.D

25 Mar 2020 16:52

CG/JuU

L1757-11

13 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 n-Propyl acetate Concentration Rank 2

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

2.88 16.58 ng 1825410 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 lIsopropvl acetate 102 C5H1002 000108-21-4 38
3 Isobutvlamine 73 C4H11N 000078-81-9 7
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 N-Acetylethylenediamine 102 C4H10N20 001001-53-2 4

Abundance Scan 135 (2.881 min): BF119508.D (-130) (-) m/z 43.00 100.00%
43
5000
61
3 - 73 g7 2.60 2.80 3.00 3.20
o) /1| S .2 Y - m/z 60.95 27.43%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4249: n-Propy| acetate
43
5000 UL A R R
o1 2.60 2.80 3.00 3.20
3 m/z 73.00 10.63%
0 1\5 2\7 1 37‘ 1| 1 ‘ 87
LN SURLEL SURLEREL SURILEL SURLLELN I S DU SURELS SURILIL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
260 280 300 320
5000 /m/z 42.00 10.42%
61
87
521 g 101
G L U S S SURI IS SURIILS IR IR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #751: Isobutylamine R e e
30 2.60 2.80 3.00 3.20
Mp/z 41.00 8.37%
5000
ob1s A s I i
m/z--> 10 20 30 40 50 6 70 8 9 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 2 Propanoic acid, 2-methyl-, ... Concentration Rank 12

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

4._.47 2.86 ng 315048 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 N-Hvdroxvmethvlacetamide 89 C3H7NO2 000625-51-4 45
3 Propanoic acid. 2-methvl-. pentv... 158 C9H1802 002445-72-9 33
4 3-Pentanone. 2.4-dimethvl- 114 C7H140 000565-80-0 28
5 2,3-Hexanedione 114 C6H1002 003848-24-6 23

Abundance Scan 405 (4.469 min): BF119508.D (-400) (-) m/z 43.05 100.00%
43
5000
71
5o | 89 4.20 4.40 4.60 4.80
o..,....,....,....',|!:'..‘??.-..-,....,...?,9.~...',...9.8,....,.1.1.5.,....,.... m/z 71.00 25.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 ""I'A"I""I""I""
71 420 4.40 4.60 4.80
a9 m/z 41.10 20.85%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
420 4.40 4.60 4.80
0
5000 - 89 m/z 89.00 9.55%
5 60
O e T e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #30316: Propanoic acid, 2-methyl-, pentyl ester i e LR B
43 420 4.40 4.60 4.80
m/z 42.05 7.94%
5000
71 89
27 55
0 |l \ ‘ 101 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 Propanoic acid, propyl ester Concentration Rank 7

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

4._.66 5.20 ng 572727 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 9
3 1-Butanamine. 3-methvl- 87 C5H13N 000107-85-7 5
4 Neopentvlamine 87 C5H13N 005813-64-9 4
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 4

Abundance Scan 437 (4.657 min): BF119508.D (-433) (-) m/z 56.95 100.00%
q7
5000
75
43 U R R R
| 87 07 440 4.60 4.80 5.00
b e e e e e e || M/Z 75.00  26.09%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 U R R R
43 75 4.40 4.60 4.80 5.00
m/z 43.10 17.65%
O |""|?Z'}?}'%%ﬁ"" [TrorrprrrrfrrrrrrT
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
29 4.40 4.60 4.80 5.00
5000 m/z 41.10 11.09%
4 7
o2 15 87 101112 129
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1921: 1-Butanamine, 3-methyl-
30 4.40 4.60 4.80 5.00
m/z 42.00 7.48%
5000
18 4‘1 55 70 87
-
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 Butanoic acid, l-methylethy... Concentration Rank 3

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

5.10 14.91 ng 1641690 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 72
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 53
3 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 42
4 Diacetamide 101 C4H7NO2 000625-77-4 38
5 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 38

