LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121020\

Data File : BF122648.D

Acqg On : 10 Dec 2020 16:10

Operator Ju/ca

Sample L5009-03 :
Misc KENS-B5-120920-13-15

ALS Vvial : 15 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

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

Signal : TIC: BF122648.D\data.ms

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

# min  scan scan scan TY height area % max total
1 2.146 7 10 17 rVB 41526 54067 1.00% 0.162%
2 2.251 24 28 35 rVB 57658 72320 1.34% 0.217%
3 5.069 499 507 514 rVB 51810 73227 1.35% 0.220%
4 5.463 569 574 577 rBV 3796693 3737449 69.13% 11.220%
5 6.469 740 745 768 rBV2 3292677 4219468 78.05% 12.667%
6 6.669 776 779 793 rBV 79197 127666 2.36%  0.383%
7 6.839 804 808 811 rBV 964076 810961 15.00%  2.435%
8 7.398 898 903 906 rBV 2356791 2483782 45.94% 7.457%
9 8.122 1022 1026 1039 rBV 1217314 1091768 20.20% 3.278%
10 9.198 1204 1209 1212 rBV 4791114 4584087 84.79% 13.762%
11  9.592 1272 1276 1279 rBV 103108 103267 1.91% 0.310%
12 9.875 1319 1324 1333 rBV 1490099 1327276 24.55% 3.985%
13 10.663 1454 1458 1469 rBV 2505976 2729524 50.49% 8.194%
14 11.363 1573 1577 1583 rBV 1572452 1398822 25.87% 4.199%
15 11.892 1659 1667 1679 rBV2 247280 467530 8.65% 1.404%
16 12.339 1739 1743 1747 rVB 128181 113524 2.10% 0.341%
17 12.680 1795 1801 1810 rBV 494747 768081 14.21%  2.306%
18 12.951 1842 1847 1850 rBV 5408290 5406124 100.00% 16.230%
19 13.904 2004 2009 2021 rVV4 84755 307228 5.68% 0.922%
20 13.998 2021 2025 2032 rVB 1488545 1456061 26.93% 4.371%
21 14.774 2154 2157 2161 rVB 59108 59243 1.10% 0.178%
22 14.915 2176 2181 2197 rVB4 84874 291286 5.39% 0.874%
23 15.109 2211 2214 2218 rVB 72815 77875 1.44% 0.234%
24 15.462 2269 2274 2287 rVB 959226 1394184 25.79% 4.186%
25 15.915 2347 2351 2357 rVB2 55574 81818 1.51% 0.246%
26 16.415 2432 2436 2446 rBv4 39340 72858 1.35% 0.219%

Sum of corrected areas: 33309496
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Dec 2020 16:10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121020\
BF122648.D

Ju/CaG
L5009-03

KENS-B5-120920-13-15

: 15  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

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF122648.D\data.ms

5.463
6.469

7.398

6.839

12251 5.069 L 6.669

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF122648.D\data.ms
12.951

9.198

10.663

9.875 11.363
8.122

12.680

0
Time-->

11.892
9.592 12.339
L — T [ — \L\ﬂ\ T —— [ — —— T T JH T \A T L

T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF122648.D\data.ms

13.998

14.2AM915%.109 15.915 16.415

T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF120520.M Fri Dec 11 13:01:58 2020 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121020\
Data File : BF122648.D

Acqg On : 10 Dec 2020 16:10

Operator : JU/CG

Sample : L5009-03 :
Misc : KENS-B5-120920-13-15

ALS vial : 15 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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.669 3.15 ng 127666 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 64
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 53
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
Abundance Scan 779 (6.669 min): BF122648.D\data.ms (-776) (-) m/z 45.10 100.00%
45.1
5000 59.0 k
73.0 “w“u“u‘_“w“u
“ ‘ “ 10‘31 640660680700 .
Ot et e e e e e e e m/z 59.05 39.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\\‘\\\\‘\\\\‘V\\\’\\\\
310 59.0 6.40 6.60 6.80 7.00
7?0 o m/z 72.10 24.55%
O H‘HH‘HH“\\H‘\‘l\\‘\\\\}\\\\‘\‘\‘\\‘\?\9‘9\\‘\w\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
45.0
ARmEELEE R
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5000 72.0 m/z 73.00 15.98%
31.0
5l 150 89.01030777
RN ARAA RS L o R e
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Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- R A RAAmaass S
45.0 6.40 6.60 6.80 7.00
m/z 43.00 15.97%
5000
310 59.0 730 89.0
ohis0 L ®ouee
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121020\
Data File : BF122648.D

Acqg On : 10 Dec 2020 16:10

Operator : JU/CG

Sample : L5009-03 :
Misc : KENS-B5-120920-13-15

ALS vial : 15 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 6.68 ng 467530  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1667 (11.892 min): BF122648.D\data.ms (-1659) (- m/z 72.95 100.00%
73.0
43.0

5000 129.1

ﬁ'

