LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
Data File : BP@11750.D

Acqg On : 19 Sep 2022 23:53
Operator : CG/JU

Sample : N4684-01

Misc :

ALS Vvial : 14 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\8270E-BP091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO11750.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 3.070 9 14 30 rVB 12741902 19030628 72.32% 14.579%
2 5.028 341 347 361 rBv2 211721 350379 1.33% 0.268%
3 5.493 417 426 441 rBV 4347542 6639365 25.23% 5.086%
4 7.093 690 698 718 rBV 3311815 5306941 20.17% 4.066%
5 7.934 833 841 848 rBV 1313492 2110122 8.02% 1.617%

6 9.099 1032 1039 1053 rBV 4228478 7127946 27.09% 5.461%
7 10.746 1310 1319 1332 rBV 1934646 3290997 12.51%  2.521%
8 11.657 1467 1474 1489 rBV 113371 287145 1.09% 0.220%
9 13.199 1729 1736 1751 rBV 11336127 17371963 66.02% 13.309%
10 14.575 1962 1970 1980 rBV 3251905 4732530 17.98% 3.626%

11 14.993 2034 2041 2065 rBV 826658 1571057 5.97% .204%
12 16.063 2212 2223 2243 rBV 9353963 13309442 50.58% 10.196%

Jany

13 16.722 2330 2335 2345 rBV 237208 425854 1.62% ©.326%
14 17.322 2431 2437 2450 rVB 3921257 5793007 22.01% 4.438%
15 18.204 2583 2587 2597 rBV 700962 1234206 4.69% ©0.946%

16 19.439 2792 2797 2809 rBV2 334883 676733 2.57% ©.518%
17 19.692 2836 2840 2851 rBV 364296 577025 2.19% 0.442%
18 19.875 2866 2871 2877 rBV 19838993 26314732 100.00% 20.160%
19 21.110 3077 3081 3093 rBV 912542 1482924 5.64% 1.136%
20 21.404 3126 3131 3140 rBV 4914590 6484612 24.64% 4.968%

21 23.851 3541 3547 3559 rVB2 3128752 6413467 24.37% 4.913%

Sum of corrected areas: 130531075
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
Data File : BP@11750.D

Acq On : 19 Sep 2022 23:53
Operator : CG/JU

Sample : N4684-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP011750.D\data.ms
2e+07

1.5e+07
.070

le+07

5000000 5.493 9.099
7.093

7934 10.746

5.028 11.6¢
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP011750.D\data.ms
2e+07 19.875

1.5e+07

13.199
le+07 16.063

5000000 17.322

14.575
e 16,722 18-u439-ﬁ%t,~

0 e e = e e T T T

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP011750.D\data.ms
2e+07

1.5e+07

le+07

21.404
5000000 23.851

21.110

0 \\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\
Time--> 2050 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
BPO11750.D

: 19 Sep 2022 23:53
: CG/JU
: N4684-01

. 14

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.070 180.38 ng 19030600 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# 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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 14 (3.070 min): BP011750.D\data.ms (-9) (-) m/z 73.10 100.00%

5000 JL
R ERaREaE e RaaEE
3.103.203.303.403.50
ol ALl 1300 207.2265.13223 388345065089 1/, 4310 32.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T [ T T[T T T TTTTITT
3.103.203.303.403.50
m/z 55.10  26.43%
O\\mu“h\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
Ra e RARERREEEE RIS
3.103.203.303.403.50
5000 m/z 87.05 26.25%
OHM,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- TR
73.0 3.103.203.303.403.50
m/z 71.10 11.52%
5000 /K\
0\WJﬁf\w\H\_\\w\H\_\\w\u\‘u\w\u\,u\w\u\‘\ I EANRNENESEERERERRRRE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Data Path :
Data File :
: 19 Sep 2022 23:53
: CG/JU

: N4684-01

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
BPO11750.D

: 14  Sample Multiplier: 1

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

Relative to ISTD R.T.

5.028

Hit# of

3.32 ng

5

350379

Tentative ID MW MolForm

1,4-Dichlorobenzene-d4 7.934

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160
3 (2,3,3-Trimethyloxiranyl)methanol 116 C6H1202
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

000123-42-2 50
017348-59-3 37
1000306-64-7 36
000540-88-5 33

5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
Abundance Scan 347 (5.028 min): BP011750.D\data.ms (-341) (-) m/z 43.10 100.00%
3.1
5000
101.1 S AREaEEECE A e
4.80 5.00 5.20 5.40
bbbl 1921 28113412 4085 5027 m/z 59.05 61.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI B L B R B IR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 22.04%
O\\”\H\‘“ \\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T e
4.80 5.00 5.20 5.40
5000 ITI/Z 58.05 20.17%
oH“J”m S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9294: (2,3,3-Trimethyloxiranyl)methanol N AAABRARNERS
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.85%
B m]L//\
o‘l Mﬂpglfp‘w"H"""H‘wHH,w_wwww T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Acq On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
BP011750.D
: 19 Sep 2022 23:53

