LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0@3842.D

Acqg On : 06 Nov 2020 16:16
Operator : CG/JU

Sample : L4653-01

Misc :

ALS Vvial : 11 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_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3842.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.952 5 11 29 rVB 6281500 9542731 100.00% 20.379%
2 3.105 30 37 48 rW 155799 390838 4.10% 0.835%
3 3.199 48 53 65 rVB 297150 461893 4.84% 0.986%
4 5.822 491 499 513 rBV 2321493 3497233 36.65% 7.468%
5 7.469 770 779 792 rBV 2211333 3627093 38.01% 7.746%
6 8.305 913 921 928 rBV 536857 862725 9.04%  1.842%
7 9.463 1102 1118 1127 rBV 1402959 2319707 24.31% 4.954%
8 11.134 1393 1402 1409 rBV 699493 1166225 12.22%  2.490%
9 13.540 1804 1811 1822 rBV 3310457 4821245 50.52% 10.296%

10 14.340 1941 1947 1954 rBV 427564 566101 5.93%

=
N
(o
)
IS

11 14.916 2038 2045 2052 rVB 1049583 1500671 15.73%
12 16.392 2289 2296 2311 rBV 2557022 3703080 38.81%
13 17.639 2502 2508 2513 rBV 1201786 1740518 18.24%
14 17.681 2513 2515 2521 rVB 79179 99056 1.04%
15 18.475 2645 2650 2656 rBv2 217323 312833 3.28%

OO WwWNW
~N
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S

16 19.610 2838 2843 2848 rVB 177502 226993 2.38% 0.485%
17 19.957 2899 2902 2909 rVB 142822 190754 2.00%  ©.407%
18 20.133 2927 2932 2937 rBV 5447689 6525184 68.38% 13.935%
19 21.316 3129 3133 3142 rVB 662028 785906 8.24% 1.678%
20 21.392 3142 3146 3149 rBV 116331 130519 1.37% 0.279%

21 21.663 3186 3192 3197 rBV 1409141 1938103 20.31% 4.139%
22 22.733 3369 3374 3380 rBV 448199 666701 6.99%  1.424%
23 24.139 3606 3613 3620 rBV 870650 1751140 18.35%  3.740%

Sum of corrected areas: 46827249
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3842.D

Acqg On : 06 Nov 2020 16:16
Operator : CG/JU

Sample : L4653-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003842.D\data.ms
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Abundance TIC: BP003842.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP@@3842.D

Acqg On : 06 Nov 2020 16:16

Operator : CG/JU

Sample L4653-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 unknown2.95 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.952 221.22 ng 9542730 1,4-Dichlorobenzene-d4 8.305
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance  Scan 11 (2.952 min): BP003842.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000
R RARER R
3.003.103.203.303.40
Obdill . 18892486  3505411.9474.95330 1. 4300  55.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 T[T T T T[T T f [T T T[T TT]TT
3.003.103.203.303.40
m/z 88.95 30.73%
O‘\\”\Hh‘u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2222: 1,3-Diaminoguanidine
43.0
R RARRE R
3.003.103.203.303.40
5000 m/z 41.05 10.36%
o‘ s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2136: Propane, 2-methoxy-2-methyl- R R
73.0 3.003.103.203.303.40
m/z 44.95 8.54%
5000
015'ﬂJH T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3842.D

Acqg On : 06 Nov 2020 16:16
Operator : CG/JU

Sample : L4653-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.199 10.71 ng 461893 1,4-Dichlorobenzene-d4 8.305

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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 53 (3.199 min): BP003842.D\data.ms (-48) (-) m/z 73.00 100.00%
73.0
5000 /\\
BB A e
\ ‘ 3.00 3.20 3.40 3.60
ob MLl 142820302669 3658 43425016 12 43,10 39.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B L L L L
3.00 3.20 3.40 3.60
‘ m/z 55.05 29.52%
O Jl\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
s L
3.00 3.20 3.40 3.60
5000 m/z 87.05 25.70%
0 ‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73.0 3.00 3.20 3.40 3.60
m/z 41.05 13.43%
5000
0 J\u“"“wmW‘H‘m"HH‘mWm_m_m‘mw N2 NS NS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3842.D

