LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS Vvial : 15 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122173.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.340 550 553 576 rBV 2333809 2840177 89.36% 10.360%
2 6.369 725 728 756 rBV 2409140 3006887 94.61% 10.968%
3 6.575 760 763 766 rBV 37144 52034 1.64% 0.190%
4 6.716 783 787 797 rVB 584619 568969 17.90% 2.075%
5 7.145 856 860 871 rBvV4 19372 55779 1.75% 0.203%
6 7.287 880 884 897 rBV 1960941 1891988 59.53% 6.901%
7 7.787 965 969 982 rBV 143336 205751 6.47% 0.750%
8 7.998 1001 1005 1023 rVB 786633 759476 23.90%  2.770%
9 8.375 1065 1069 1081 rBV 157223 208272 6.55% 0.760%
10 8.804 1139 1142 1156 rBV 147272 285810 8.99% 1.043%
11  8.934 1161 1164 1172 rVB3 27217 40690 1.28% 0.148%
12 9.069 1183 1187 1191 rBV 3280830 3178351 100.00% 11.593%
13 9.469 1252 1255 1266 rVB 405942 352265 11.08% 1.285%
14  9.745 1298 1302 1313 rVB 997255 860100 27.06% 3.137%
15 9.969 1336 1340 1349 rBV3 23990 48791 1.54% 0.178%
16 10.539 1433 1437 1452 rBV 2106980 2202403 69.29% 8.033%
17 10.904 1496 1499 1506 rBV 49900 59233 1.86% 0.216%
18 11.233 1551 1555 1562 rBV 989176 883633 27.80%  3.223%

19 11.786 1640 1649 1669 rBV 1850310 2809192 88.39% 10.247%

20 12.169 1711 1714 1721 rBV4 22056 39674 1.25% 0.145%
21 12.457 1759 1763 1764 rBV 58306 63034 1.98% 0.230%
22 12.557 1776 1780 1795 rVV 906859 1124267 35.37% 4.101%
23 12.680 1799 1801 1804 rBV 39350 36433 1.15% ©.133%
24 12.822 1820 1825 1828 rBV 3128816 2927201 92.10% 10.677%
25 13.039 1859 1862 1867 rVB 52037 52982 1.67% ©.193%
26 13.716 1973 1977 1988 rVB2 374768 601157 18.91%  2.193%
27 13.880 2002 2005 2017 rVB 651943 639995 20.14%  2.334%
28 14.327 2078 2081 2083 rBv2 45177 46354 1.46% 0.169%
29 14.357 2083 2086 2090 rVB3 44812 60365 1.90% 0.220%
30 14.710 2143 2146 2149 rVvB4 37773 41275 1.30% 0.151%
31 14.939 2182 2185 2190 rVB 89027 90366 2.84% ©.330%
32 15.315 2244 2249 2258 rVB 463699 659058 20.74%  2.404%
33 15.698 2310 2314 2321 rVB 57060 80034  2.52% 0.292%
34 15.774 2321 2327 2336 rBv4 72921 202374 6.37% ©.738%
35 15.851 2338 2340 2348 rVB7 39891 60870 1.92% ©0.222%
36 16.204 2396 2400 2407 rVB 53972 90795 2.86% 0.331%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc

ALS Vvial : 15 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.839 2502 2508 2511 rBV7 27639 65514 2.06% 0.239%

38 17.204 2564 2570 2584 rBVS 68714 224202 7.05% ©.818%

Sum of corrected areas: 27415751
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 29 Oct 2020 19:48

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
BF122173.D

Ju/CaG
L4552-06

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.787 5.42 ng 205751  Naphthalene-d8 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Hexanoic acid 116 C6H1202 000142-62-1 59
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
4 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 50
5 Heptanoic acid 130 C7H1402 000111-14-8 50

