LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26
Operator : JU/CG

Sample : L4960-04

Misc :

ALS Vvial : 13  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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122578.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.204 16 20 26 rVvB 62744 84227 1.48%  0.240%
2 5.451 568 572 585 rBV 1997326 1852048 32.57% 5.270%
3 6.463 740 744 756 rBV 1258464 1223732 21.52% 3.482%
4 6.663 775 778 785 rBV 51951 75179 1.32% 0.214%
5 6.840 804 808 811 rBV 1132379 950094 16.71% 2.704%

6 7.404 896 904 907 rBV 3042347 3119939 54.87% 8

7 7.604 932 938 941 rBV2 68573 58241 1.02% ©.166%

8 8.122 1022 1026 1029 rBV 1578014 1264535 22.24% 3

9 9.198 1204 1209 1212 rBV 5928721 5686535 100.00% 16.182%
9.316 1224 1229 1241 rVB 990478 1011429 17.79%
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11 9.586 1272 1275 1279 rBV 266308 239156  4.21%
12 9.875 1320 1324 1328 rBV 1810986 1522089 26.77%
13 10.475 1422 1426 1438 rBV 77522 146468 2.58%
14 10.663 1454 1458 1462 rBV 3208558 3389561 59.61%
15 11.363 1573 1577 1580 rBV 1837783 1606172 28.25%
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16 11.892 1662 1667 1684 rBV 825283 1199584 21.10%
17 12.451 1758 1762 1772 rBv4 75755 163777 2.88%
18 12.610 1783 1789 1793 rBV 106383 140836 2.48%
19 12.686 1796 1802 1815 rVV 1712322 2161779 38.02%
20 12.951 1842 1847 1850 rBV 5676846 5644910 99.27% 16.063%
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21 13.880 2000 2005 2020 rVB3 193443 536374  9.43%
22 13.998 2021 2025 2029 rBV 1555214 1476094 25.96%
23 14.851 2166 2170 2175 rBV 382872 392487 6.90%
24 15.462 2268 2274 2286 rVB 941229 1196578 21.04%
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Sum of corrected areas: 35141824
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26
Operator : JU/CG

Sample : L4960-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF122578.D\data.ms
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Abundance TIC: BF122578.D\data.ms

9.198 12.951
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8.122
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Abundance TIC: BF122578.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26

Operator : JU/CG

Sample : L4960-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.316 13.29 ng 1011430  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 59
3 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 59
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
Abundance Scan 1229 (9.316 min): BF122578.D\data.ms (-1224) (-) m/z 43.10 100.00%
43.1
109.1
151.1
5000
R RREE L e
‘ 69‘ ! | 9.00 9.20 9.40 9.60
‘H“H‘MuNhﬂhmﬂ‘ﬂkw‘wwh‘u“ﬁ‘_u‘w“H‘H“‘ m/z 109.10 81.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L L B A B B
9.00 9.20 9.40 9.60
69.0 m/z 151.05 53.18%
\]-\5\9\ \‘\\"‘\\\“\‘H‘ \“\“\ \H“\‘\‘\H\’\\H‘\‘\‘\\\\‘\\1\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
e maaammmssEE
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.62%
43.0
80.0
15.0
oL N B o e RmmaaREES
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24973: Pyridine, 3-butyl-, 1-oxide T
1000 1510 9.00 9.20 9.40 9.60
m/z 69.10 15.67%
5000
32.0 54.0 80.0 ‘ ‘
R e o A R B R H“H“‘H“H“_“w
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26
Operator : JU/CG

Sample : L4960-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 14.94 ng 1199580  Phenanthrene-d10 11.363
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 1667 (11.892 min): BF122578.D\data.ms (-1662) (- m/z 73.00 100.00%
43.0 73.0

5000
129.1

-

213.2 T
| ‘ 1711 ‘ 256.3 11.50 12.00
| \‘ il

m/z 43.05 85.95%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
‘ ——

5000 129.0 ‘
11.50 12.00
97.0 1570155 2130 2560 m/z 59.95 80.15%
\H‘HH“}‘HH!H \H‘H‘H\‘\\‘1“““\\M‘\“\‘\\“\H\‘\\‘H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance
73.0
1 — =
43.0 11.50 12.00
5000 129.0 m/z 57.05 68.45%
171.0
214.0
101.0
A E e e aa a Ea A
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T —
43.0 73.0 11.50 12.00
m/z 41.05 67.15%
5000 129.0
199.0
s ) e T
%ﬁ?kﬂNHM‘MMWMW“AWMW‘_Hﬂwﬂ‘mu‘wu‘wu‘wu‘_ P o
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\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26
Operator : JU/CG

