LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83121\
Data File : BF125284.D

Acqg On : 31 Aug 2021 12:32
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 6 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125284.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 12 18 24 rVB 3272632 4174025 55.68% 10.663%
2 5.528 581 585 6600 rBV 937748 894306 11.93% 2.285%
3 6.534 753 756 773 rVB 633939 615794  8.21% 1.573%
4 6.910 817 820 824 rBV 1364004 1140629 15.21% 2.914%
5 7.481 911 917 920 rBV 3195697 3227771 43.05% 8.246%
6 8.098 1018 1022 1035 rBV 968646 1329832 17.74% 3.397%
7 8.198 1035 1039 1042 rVW 1708378 1496376 19.96%  3.823%
8 9.269 1216 1221 1225 rBV 5743390 5655645 75.44% 14.448%
9 9.381 1237 1240 1245 rBV 177764 170148 2.27% 0.435%
10 9.533 1263 1266 1272 rBv2 98341 113541 1.51% 0.290%
11  9.604 1272 1278 1281 rVVW2 61800 79690 1.06% 0.204%
12 9.663 1285 1288 1291 rvVB2 83341 79734 1.06% 0.204%
13 9.951 1332 1337 1345 rVB 2092463 1816573 24.23% 4.641%
14 10.592 1442 1446 1451 rVB 89477 112987 1.51% 0.289%
15 10.739 1467 1471 1484 rVB 2386387 2217220 29.57% 5.664%

16 10.857 1487 1491 1495 rBV 164378 144620 1.93%
17 11.322 1567 1570 1576 rVB3 83505 99517 1.33%
18 11.439 1586 1590 1593 rBV 2299836 1967116 26.24%
19 11.822 1651 1655 1658 rBV 284774 212946 2.84%
20 11.957 1672 1678 1683 rBV2 449012 465056  6.20%
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21 12.616 1787 1790 1793 rVB 185320 156988  2.09%
22 12.739 1808 1811 1818 rBv2 111300 128379 1.71% 0.328%
23 13.027 1855 1860 1863 rBV 6896212 7497061 100.00% 19.152%
24 13.939 2008 2015 2028 rBV2 282656 697665 9.31% 1.782%
25 14.080 2035 2039 2043 rBV 2242408 1997593 26.65% 5.103%
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26 14.539 2113 2117 2119 rBV 71465 77551 1.03% 0.198%
27 14.851 2165 2170 2174 rBV2 88239 129578 1.73% 0.331%
28 14.933 2180 2184 2188 rBV 190770 200132 2.67% 0.511%
29 15.204 2226 2230 2237 rBV 79485 101422 1.35% 0.259%
30 15.586 2289 2295 2305 rBV 1353035 1958971 26.13% 5.004%
31 16.045 2369 2373 2379 rVB 66950 98266 1.31% 0.251%
32 16.562 2459 2461 2468 rVB 56545 87182 1.16% 0.223%
Sum of corrected areas: 39144314
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@083121\

BF125284.D
: 31 Aug 2021 12:32
Ju/CG
: M3561-19
: 6 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83121\
Data File : BF125284.D

Acqg On : 31 Aug 2021 12:32

Operator : JU/CG

Sample : M3561-19

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1

R.T. EstConc Area Relative to ISTD R.T.
2.193 73.19 ng 4174030 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 18 (2.193 min): BF125284.D\data.ms (-12) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\\
87'1 \‘\\\\‘\\\\‘\\
‘ 2.20 2.40 2.60
Ol 32 e m/z 43.00 43.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L I L B B
2.20 2.40 2.60
43.0 o
87.0 m/z 55.00 34.37%
\ \‘ 90 If
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
B e
2.20 2.40 2.60
5000 ITI/Z 87.10 25.34%
55.0
27.0 41lo0
ol 230 Ll b eso mso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 2.20 2.40 2.60
87.0 m/z 40.95 14.05%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
H‘_‘H‘HH‘H‘w‘H‘_H‘_‘H,HH‘H‘W‘HW‘H‘W‘HM‘H‘H“ B e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83121\
Data File : BF125284.D

Acqg On : 31 Aug 2021 12:32
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.098 17.77 ng 1329830 Naphthalene-d8 8.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

Abundance Scan 1022 (8.098 min): BF125284.D\data.ms (-1018) (-) m/z 56.95 100.00%
57.0

5000
41.0
s A aaa
75.0 101.0 7.80 8.00 8.20 8.40
) \‘\\\ m‘ 1 131.1 9
0t el T RS m/z 45.00 92.85%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B I B B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00  31.84%
O T \‘H“\‘ T “‘H‘\ \‘!‘Uur \‘1“\“ \“\‘ \lrofo‘.rowlwlg‘owlwswz.\o‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
T TR
7.80 8.00 8.20 8.40
5000 m/z 75.00 15.65%
89.0
29.0
73
b il 7 | 00 saso.
miz-> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether s AARES
45.0 7.80 8.00 8.20 8.40
m/z 56.00 15.54%
5000 29.0
101.0
83.0
o I— il L-O e300 VRN - P
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83121\
Data File : BF125284.D