Abundance Scan 969 (7.787 min): BF122173.D\data.ms (-965) (-) m/z 59.95 100.00%

60.0

——

5000 43.0
g5.1 101.0 RS E SR e e
‘ ‘ ‘ ‘ ‘ ‘ H 7.40 7.60 7.80 8.00 8.20
bl Ll wyz 73.00  66.32%
m/z--> 20 40 60 80 100 120 140
Abundance #20837: Octanoic acid
60.0
5000 430 ‘/\\/\\\\‘\\\\‘\\\\‘\\\\‘\\
7.40 7.60 7.80 8.00 8.20
101.0 m/z 43.05 45.82%
270 85.0
Ot T \H T \H\‘ T \“U“ T ‘\‘ \‘\ “‘H‘\ T \”‘ T ‘\ ‘1\2\9\0\1‘4\5\0\
m/z--> 20 40 60 80 100 120 140
Abundance #8069: Hexanoic acid
60.0
L
7.40 7.60 7.80 8.00 8.20
5000 ITI/Z 41.10 43.78%
27.0
43.0
(T
P 1 O 1 R
m/z--> 20 40 60 80 100 120 140
Abundance #4275 Butanoic acid, 3-methyl- e AARBEARREEER SR o
60.0 7.40 7.60 7.80 8.00 8.20
m/z 55.05 34.11%
5000
43.0
87.0
27.0 ‘
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00 8.20
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
BF122173.D

: 29 Oct 2020 19:48

Ju/CaG
L4552-06

. 15

Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Nonanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.375 5.48 ng 208272  Naphthalene-d8 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 58
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Octanoic acid 144 C8H1602 000124-07-2 53
5 Pentanoic acid 102 C5H1002 000109-52-4 47

Abundance Scan 1069 (8.375 min): BF122173.D\data.ms (-1065) (-)

m/z 60.00 100.00%

60.0
5000
115.0 A
‘ ‘ ‘ 8.00 8.20 8.40 8.60
ob ity L4 m/z 73.00  75.61%
mlz--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid
6Q.0
5000 LI L L L BB L LB I
8.00 8.20 8.40 8.60
J 115.0 m/z 57.10 59.70%
01\5\ i LH’H“ “‘M \‘H\ ““i‘ \“\ ‘\ \1‘5§\0\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt
60.0
AR R A
127.0 8.00 8.20 8.40 8.60
5000 m/z 41.05 50.73%
oLl L MJ AL 2160 2730 3%
m/z--> 50 100 150 200 250 300 350
Abundance #8070: Hexanoic acid  EABBRESEs L
60.0 8.00 8.20 8.40 8.60
m/z 55.00 40.76%
- ¢
ol L] g0
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Phthalic anhydride Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.804 7.53 ng 285810 Naphthalene-d8 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 96
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 90
3 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 86
4 Phthalic acid, monoethyl ester 194 C1eH1e04 002306-33-4 83
5 Phthalamic acid 165 C8H7NO3 000088-97-1 74

Abundance Scan 1142 (8.804 min): BF122173.D\data.ms (-1139) (-) m/z 104.00 100.00%

76.0 104.0
5000 50.0
R RRRERs B AT
148.0 8.40 8.60 8.80 9.00 9.20
ol e m/z 76.00 84.91%
miz--> 20 40 60 80 100 120 140
Abundance #23152: Phthalic anhydride
76.0 104.0
5000 500 [T T T[T rrrrprt
148.0 8.40 8.60 8.80 9.00 9.20
m/z 50.00 44 ,15%
O\\\‘2\6.\0\\“‘\\“}‘\“\\\‘h“\\\\"\\\‘\\\\‘\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #35572: 1,2-Benzenedicarboxylic acid
104.0
76.0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
8.40 8.60 8.80 9.00 9.20
m/z 74.00 20.40%
5000 50.0
148.0
260 | g, M\ \ ‘
ol e
miz-> 20 40 60 80 100 120 140
Abundance #14488: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione R A REEAREE
76.0 8.40 8.60 8.80 9.00 9.20
104.0 o
m/z 148.00 13.15%
50.0
5000
132.0
NI WO T O N SO L S
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.786 63.58 ng 2809190  Phenanthrene-die 11.233
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 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 20

Abundance Scan 1649 (11.786 min): BF122173.D\data.ms (-1640) (- m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.2 —— —
| H‘l 157.1185.2 ‘ 256.1 11.50 12.00
Y m‘m mWMW‘H_‘m‘mu_mw‘_ m/z 43.05 97.87%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 N T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 90.59%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
—— —
43.0 11.50 12.00
5000 129.0 ITI/Z 41.05 78.50%
171.0
‘ 214.0
o?
m/z--> 20 40 80 100120140160180200220240260
Abundance #84452: Tetradecanoic acid —— =
73.0 11.50 12.00
43.0 m/z 57.05 76.11%
5000 129.0
185.0
H 228.0
O;ﬁ?w“uﬁwwmmkﬁ“wMh“wuuwwwwuwuwwwuwuww —r— ==
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.557 35.13 ng 1124270 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1780 (12.557 min): BF122173.D\data.ms (-1776) (- m/z 43.10 100.00%