Abundance Scan 512 (5.098 min): BF119508.D (-503) (-) m/z 43.00 100.00%
43
5000 71
59
| wlm 4.80 5.00 5.20 5.40
ol L RS 27 hzy 71.00 40.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester
43
71
5000 "'I""I""I""I'A"
4.80 500 5.20 5.40
5o 89 m/z 59.00 24 . 77%
ol 2 Il | | 102115
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 7
A
4.80 500 5.20 5.40
5000/ 27 89 m/z 40.95 21.06%
60
0 101 115 129
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43 4.80 500 5.20 5.40

m/z 89.00 15.31%

5000

27 71
59 89

101 115 130

O'I"l"'l“l""‘l""l""I""I""I""I""I""I"" ISR RAREE RSN RN AR

m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 12.55 ng 2290380 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid 284 C18H3602 000057-11-4 81
Abundance Scan 1670 (11.910 min): BF119508.D (-1665) (-) m/z 59.95 100.00%
5000 129 IL
85 171 213 T T
11 256 11. 60 11. 80 12. oo 12 20
o 152 | B9 | 4239 330 m/z 43.00 96.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
43 | T8
5000 129 U DU SUL B B
11. 60 11. 80 12. oo 12 20
‘ n m/z 73.00 94.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 60
nmnmnmﬁm'
5000 129 m/z 57.00 86.21%
83
101 157 185 213 256
ol 239
mmmmwwwwﬁwwwﬁwﬁwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
3 78 11.60 11.80 12.00 12.20

m/z 54.95 75.36%

5000 129
‘ 199 242
o 'y L ase | 2o

m/z--> 20 40 60 80 00 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.69 7.95 ng 1451190 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1803 (12.692 min): BF119508.D (-1799) (-) m/z 43.05 100.00%
73
5000
129
o7 185
157 a3 2 284 12.40 12.60 12.80 13.00
0 i L m/z 59.95 93.37%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
78
43
129
5000 284
97 185 241 12.40 12.60 12.80 13.00
H ‘ m/z 57.00 88.94Y%
ol I T \1§7 I\ s ‘,2}3.“. | |\2|6|5 1 S
m/z--> 50 100 150 200 250 300 350
Abundance
60
a1 12.40 12.60 12.80 13.00
5000 129 m/z 72.95 81.99%
83
101 157 185 213 256
L L L WL S B S
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.40 12.60 12.80 13.00
m/z 55.00 77 .40%
73
5000 284
129
97
185
ol ‘. ., uu,.ﬂl k o P Pl | s o
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.63 ng 411641 Chrysene-di12 14.02
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 Hexacosane 366 C26H54 000630-01-3 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2003 (13.868 min): BF119508.D (-2000) (-) m/z 57.00 100.00%
57
5000 a5
113 13.60 13.80 14.00 14.20
141
bbby 740 100 197216 248 "m/z 43.05 57.85%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 13.60 13.80 14.00 14.20
m/z 71.05 46 .56%
0 ??‘ ||| 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
13.60 13.80 14.00 14.20
5000 g5 m/z 85.10 36.06%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57 13.60 13.80 14.00 14.20
m/z 41.10 19.73%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.94 5.27 ng 823226 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 91

Abundance Scan 2015 (13.939 min): BF119508.D (-2007) (-) m/z 57.00 100.00%

57

97

5000

13.60 13.80 14.00 14.20
m/z 55.00 90.41%

153168 191 209

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol

55 83

13!60 13.80 14.00 14.20
m/z 43.00 77.36%

5000

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

55 83
41 13.60 13.80 14.00 14.20
5000 111 m/z 97.05 66.96%
126
26 154 182 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl ester R AR amms mE e
13.60 13.80 14.00 14.20

m/z 83.05 65.74%

5000

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.19 3.50 ng 546613 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 86
5 Hexatriacontane 507 C36H74 000630-06-8 86
Abundance Scan 2058 (14.192 min): BF119508.D (-2053) (-) m/z 57.05 100.00%
57
5000 85 Lﬂ~Mﬁ
113 qyq 13.80 14.00 14.20 14.40 14.60
ol S d gl 7 2 169 197 239 267 309 "n/z 43.10 56.01%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 k“’“”
85 13.80 14.00 14.20 14.40 14.60
m/z 71.05 51.20%
0 ?P L g8 141 169 197 225 253 281 323 351 380
m/z--> 55 160 150 260 250 360 3éo
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.05 39.87%
113
L2 141 169189211 239 267 205 323 352
m/z--> 55 160 1éo 200 250 360 3éo
Abundance #194494: Hexacosane
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 20.45%
5000 85
113
. 290 |y L (141 169 197 225 253 295 366 kuAmﬂ
m/z--> % m m ﬁ 250 ﬁ @ mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 Hentriacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.49 3.81 ng 594907 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2109 (14.492 min): BF119508.D (-2105) (-) m/z 57.00 100.00%

