LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122396.D

Acqg On : 19 Nov 2020 23:15
Operator : JU/CG

Sample : L4802-03

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122396.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 15 rVB 426894 531490 12.63% 1.570%
2 2.475 52 66 72 rVB 124182 296873 7.06% 0.877%
3 5.075 499 508 514 rBV 75465 100753 2.39% 0.298%
4 5.498 575 580 583 rBV 3941528 3507101 83.35% 10.360%
5 6.510 747 752 766 rBV 3934897 3792392 90.13% 11.203%

6 6.869 809 813 816 rBV 1595950 1183301 28.12%
7 7.428 903 908 911 rBV 2684478 2345821 55.75%
8 8.151 1027 1031 1035 rBV 1809705 1525725 36.26%
9 9.227 1210 1214 1217 rBV 4900234 4207549 100.00% 12.

9.622 1278 1281 1285 rBV 220415 196442 4.67%
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%
()
N
E

11  9.716 1293 1297 1304 rVB 37918 49729 1.18%
12 9.910 1326 1330 1334 rBV 1975250 1693306 40.24%
13 10.698 1459 1464 1475 rBV 2795258 2634106 62.60%
14 11.392 1578 1582 1585 rBV 1881805 1643766 39.07%

PPNV O
~N
o]
=
R

15 11.416 1585 1586 1589 rVV 223873 133311 3.17% 394%
16 11.468 1592 1595 1598 rVB 62999 59789 1.42% 0.177%
17 11.898 1663 1668 1669 rBV2 38535 61391 1.46% ©.181%
18 11.921 1669 1672 1677 rBV 486645 439294 10.44% 1.298%
19 12.004 1684 1686 1689 rBV 50250 51881 1.23% 0.153%
20 12.092 1698 1701 1704 rBV3 85130 80794 1.92% 0.239%
21 12.374 1746 1749 1751 rBV 105347 95594  2.27% 0.282%
22 12.604 1785 1788 1791 rBV 471196 413932  9.84% 1.223%
23 12.704 1802 1805 1809 rBV2 175174 206416 4.91% 0.610%
24 12.833 1824 1827 1830 rVB 431314 336959 8.01% ©.995%
25 12.980 1848 1852 1855 rBV 4713911 3993110 94.90% 11.796%

26 13.880 2001 2005 2009 rBV 693313 879835 20.91%  2.599%
27 14.033 2027 2031 2034 rBV 1928448 1798345 42.74% 5.312%
28 15.509 2278 2282 2286 rBV2 1212154 1592323 37.84% 4.704%

Sum of corrected areas: 33851328
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 Nov 2020 23:15

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
BF122396.D

Ju/CaG
L4802-03

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122396.D

Acqg On : 19 Nov 2020 23:15
Operator : JU/CG

Sample : L4802-03

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.128 8.98 ng 531490 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 7 (2.128 min): BF122396.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1
AT
91 ‘ 2.202.302.402.50
Ok P2 L L1081 1210 s 43,05 36.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B R B
430 2.202.302.402.50
' 87.0 m/z 87.10 26.11%
29.0
M‘ \‘\“ %90 ‘\
O\‘H\\‘HH‘\H\‘HH“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 TS
2.202.302.402.50
5000 41.0 55.0 m/z 55.10 24.01%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R AABARRRREESEEEsas s
73.0 2.202.302.402.50
m/z 41.05 11.23%
5000 43.0
58.0
Obrprrthbirrrepter e N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122396.D

Acqg On : 19 Nov 2020 23:15
Operator : JU/CG

Sample : L4802-03

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Heptane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.475 5.02 ng 296873 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 94
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 40
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 38
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38
Abundance  Scan 66 (2.475 min): BF122396.D\data.ms (-52) (-) m/z 43.10 100.00%
43.1
71.0
5000 57.1
RIS o o o
H ‘ g5 1 10(‘)-1 2.20 2.40 2.60 2.80
Ol v el e m/z 71.05 57.27%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3971: Heptane
43.0
5000 290 570710 L B L B
2.20 2.40 2.60 2.80
m/z 41.05 56.99%
100.0
oo 180 850
\H’HH’HH’HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
T
71.0 2.20 2.40 2.60 2.80
5000 57.0 ’ 85.0 m/z 57.10 46.51%
29.0
0 15.0 99.0
e RARRA AN E s e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7643: Hexane, 2,3-dimethyl- R MR
43.0 2.20 2.40 2.60 2.80
m/z 56.00  28.89%
70.0
5000
27.0
oL.20 H \“‘ H _85.0 99.0 114.0
A e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122396.D