Acqg On : 31 Aug 2021 12:32
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.50 12.00

m/z 41.00 24.31%

Peak Number 3 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.822 2.17 ng 212946  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 1655 (11.822 min): BF125284.D\data.ms (-1651) (1 m/z 74.00 100.00%
74.0
5000
43.0
143.1 "= 1500
‘ “ | 010 171110012271 5704 11.50 12.00
0 et el b L TN m/z 87.00 70.79%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — /L‘ :
43.0 11.50 12.00
143.0 m/z 43.00 34.75%
‘u \“ ‘\ ‘ | \lc\)\l 0 | 17\1 0\199 022\7 0 270«
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
— ——
11.50 12.00
5000/ 43.0 m/z 55.00 31.51%
| || 010 1430 1850 2280
O‘M‘HWuM‘Hm‘M‘Hu‘w‘hW‘H‘_H‘M‘JM‘H‘HH‘H‘WH‘W
m/z--> 20 40 60 80 100120140160 180200 220240260
— ——

5000, 43.0

‘ M\ \\‘\‘1010 1430 1850 2270 2700

bl b MRS L 2800, 2270 2oL

m/z--> 20 40 60 80 100120140160 180200220 240260 11.50 12.00

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83121\
Data File : BF125284.D

Acqg On : 31 Aug 2021 12:32
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.957 4.73 ng 465056  Phenanthrene-d10 11.439
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 8-Methylnonanoic acid 172 C1eH2002 005963-14-4 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1678 (11.957 min): BF125284.D\data.ms (-1672) (- m/z 43.00 100.00%

43.0 |73.0
5000
_ ——
: 12.00
o) — m/z 73.00  99.18%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
167.01g5 02130  256.0 m/z 59.95 95.50%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
=
12.00
5000 129.0 ITI/Z 57.00 85.80%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid ——
43.0 ,73.0 12.00
m/z 55.00 73.22%
5000 129.0
199.0
L e T
O%?Rk“JWNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ ‘
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\BF@83121\
Data File : BF125284.D

Acqg On : 31 Aug 2021 12:32
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.939 6.99 ng 697665 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 91

Abundance Scan 2015 (13.939 min): BF125284.D\data.ms (-2008) (1 m/z 57.00 100.00%

57.0
97.1
5000
——
148.9 14.00
ol AH“ m“u T P ‘2‘03"0‘ 24?2 %8}'9‘ m/z 43.00  92.69%
m/z--> 50 100 150 200 250
Abundance #215083: 1-Heneicosanol
53.0
97.0
5000 T
14.00
m/z 55.00 90.10%
39.0
0 :\ngdw‘ ‘\“ i ‘\‘ \‘ \M ‘H‘ \‘R ‘H g ‘%8\2.\0‘ \22\4\0\ 2\66\0\ ™
m/z--> 50 100 150 200 250
Abundance #179253: n-Nonadecanol-1
83.0
43.0 —
14.00
5000 m/z 83.10 84.58%
25.0
AN RN URECT N T
m/z--> 50 100 150 200 250
Abundance #155961: 1-Nonadecene T
43.0 97.0 14.00
m/z 97.10 74.93%
39.0
o LLLLLLL 0 sam zouo a0 A%
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83121\
Data File : BF125284.D

Acqg On : 31 Aug 2021 12:32
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.933 2.04 ng 200132 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 90
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 64
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 59

Abundance Scan 2184 (14.933 min): BF125284.D\data.ms (-2180) (1 m/z 69.00 100.00%
69.0

5000

-

‘ \ 175.0221.0 15.00
H“HMM“ “H 12210 2733 3560 nyz 81.05  52.42%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene

o

(o]
©
o

Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0 15.00

m/z 68.00 12.12%

5000
15.00
m/z 41.00 23.64%
137.0
0 by, 1910 273.0 3410 410.
‘\\\\‘\ \\‘\\\\‘\\\Y‘\\\\‘\\\\[\\\\‘\\\\‘f\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0
—
15.00
5000 m/z 95.05 14.73%
137.0
0 17. OM i ‘ ] h” H H u‘“ l‘ b “9‘.;'.‘0 " 273.0 34;"0 410.(
A R et e
m/z--> 0 50 100 150 200 250 300 350 400
—

5000

l 136.0
|
1

0 Mmd‘ \Hh 187.0 248.0
R R R e R R R R

m/z--> 0 50 100 150 200 250 300 350 400 15.00

-

8270-BF081821.M Wed Sep 01 12:03:28 2021 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83121\
Data File : BF125284.D

Acqg On : 31 Aug 2021 12:32
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.193 73.2 ng 4174030 1 6.910 1140630 20.0
Ethanol, 2-(2-b... 8.098 17.8 ng 1329830 2 8.198 1496380 20.0
Hexadecanoic ac... 11.822 2.2 ng 212946 4 11.439 1967120 20.0
n-Hexadecanoic ... 11.957 4.7 ng 465056 4 11.439 1967120 20.0
1-Heneicosanol 13.939 7.9 ng 697665 5 14.080 1997590 20.0
Supraene 14.933 2.0 ng 200132 6 15.586 1958970 20.0
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