Sample : L4960-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Tetratriacontyl trifluoroac... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.451 2.04 ng 163777  Phenanthrene-die 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 58
2 n-Nonadecanol-1 284 C19H400 001454-84-8 49
3 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 46
4 1-Nonadecene 266 C19H38 018435-45-5 46
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 46
Abundance Scan 1762 (12.451 min): BF122578.D\data.ms (-1758) (|  m/z 57.05 100.00%
57.0
- Ju
131.0 =
‘ \ 12.50
b g 2070 m/z 43.10  93.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240770: Tetratriacontyl trifluoroacetate
57.0
5000 U
12.50
5.0 m/z 83.05 66.95%
‘ ‘| ““19502640334040404760 572.(
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\H\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
e
12.50
5000 m/z 55.05 60.84%
19.0 154.0 238.0
T T P T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232315: Hexacosyl trifluoroacetate ==
57.0 12.50
m/z 71.05 60.63%
5000
5.0
| ““““1950264033604090
W‘H‘H‘w‘u‘_‘u‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26
Operator : JU/CG

Sample : L4960-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.686 29.29 ng 2161780 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1802 (12.686 min): BF122578.D\data.ms (-1796) (- m/z 73.00 100.00%

431 73.0
5000 1291
185.2 241.2

. —— =
| ‘ ‘ 284.2 12.50 13.00
!““‘i““‘”“ | | AN N ‘

8 S Y S m/z 43.10  95.39%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0

5000 129.0 == T
12.50 13.00
1850 pu1o ppac | W7 60-00 80.13%
’H‘WWNHJWM
miz--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0 73.0
1250 1500
5000 256.0 m/z 57.05 78.83%
129.0
213.0
171.0
m/z--> 26 4b 65 86 1601&0lAOléOléOZéOZéOZ&OZéOZéO
Abundance #84453: Tetradecanoic acid === =
73.0 12.50 13.00

m/z 55.05 72.50%

43.0
5000
129.0
185.0 228.0
“ ‘\ M‘ H“ uhh ‘H\ ML N A ‘ ‘

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26
Operator : JU/CG

Sample : L4960-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.880 7.27 ng 536374 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
Abundance Scan 2005 (13.880 min): BF122578.D\data.ms (-2000) (- m/z 83.10 100.00%
43.1 831
5000
25.1 — —
13.50 14.00
S | “““““Hw!“ u““ Lyr0dt AL 2831 0 97,10 93.23%
miz-> 50 100 150 200 250
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 — ——
13.50 14.00
m/z 57.05 92.19%
39.0
T T “\ ‘\“ “ ‘\ “\‘ \‘ \“‘ ‘1“ \‘F‘\ ‘H ‘H\ %8\2'\0‘ \22\4\0\ ‘2\66\.0\ T ‘
m/z--> 50 100 150 200 250
Abundance
55.0
97.0
— ——
13.50 14.00
5000 m/z 55.10 90.51%
19.0 139.0 182.0 2240 266.0
T e T T
miz--> 50 100 150 200 250
Abundance #131391: n-Nonadecanol-1 “ —
83.0 13.50 14.00
43.0 m/z 43.10 89.60%
5000
25.0
AL e mee e
m/z--> 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\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26
Operator : JU/CG

Sample : L4960-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.851 6.56 ng 392487 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 87
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
5 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64
Abundance Scan 2170 (14.851 min): BF122578.D\data.ms (-2166) (- m/z 69.05 100.00%
69.0
5000
— —
‘ | 137.1 1011 14.50 15.00
b by 1911 2811 3413 ;0 8110 51.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 = —
14.50 15.00
m/z 41.10 21.83%
137.0
27.0 | || 1910 2730 3410 410/
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance
69.0
— —
14.50 15.00
5000 m/z 95.05 13.49%
137.0
191.0 273.0 3410 410.
e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol = =
69.0 14.50 15.00
m/z 68.05 10.93%
5000
137.0
D
-7-4 TN VY I 1 R
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122578.D

Acqg On : 7 Dec 2020 18:26
Operator : JU/CG

Sample : L4960-04

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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|
2,4,7,9-Tetrame. .. 9.316 13.3 ng 1011430 3 9.875 1522090 20.0
n-Hexadecanoic ... 11.892 14.9 ng 1199580 4 11.363 1606170 20.0
Tetratriacontyl... 12.451 2.0 ng 163777 4 11.363 1606170 20.0
Octadecanoic acid 12.686 29.3 ng 2161780 5 13.998 1476090 20.0
1-Nonadecene 13.880 7.3 ng 536374 5 13.998 1476090 20.0
Supraene 14.851 6.6 ng 392487 6 15.463 1196580 20.0
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