LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119354.D

Aca On : 11 Mar 2020 19:10

Operator : CG/JU

Sample : L1871-10

Misc :

ALS Vial : 8 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-BF022020.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 4.916 478 481 498 rVB 261429 428941 9.50% 1.580%
2 5.351 551 555 581 rBVY 2114433 2598732 57 .56% 9.570%
3 6.375 725 729 757 rBV 2482651 2637861 58.42% 9.714%
4 6.716 784 787 798 rBV 593606 549738 12.18% 2.024%
5 6.875 810 814 829 rBVY 2430436 2315924 51.29% 8.528%
6 7.286 880 884 907 rBVY 1753581 1794546 39.75% 6.608%
7 7.998 1002 1005 1022 rBV 764571 727612 16.12% 2.679%
8 9.075 1184 1188 1191 rBVY 4029814 3601773 79.77% 13.264%
9 9.475 1252 1256 1268 rBV 262390 267787 5.93% 0.986%
10 9.751 1299 1303 1317 rVB 1051378 920530 20.39% 3.390%

11 10.545 1434 1438 1454 rBV 2768523 2629362 58.24% 9.683%
12 11.239 1552 1556 1565 rBV 1039504 1009081 22.35% 3.716%
13 11.769 1642 1646 1660 rBv2 128185 160467 3.55% 0.591%
14 12.551 1776 1779 1793 rBV2 54574 84737 1.88% 0.312%
15 12.821 1820 1825 1828 rBV 4611761 4515044 100.00% 16.627%

16 13.715 1973 1977 1995 rBV 248764 513753 11.38% 1.892%
17 13.880 2002 2005 2014 rBV 891163 863363 19.12% 3.179%
18 14.027 2026 2030 2034 rBV 71962 74774 1.66% 0.275%
19 14.333 2078 2082 2085 rBV 107019 99807 2.21% 0.368%
20 14.627 2127 2132 2137 rBV 129606 136824 3.03% 0.504%

21 14.945 2181 2186 2190 rBV 130938 149805 3.32% 0.552%
22 15.309 2241 2248 2258 rBV2 542776 876259 19.41% 3.227%

23 15.698 2309 2314 2320 rBV 87848 124646 2.76% 0.459%
24 16.162 2388 2393 2398 rBV2 44107 73984 1.64% 0.272%

Sum of corrected areas: 27155350
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Repo

rt - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
BF119354.D
11 Mar 2020 19:10

L1871-10

- CG/JU

8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BN
ASP BNA STANDARDS FOR

: C:\DATABASE\NIST11.L

A F\METHODS\8270-BF022020.M
5 POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000

TIC: BF119354.D

6.37 6.87
5.35
7.29

0
Time-->

I
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4000000

3000000

2000000

1000000

0

9.07

TIC: BF119354.D

10.55

9.75 11.24

11.77 12.55

-t

Time-->

8.00 8.50 9.00 9.50

T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

4000000

3000000

2000000

1000000

13.88

1872 14.03 14.33 14.63 14.94
i\ /\ A /\

TIC: BF119354.D

15.31
15.70 16.16
VAN —

0
Time-->

R
13.50

14.00 14.50 15.00

I
15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119354.D

Aca On : 11 Mar 2020 19:10

Operator : CG/JU

Sample : L1871-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.92 15.61 ng 428941 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 38
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 482 (4.922 min): BF119354.D (-478) (-) m/z 43.00 100.00%
a3
5000
101
Emmmm s we R
83 460 480 500 5.20
o.”“”.“”w.nmm.fﬁﬂinﬁﬁ”.H”w.“h”.w”.w””“.”““., m/z 59.00 70.70%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
il}
5000 59

460 4.80 5.00 5.20
m/z 101.00  32.92%

31 | 101
o N 83 93 7
et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
s e o AR
4.60 4.80 5.00 5.20
5000 18 m/z 58.00 16.68%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester N B
59 460 480 500 520

m/z 41.10 9.73%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119354.D

Aca On : 11 Mar 2020 19:10

Operator : CG/JU

Sample : L1871-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.18 ng 160467 Phenanthrene-d10 11.24
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 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1646 (11.769 min): BF119354.D (-1642) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 115 213 N
| 1431°7171185,99 | 557 256 11.40 11.60 11.80 12.00
Ol el m/z 60.00 67.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L DU BRI B BULRLIL B
11.40 11.60 11.80 12.00
213 m/z 43.00 62.19%
. || L 143157171185 oo
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance
43 06073
11.40 11.60 11.80 12.00
5000 29 m/z 55.00 59.15%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
3 60 73 11.40 11.60 11.80 12.00
m/z 41.00 56.45%
5000 129
29
199
‘ | ‘ 143 157171 185 242
0 |EI-|5||‘|||||‘| Il MI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119354.D