5000
129.1 WJ\,J
1852 L
24‘1 % 2843 12.50
oL, “M“‘“H\‘m“m‘\\“Hu‘w‘uu‘\u m/z 73.00  89.18%
mlz--> 5 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
5000 129.0 I T
12.50
1850 5410 2840 m/z 60.60  80.01%
O\\ ‘“M‘ M‘\“‘\ \‘\“\ “‘\\‘\ \“\\\‘\‘\\\\‘\\\
m/z--> 5 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
= T T
12.50
m/z 57.10 78.17%
5000 284.0 /
3.0 1290
Il 1850 2410
fo) \‘\M u‘H M\ it \‘\‘ ‘\ “‘ | ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid —— :
73.0 12.50
m/z 55.10 74.58%
5000 129.0
29.
199.0 242.0
0 \\h“\\‘\\‘\u\““‘ “ ——
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 6 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.716 18.79 ng 601157 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 1977 (13.716 min): BF122173.D\data.ms (-1973) (-] m/z 57.05 100.00%
57.0

97.1
5000
Weo oo
39.0 : :
ob——b by L. “H\ L1 o 821 2290 2801 .. 43,10 97.44%
miz--> 50 100 150 200 250
Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0
97.0
5000 — e
13.50 14.00
m/z 55.10 91.20%
39.0
0 ‘aq\‘q dy \\, | F‘ p . 1800 2389 205,
miz--> 50 100 150 200 250
Abundance #155046: 1-Heneicosano
55.0
97.0
—r —
13.50 14.00
5000 m/z 83.10 82.21%
39.0
oo L LI P9 smm0 zano 20
miz--> 50 100 150 200 250
Abundance #205392: Trichloroacetic acid, hexadecyl ester —— —
43.0 13.50 14.00
83.0 m/z 69.05 73.73%
5000
‘ st.o
o LA LT w0 e
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 7 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.939 2.74 ng 90366 Perylene-di2 15.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Docosane 310 C22H46 000629-97-0 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2185 (14.939 min): BF122173.D\data.ms (-2182) (-, 57.10 100.00%
57.1
99.0
15 00
0 Jh “ w‘!‘ ! ﬂ““ - }69} ‘2“1“1‘1‘ 2‘5,4‘1‘ e ‘?‘5‘5{ 62.37%
mlz--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000
15 00

m/z 43.10 62.35%
\\‘ | i H‘ | 410 1830 2540

O\\\\‘\\ \\\\\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
—
15.00
5000 ITI/Z 85.10 45.,94%
0 \‘ ‘\‘ ‘ H\ \h h‘ | \ \ ! :!'830 225.0 267.0 310.0
e R I R B I LA A
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane —
57.0 15.00
m/z 55.05 25.67%
5000
M | | 9"0 1410  212.0
0““q‘\‘m"MM“u““‘u“,“““““‘ ——
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 8 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.698 2.43 ng 80034 Perylene-di2 15.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
3 Triacontane 422 C30H62 000638-68-6 86
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2314 (15.698 min): BF122173.D\data.ms (-2310) (- m/z 57.10 100.00%
57.1
5000 WJ\MWAMwWA/\“MMwWJM
1550 16,00
ol \L 'y ““““‘\‘ u”‘w‘ = “““‘2‘2‘1‘1‘%7‘ L m/z 71.10 66.55%
mlz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 — —
15.50 16.00
m/z 43.10 62.67%
O ‘ \L\ Hh\ \h\ h‘ \‘ il ]_\69 0 225 0 295 0 367 0
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
— —
15.50 16.00
5000 m/z 85.05 50.00%
13.0 239.0
ol AL W L 00 T 2040 3520
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T —
57.0 15.50 16.00
m/z 55.10 30.07%
0 | H\ \‘h h‘ “‘ | \6\9 9 225 0 281.0 337.0 422 (
A A A e S e e e — —
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 9 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.774 6.14 ng 202374 Perylene-di2 15.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Cyclopentyleicosane 350 C25H50 1000357-25-6 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 1-Docosanol, acetate 368 C24H4802 000822-26-4 87
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87

Abundance Scan 2327 (15.774 min): BF122173.D\data.ms (-2321) (-~ m/z 57.05 100.00%
7.0