Acqg On : 06 Nov 2020 16:16
Operator : CG/JU

Sample : L4653-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.475 3.59 ng 312833  Phenanthrene-d10 17.640
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 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 64

Abundance Scan 2650 (18.475 min): BP003842.D\data.ms (-2645) (-  m/z 73.00 100.00%

73.0
5000
213.2 =
m‘ L ‘ 18.50
ol s"'!"”*\\U\‘““?‘7?“1‘3‘?"1‘?””‘428?‘?93“9“_ m/z 43.10  90.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L
18.50
y 213.0 m/z 60.00 87.38%
O \\i“ \L‘i‘lll“\“\\l\\\\!‘\ \!\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
73.0
=
18.50
5000 ITI/Z 57.05 77 .53%
171.0
o“\ MWWJ\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid A
73.0 18.50
m/z 55.05 70.35%
5000
L 228.0
143.0 ‘
0 1 Mmm,\ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3842.D

Acqg On : 06 Nov 2020 16:16
Operator : CG/JU

Sample : L4653-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.316 8.11 ng 785906 Chrysene-d12 21.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94

Abundance Scan 3133 (21.316 min): BP003842.D\data.ms (-3129) (- m/z 57.10 100.00%

57.1
5000
mas —
( ‘ fhal 234.0 21.00 21.50
obrt by 3151 3941 4790 5454 /7 55,05 98.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57.0
5000 = —
21.00 21.50
1P5.0 m/z 43.05 90.26%
Uiz 220
O\\‘\1‘1\“f\\T“I\‘I\\‘\“\\\\‘\‘\\\“\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
— —
21.00 21.50
5000 m/z 83.10 82.10%
‘ 1%5.0
ol 200 asao
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205392: Trichloroacetic acid, hexadecyl ester = e
43.0 21.00 21.50
m/z 97.10 73.93%
5000
111.0
cﬂ‘”mh‘mm0 e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3842.D

Acqg On : 06 Nov 2020 16:16
Operator : CG/JU

Sample : L4653-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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 13-Docosenamide, (Z)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.733 6.88 ng 666701 Chrysene-d12 21.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 7-Nonenamide 155 C9H17NO 090949-53-4 64
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
5 Decanamide- 171 C10H21NO 002319-29-1 53

Abundance Scan 3374 (22.733 min): BP003842.D\data.ms (-3369) (-  m/z 59.00 100.00%

59.0
5000
—— —
’ ”1 2102  337.3 22.50 23.00
oAy M“x'Um i SRLS 4162 4961 myz 72.00  64.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174696: 13-Docosenamide, (Z)-
59.0
5000 — —
22.50 23.00
m/z 55.05 53.02%
J 337.0
O‘\\J\l\"\\IL\J“\I\“\II“\J"\‘“:\L\8\4\‘()\\\\‘2\7\6\\0‘\*\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (2)-
59.0
—— —
22.50 23.00
5000 ITI/Z 43.10 39.49%
184.0 281.0
0_“\"\’“LJIMH‘AH‘ R R N N RN R N R R \w‘L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28131: 7-Nonenamide T —
59.0 22.50 23.00
m/z 41.10 34.68%
5000
m 155.0
O‘HuLﬂWWHJM\JH“_‘H“H“H‘W“H“H‘_“W“H“ —r —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110620\
Data File : BP0©3842.D

Acqg On : 06 Nov 2020 16:16
Operator : CG/JU

Sample : L4653-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.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|
unknown2.95 2.952 221.2 ng 9542730 1 8.305 862725 20.0
Butane, 2-metho... 3.199 10.7 ng 461893 1 8.305 862725 20.0
n-Hexadecanoic ... 18.475 3.6 ng 312833 4 17.640 1740520 20.0
1-Heneicosyl fo... 21.316 8.1 ng 785906 5 21.663 1938100 20.0
13-Docosenamide... 22.733 6.9 ng 666701 5 21.663 1938100 20.0
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