Operator : CG/JU

Sample
Misc

ALS vial : 14

Quant Method :
Quant Title

TIC Library

. N4684-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Dodecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
14.993 6.64 ng 1571060  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Nonanoic acid 158 C9H1802 000112-05-0 62
5 Hexanoic acid 116 C6H1202 000142-62-1 35

Abundance Scan 2041 (14.993 min): BP011750.D\data.ms (-2034) (- m/z 73.05 100.00%
73.0

9

—

5000
157.2 —
I mnl l 201.2281.1 3551 4290  541.¢ 1900
Ol AL L L #2252 €085 9992 290 2T m/z 60.10  98.01%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
5000 — 7
129.0 15,00
m/z 43.85 62.17%
“HJ Jmum ﬂl w\ I \20?0
O‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #60689: Undecanoic acid
60.0
T
15.00
5000 ITI/Z 55.10 61.35%
129.0
0”\.Mnli\18V0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid =
73.0 15.00
m/z 41.10 60.42%
5000 w/k\\\wAA
3.0
Y- 'MWHR:M‘u‘W““_‘“_“‘_““H“‘H“‘H““ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
Data File : BP@11750.D

Acq On : 19 Sep 2022 23:53
Operator : CG/JU

Sample : N4684-01

Misc

ALS vial : 14

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.204 4.26 ng 1234210  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Isopropyl palmitate 298 C19H3802 000142-91-6 59

Abundance Scan 2587 (18.204 min): BP011750.D\data.ms (-2583) (- m/z 73.10 100.00%

73.1
5000
2133 = —
h “ @ 18.00 18.50
ol AL ikl mu“2‘?‘1“1“‘355“1‘“‘??9% 4985  m/z 60.05 86.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T RN
129.0 18.00 18.50
m/z 43.10 81.27%

O \}\l “ Jm““”“““lllpl?Tll?W\L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0

T
18.00 18.50

5000 m/z 55.05 71.25%
L 228.0
il |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid == ]
43.0 18.00 18.50

m/z 57.10  68.35%

5000
129.0 242.0
‘ | m ‘N u‘u‘ i1 ‘ = T

o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\

Library Search Compound Report

Data File : BP@11750.D

Acq On : 19 Sep 2022 23:53
Operator : CG/JU

Sample : N4684-01

Misc

ALS vial : 14

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Octadecanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
19.439 2.09 ng 676733  Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59

Abundance Scan 2797 (19.439 min): BP011750.D\data.ms (-2792) (- m/z 73.05 100.00%
73.0
5000 MLL
241.3 —r—
‘h 19.50
ol ALl U"Mpm bdbod 35524151 4994 ... 4319  87.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
5000 R
19.50
‘} 1850  284.0 m/z 60.00 83.31%
O‘\\"\UH ‘r"\'l“hlll\”l“\“‘\r‘\\\‘]\\‘H\‘\\\‘\‘\\H‘H\\‘\H\‘\\H‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
——
19.50
5000 m/z 57.10 78.37%
L ‘ 199.0
050l; “’HMP\,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.05 72.71%
5000
L 228.0
\ ‘ 143.0 \
o_Mu’ ““&W“m”,"H_m_‘H_m,w_ww_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
BPO11750.D

: 19 Sep 2022 23:53
: CG/JU
: N4684-01

. 14

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Dichloroacetic acid, heptad... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
21.110 4.57 ng 1482920  Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3081 (21.110 min): BP011750.D\data.ms (-3077) (- m/z 57.10 100.00%
57.1
- JLJV/k\JL/\JL
1p5.2 o =
1 } 207.1 2811 ) 21.00 21.50
ol b 29113412 43144893549 /7 55,10 87.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
5000 _ —_
21.00 21.50
5.0 m/z 43.10  83.13%
O J‘Llhlllf‘“‘\“ll23§.o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
— —
21.00 21.50
5000 m/z 83.10 82.48%
125.0
1|11y, gos0 2000
o e TR RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 == ==
57.0 21.00 21.50
m/z 97.10 76.04%
5000
125.0
ol bl a0 w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
Data File : BP@11750.D

Acqg On : 19 Sep 2022 23:53
Operator : CG/JU

Sample : N4684-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.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... 3.070 180.4 ng 19030600 1 7.934 2110120 20.0
2-Pentanone, 4-... 5.028 .3 ng 350379 1 7.934 2110120 20.0
Dodecanoic acid 14.993 6.6 ng 1571060 3 14.575 4732530 20.0
n-Hexadecanoic ... 18.204 4.3 ng 1234210 4 17.322 5793010 20.0
Octadecanoic acid 19.439 2.1 ng 676733 5 21.404 6484610 20.0
Dichloroacetic ... 21.110 4.6 ng 1482920 5 21.404 6484610 20.0
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