Acqg On : 19 Nov 2020 23:15
Operator : JU/CG

Sample : L4802-03

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.921 5.34 ng 439294  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1672 (11.921 min): BF122396.D\data.ms (-1669) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0
192.1
=
‘ H‘ 157.1 ‘ ‘227 2 256.3 12.00
0 WWUME Ml ” m”whw tm“_w““wHu_hwm“_ m/z 43.18  89.69%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 157018502130 256.0 m/z 60.00  85.34%
0 \H‘HH“}‘HH!H \H‘\\‘H\‘Hwh“‘\\”‘M\“\‘\\‘\H\‘\\H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
==
43.0 12.00
5000 129.0 m/Z 57.10 74.47%
171.0
214.0
101.0
Ol el Al il e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #95851: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 68.77%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWﬁ”meﬂmNMWHH_JHJHW‘HWHHM‘H_ —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122396.D

Acqg On : 19 Nov 2020 23:15
Operator : JU/CG

Sample : L4802-03

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.704 2.51 ng 206416  Phenanthrene-die 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 1805 (12.704 min): BF122396.D\data.ms (-1802) (- m/z 73.00 100.00%
3.0
202.1
5000 129.1
—— —
4F 284.3 374.¢ 12.50 13.00
ob— Hi \\H\“hihh‘w‘hu L ‘UHJHH‘\M} | ﬁumm \‘\‘ R ‘\H\‘ m/z 43.10 98.97%
miz--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
129.0
5000 28.0 284.0 —— ——
185.0 241.0 12.50 13.00
m/z 60.00 93.63%
0. NLWMMM\J“‘A“\H‘M‘H\“J“““““
miz--> 50 100 150 200 250 300 350
Abundance
43.0
e —
12.50 13.00
5000 256.0 m/Z 57.10 86.10%
129.0
0 213.0
171.0
oL AR g L e
miz--> 50 100 150 200 250 300 350
Abundance #61120: Dodecanoic acid ! ! . .
60.0 12.50 13.00
m/z 55.10 77.54%
5000 129.0
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122396.D

Acqg On : 19 Nov 2020 23:15
Operator : JU/CG

Sample : L4802-03

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.880 9.78 ng 879835 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91

Abundance Scan 2005 (13.880 min): BF122396.D\data.ms (-2001) (- m/z 57.10 100.00%
i MNMVNMNWﬂWMWMﬂW\W
5000 111.1
— ——
230.1 13.50 14.00
169.2 Y
ol AL 2o b 3093 M8 2 83.10 86.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecyl heptafluorobutyrate
57.0
5000 — —
m/z 43.10 85.57%
} ‘ 169.0 238.0
O \\1‘\\‘\\\\‘\“\‘\4“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
— ——
13.50 14.00
5000 111.0 m/z 55.10 83.24%
0 167.0  266.0 'FJ\ﬁ/Lv
R R R e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester — —
7.0 13.50 14.00
m/z 69.10 78.03%
5000 111.0 /J\w
} 169.0
ob bl T 20 aee0 T
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122396.D

Acqg On : 19 Nov 2020 23:15
Operator : JU/CG

Sample : L4802-03

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : 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|
Butane, 2-metho... 2.128 9.0 ng 531490 1 6.869 1183300 20.0
Heptane 2.475 5.0 ng 296873 1 6.869 1183300 20.0
n-Hexadecanoic ... 11.921 5.3 ng 439294 4 11.392 1643770 20.0
Octadecanoic acid 12.704 2.5 ng 206416 4 11.392 1643770 20.0
Heptadecyl hept... 13.880 9.8 ng 879835 5 14.033 1798350 20.0
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