-
157.1185.1 256.2 | 11.50 12.00

0! m/z 59.95 86.58%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T

—
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97.0 m/z 43.05 83.71%

H 157.01g5,0213.0  256.0
uwuu“}‘u”!”\H\\‘H\‘\\‘1“““\\”‘M\“\‘u‘\u\‘uu‘\‘u\‘\u‘\‘uu‘u\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
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I

T \ \
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o

5000 129.0 m/z 57.05 68.39%
199.0
101.0 157.0 242.0
015.0

T T T T [ T T [ T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid — T
73.0 11.50 12.00

43.0 m/z 55.05 67.31%

5000 m
129.0
‘ ‘ 171.0 214.0
e |

Y S ““““‘ o~ —
miz--> 20 40 60 80 100120 140 160180 200220240260 1150 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121020\
Data File : BF122648.D

Acqg On : 10 Dec 2020 16:10

Operator : JU/CG

Sample : L5009-03 :
Misc : KENS-B5-120920-13-15

ALS vial : 15 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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.680 10.55 ng 768081 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1801 (12.680 min): BF122648.D\data.ms (-1795) (- m/z 73.00 100.00%

431 73.0
5000 129.1
\
i
50

I 7
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ob—— ;‘\’\ h!‘ \‘H“‘\\h‘\‘ w‘\\h‘h}\‘\ . | ““ \‘ [ “‘ e “\‘
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O A A e B T L e e B T
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5000 256.0
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T
‘ ‘ | H!\ ‘H‘u‘ \\h“\ JH‘\‘ m ‘ ‘ Ll ‘

S T PV P A S —
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121020\
Data File : BF122648.D

Acqg On : 10 Dec 2020 16:10

Operator : JU/CG

Sample : L5009-03 :
Misc : KENS-B5-120920-13-15

ALS vial : 15 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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 4.22 ng 307228 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Octacosanol 410 C28H580 000557-61-9 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 81
Abundance Scan 2009 (13. 904 min): BF122648.D\data.ms (-2004) (- m/z 55.10 100.00%
58.1 [97.
5000 /\NMWA%M
39.1 AN
‘ ‘ T " 177.02131 14.00
A w,‘l“ N e — m/z 83.18 98.38%
miz-> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
5:
97.0
5000 T
14.00
m/z 69.10 96.64%
0190 i B0 w00 200
miz-> 50 100 150 200 250 300
Abundance
83.0
43.0
——
14.00
5000 m/z 97.10 94 .89%
125.0
0 167.0 210.0 280.0
e
miz--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1 T
57.0 97.0 14.00
m/z 57.10 90.19%
o M
9.0
Olgm 1ll ‘ \H\ I \‘\ h 1‘810 2220 264.0 308.0
R “ - S T ——
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121020\
Data File : BF122648.D

Acqg On : 10 Dec 2020 16:10

Operator : JU/CG

Sample : L5009-03 :
Misc : KENS-B5-120920-13-15

ALS vial : 15 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 unknownl4.91 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.915 4.18 ng 291286 Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 30
2 2-Nonadecanone 282 C19H380 000629-66-3 27
3 Dodecane, 1-fluoro- 188 C12H25F 000334-68-9 27
4 Nonadecane 268 C19H40 000629-92-5 25
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 14
Abundance Scan 2181 (14.915 min): BF122648.D\data.ms (-2176) (-} | m/z 267.30 100.00%
71.1 267.3
5000
09.1
3000 166.1 2231 309.: 15.00
0! m‘\h\\“\\\“‘\ “\‘H ‘\L\‘ L “ L ‘H ‘ \‘ : AL “\ ‘ \‘ | m/z 71.10 97.79%
miz-> 50 100 150 200 250 300
Abundance  #11486: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl-
43.0
5000 T
3-0 15.00
m/z 43.10 76.92%
L e
O\“\ 1”“““\““‘ \““‘w‘\‘\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance
58.0
——
15.00
5000 m/z 57.10 73.10%
96.0
027.0 127.0  180.0 222.0 282.0 M
-
miz--> 50 100 150 200 250 300
Abundance #51680: Dodecane, 1-fluoro- T
57.0 15.00
m/z 283.30 59.60%
5000
97.0
TR S O N L —
m/z--> 50 100 150 200 250 300 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121020\
Data File : BF122648.D

Acqg On : 10 Dec 2020 16:10

Operator : JU/CG

Sample : L5009-03 :
Misc : KENS-B5-120920-13-15

ALS Vvial : 15 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|
Ethanol, 2-(2-e... 6.669 3.1 ng 127666 1 6.839 810961 20.0
n-Hexadecanoic ... 11.892 6.7 ng 467530 4 11.363 1398820 20.0
Octadecanoic acid 12.680 10.6 ng 768081 5 13.998 1456060 20.0
1-Heneicosanol 13.904 4.2 ng 307228 5 13.998 1456060 20.0
unknownl14.91 14.915 4.2 ng 291286 6 15.462 1394180 20.0
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