5000

14.20 14.40 14.60 14.80

113 141 169 197 224

267 295

0! m/z 43.10 62.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000
85 14.20 14.40 14.60 14.80
m/z 71.05 52.31%
113
0 29| || | 777141 169 197 225 253 280 309 351 379 407 436
S T o o TSR U e B A LA AL SA
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 85.10 37.81%
85
29
o 113 141 169 197 225 253 281 323 351 380
R
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57 14.20 14.40 14.60 14.80
m/z 55.00 23.36%
5000 85
113
oL 2L L LT ae0 211 239 267 205 323 352
T T [ T T T T T e [ T T B A s ANLA®
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF031820.M Thu Mar 26 15:11:37 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.80 4.61 ng 568892 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 2161 (14.798 min): BF119508.D (-2157) (-) m/z 57.00 100.00%

57
5000 a5

113 14.40 14.60 14.80 15.00 15.20
141 169 207
o] BT 169 207 230 267 309 | “m/z 43.10  59.98%

mz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85
14.40 14.60 14.80 15.00 15.20
m/z 71.05 50.75%
113 141
RE RS j | 169189211 239 267 295 323 352
SN A A i G s S
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 . m/z 85.10 36.67%
29
o 113 141 169 197 225 253 281 309 337 365 394
SN/ A A0S P A e ML SSRGS S e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 22 .56%
5000
85
29
A 141 169 197 225 253 281 323 351 380
A e Y Y O e B Al A bttt
mz--> 50 100 150 200 250 300 350 14140 1460 14.80 15.00 15.20

8270-BF031820.M Thu Mar 26 15:11:39 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119508.D

Aca On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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 14 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.57 ng 317922 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2360 (15.968 min): BF119508.D (-2354) (-) m/z 57.00 100.00%

g7
5000 85

15. 60 15.80 16.00 16.20
141 169 225
ol b L “J'.-, 919725 288 m/z 43.10 53.90%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85

5000 A RAE e e
15 60 15. 80 16 00 16.20

m/z 71.05 53.60%

113
o2 ‘ H 141 169 197 225 267 205 365 393
—— ! e e T e o
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.60 15.80 16.00 16.20
5000 o m/z 85.10 43.43%
29
o 113 141 169 197 225 253 281 309 337 365 394
T T T T T e T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20
m/z 55.00 18.52%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
R e T e e T B e
m/z--> 50 100 150 200 250 300 350 1560 15.80 16.00 16.20

8270-BF031820.M Thu Mar 26 15:11:40 2020 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032520\
Data File : BF119508.D

Acq On : 25 Mar 2020 16:52

Operator : CG/JU

Sample : L1757-11

Misc :

ALS Vial : 13 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]
n-Propyl acetate 2.88 16.6 ng 1825410 1 6.84 2201510 20.0
Propanoic acid, 2... 4._.47 2.9 ng 315048 1 6.84 2201510 20.0
Propanoic acid, p.--. 4._.66 5.2 ng 572727 1 6.84 2201510 20.0
Butanoic acid, 1-... 5.10 14.9 ng 1641690 1 6.84 2201510 20.0
Tridecanoic acid 11.91 12.6 ng 2290380 4 11.37 3649100 20.0
Octadecanoic acid 12.69 8.0 ng 1451190 4 11.37 3649100 20.0
Heptacosane 13.87 2.6 ng 411641 5 14.02 3126110 20.0
1-Heneicosanol 13.94 5.3 ng 823226 5 14.02 3126110 20.0
Pentacosane 14.19 3.5 ng 546613 5 14.02 3126110 20.0
Hentriacontane 14 .49 3.8 ng 594907 5 14.02 3126110 20.0
Hexatriacontane 14 .80 4.6 ng 568892 6 15.48 2470730 20.0
2-methyloctacosane 15.97 2.6 ng 317922 6 15.48 2470730 20.0
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