Aca On : 11 Mar 2020 19:10

Operator : CG/JU

Sample : L1871-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 11.90 ng 513753 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 1978 (13.721 min): BF119354.D (-1973) (-) m/z 83.05 100.00%
57
5000 111
IIMIIIIIIIIIIIIIIII
139 13.40 13.60 13.80 14.00
168
o Wb 2 28 | "m/z 57.05 98.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111
13.40 13.60 13.80 14.00
29 m/z 97.10 93.88%
139
0 Il ‘ | L 73,167 196 238 266 294
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance
57
83
13.40 13.60 13.80 14.00
5000 111 m/z 69.00 88.80%
29 139 169 210 255 406
o— e L d Ly
m/z--> éo 160 1%0 260 2%0 360 3%0 460
Abundance #227401: Heptadecy! heptafluorobutyrate
57 13.40 13.60 13.80 14.00
83 m/z 55.00 83.65%
5000
111
miz-> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119354.D

Aca On : 11 Mar 2020 19:10

Operator : CG/JU

Sample : L1871-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 8
R.T. EstConc Area Relative to ISTD R.T.
14 .33 2.31 ng 99807 Chrysene-di12 13.88
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2081 (14.327 min): BF119354.D (-2078) (-) m/z 57.00 100.00%
57
85
5000 kwux,
U3 141 183 200 14.00 14.20 14.40 14.60
o m/z 71.05 94 .09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane “~AAVA“AV_”A-AAWAJNMJ
57
5000 85 L SO BRI B B
Mmmmmmmm
113 m/z 85.10 64 .51%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57

85 14.00 14.20 14.40 14.60
5000 m/z 43.00 61.60%

29 113
o 141 169 197 225 253 296
R i A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane B
57 14.00 14.20 14.40 14.60
m/z 55.00 28.60%
113 kmAAV
o 2, ‘ 11 | /141,169 197 225 267 295 365 393
T e T T e e e e e e e e S
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119354.D

Aca On : 11 Mar 2020 19:10

Operator : CG/JU

Sample : L1871-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.63 3.12 ng 136824 Perylene-di12 15.31
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 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2132 (14.627 min): BF119354.D (-2127) (-) m/z 57.05 100.00%
57
85
5000
141 169 197 14.40 14.60 14.80 15.00
0...'.|,. ”“ i e A = . SN m/z 71.10 97.15%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R A UL SRR U
14.40 14.60 14.80 15.00
m/z 85.05 67 .44Y%
29 | 13 g4
ol LA LA |77 1 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
o " 14140 1460 14.80 15.00
5000 m/z 43.00 61.90%
29 113
0 141 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- e
43 14.40 14.60 14.80 15.00
- m/z 55.00 27.62%
5000
o . ‘ J‘ u 127155 183309225 253 2% a7
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&1;0 14'40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119354.D

Aca On : 11 Mar 2020 19:10

Operator : CG/JU

Sample : L1871-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .94 3.42 ng 149805 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2185 (14.939 min): BF119354.D (-2181) (-) m/z 57.10 100.00%
g7
85
5000

14.60 14.80 15.00 15.20

“ J ‘141 169 197 225 253 281

oLl T T S B B o m/z 71.10 92.37%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L L L L L L B |
14.60 14.80 15.00 15.20
m/z 85.05 66 .59%
113 141
NEIREE J 1 1169 197 225 253 281 309 337 365 393 422
e T e o S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R e e N
14.60 14.80 15.00 15.20
5000 85 m/z 43.00 58.20%
29
. 113 141 169 107 225 253 205 323 367
L e e i e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane L o T
57 14.60 14.80 15.00 15.20
m/z 55.05 24 _.89%
85
5000
29 13 4
oL )] | L [ .709,197 225 253 22
e — T  ERARERREmema
m/z--> 50 100 150 200 250 300 350 400 1460 14.80 15.00 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031120\
Data File : BF119354.D

Aca On : 11 Mar 2020 19:10

Operator : CG/JU

Sample : L1871-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Nonadecane, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.70 2.84 ng 124646 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2314 (15.698 min): BF119354.D (-2309) (-) m/z 57.05 100.00%
57
85
5000
|113 141 15.40 15.60 15.80 16.00
169 197 267 : : : :
oLk | l,n-.||~1.- | W/z 71.05  96.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 UL BRI BN U
15.40 15.60 15.80 16.00
m/z 85.05 73.59%
29 113
oL 1 Il | |77, 141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
85 15.40 15.60 15.80 16.00
5000 m/z 43.00 58.59%
140
29 168
o 11 197 239 267
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane B B B e ma
57 15.40 15.60 15.80 16.00
m/z 69.00 26.92%
5000
85
29| | 113 141 169 19
ol AL 7,199,197 225 253 280 309 351 379 407 436 e
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031120\
Data File : BF119354.D

Acq On : 11 Mar 2020 19:10

Operator : CG/JU

Sample - L1871-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
2-Pentanone, 4-hy... 4.92 15.6 ng 428941 1 6.72 549738 20.0
n-Hexadecanoic acid 11.77 3.2 ng 160467 4 11.24 1009080 20.0
1-Heneicosanol 13.72 11.9 ng 513753 5 13.88 863363 20.0
Triacontane 14.33 2.3 ng 99807 5 13.88 863363 20.0
Hexacosane 14.63 3.1 ng 136824 6 15.31 876259 20.0
Eicosane 14 .94 3.4 ng 149805 6 15.31 876259 20.0
Nonadecane, 9-met... 15.70 2.8 ng 124646 6 15.31 876259 20.0
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