97.1
5000
201 — —
[( I R O Yt RN m/z 83.10 84.32%
miz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 — ——
15.50 16.00
m/z 55.05 75.63%
Olrg\.q ‘\“ " T . Ll ‘H‘ + ‘h ‘h T “\8\‘]-\0 22\2 0 26\4\0\ \3?8\9\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #184196: 1-Cyclopentyleicosane
69.0
— —
15.50 16.00
5000 m/z 97.10 72.93%
110
20.
0 350.0
o Lm0 es0 s 20 0
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecyl heptafluorobutyrate T —
57.0 15.50 16.00
m/z 43.10 70.98%
97.0
5000
169.0 238.0
ol bl I 2880 e e
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 10 Linalol oxide, trimethylsil... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.204 2.76 ng 90795 Perylene-di2 15.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linalol oxide, trimethylsilyl ether 242 C13H2602Si 1000352-40-0 50
2 .beta.-Eudesmol, trimethylsilyl ... 294 C18H340Si 1000334-00-1 50
3 1H-Benzoimidazole, 2-(4-chloroph... 258 C14H11C1N20 1000303-65-6 45
4 1H-Indole, 7-methyl- 131 CO9HSN 000933-67-5 45
5 7-0xo0-1,3,5-cycloheptatriene-1-c... 131 C8H5NO 000934-19-0 45

Abundance Scan 2400 (16.204 min): BF122173.D\data.ms (-2396) (-  m/z 131.00 100.00%
1

31L.0
5000
e =

75.0 208.1 265.1 467. 16.00 16.50
O bttt m/z 132.00 11.77%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #95521: Linalol oxide, trimethylsilyl ether
131.0
[ N AT
5000 73.0 1600 1650

m/z 75.00 6.22%

150, 41, 227.0
LI [ T ‘ T T ‘ T TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #139596: .beta.-Eudesmol, trimethylsilyl ether
131.0 w

T e
16.00 16.50
5000 m/z 43.10 5.79%

o

73.0

LoL ] 1890  279.0
Ot T T e e

miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #108766: 1H-Benzoimidazole, 2-(4-chlorophenoxymethyl —r P
131.0 16.00 16.50
m/z 133.00 5.34%

5000

77.0

193.0
L A

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.50

258.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 11 Cholest-5-ene, 3-ethoxy-, (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.204 6.80 ng 224202 Perylene-di2 15.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 55
2 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 38
3 Ledene oxide-(II) 220 C15H240 1000159-36-7 38
4 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 35
5 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 10
Abundance Scan 2570 (17.204 min): BF122173.D\data.ms (-2564) (- m/z 43.05 100.00%
43.0
5000 51 1991 2133
276.1
329.2
414 —— ——
LM Ly L e e
o M L H‘H L MH m/z 41.10 57.06%
mlz--> 5 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 —r— ——
368.0 17.00 17.50
m/z 55.05 53.46%
414.(
| H\ Li \ n 2302550a00| | |
0L M ‘H\‘\M‘M\“\m\‘\h\x\“‘\\‘\\‘\\ \‘\\‘\\’\\
m/z--> 5 100 150 200 250 300 350 400
Abundance #210541: Stigmastan-3,5-diene
43.0
—— —
396.0 17.00 17.50 .
5000 m/z 57.00 49.63%
105.0147. 0
ol \ Al \‘n L Ly ‘\L b 202550 3020 3540, |
miz--> 50 100 150 200 250 300 350 400
Abundance #77521: Ledene oxide-(Il) T —
43.0 17.00 17.50
m/z 159.10  49.12%
5000
91.0 1590
kb | 0
Ow‘w \MHL\“ ‘u\‘u u‘\”\‘m““‘ “M\‘HH‘HH‘HH,H i :
mlz--> 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122173.D

Acqg On : 29 Oct 2020 19:48
Operator : JU/CG

Sample : L4552-06

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Octanoic acid 7.787 5.4 ng 205751 2 7.998 759476 20.0
Nonanoic acid 8.375 5.5 ng 208272 2 7.998 759476 20.0
Phthalic anhydride 8.804 7.5 ng 285810 2 7.998 759476 20.0
n-Hexadecanoic ... 11.786 63.6 ng 2809190 4 11.233 883633 20.0
Octadecanoic acid 12.557 35.1 ng 1124270 5 13.880 639995 20.0
Dichloroacetic ... 13.716 18.8 ng 601157 5 13.880 639995 20.0
Octadecane 14.939 2.7 ng 90366 6 15.316 659058 20.0
Hexacosane 15.698 2.4 ng 80034 6 15.316 659058 20.0
n-Tetracosanol-1 15.774 6.1 ng 202374 6 15.316 659058 20.0
Linalol oxide, ... 16.204 2.8 ng 90795 6 15.316 659058 20.0
Cholest-5-ene, ... 17.204 6.8 ng 224202 6 15.316 659058 20.0
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