LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6557.D

Acqg On : 07 Aug 2021 02:11

Operator : CG/JU

Sample : M3279-07 :
Misc : 20210577-COM-50

ALS Vvial : 20 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-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6558.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.905 304 309 320 rVB 2061116 2869245 23.79% 4.289%
2 5.358 380 386 394 rBV 5343636 7470984 61.94% 11.168%
3 5.969 485 490 498 rVB 409751 609080 5.05% 0.911%
4 6.934 647 654 666 rBV 4853216 7640516 63.34% 11.422%
5 7.752 787 793 801 rVB 887353 1342345 11.13% 2.007%

6 8.910 982 990 1000 rBV 3035398 4921175 40.80% 7
7 10.328 1224 1231 1247 rBV 597510 940941 7.80% 1
8 10.534 1258 1266 1273 rBV 1168613 1841818 15.27% 2.753%
9 13.004 1677 1686 1699 rBV 5950194 8908672 73.86% 13.
10 14.381 1909 1920 1929 rBV 1540791 2191154 18.17% 3

11 15.875 2167 2174 2190 rBV 4884534 6991224 57.96% 10.451%
12 17.133 2381 2388 2401 rBV 1688713 2501700 20.74%  3.740%
13 18.033 2537 2541 2551 rBV 185756 299297 2.48% 0.447%
14 19.704 2820 2825 2831 rBV 9925777 12062133 100.00% 18.031%
15 20.951 3033 3037 3045 rBV 403856 565461 4.69% ©.845%

16 21.227 3079 3084 3092 rBV 2266709 2784152 23.08% 4.162%
17 23.551 3473 3479 3488 rVB2 1509274 2954983 24.50% 4.417%

Sum of corrected areas: 66894880
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Aug 2021 02:11
: CG/JU
: M3279-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
BPO06557.D

20210577-COM-50

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000
6000000
4000000
2000000

0
Time-->

Abundance
1le+07

8000000
6000000
4000000

2000000

TIC: BP006558.D\data.ms

5.358
6.934

8.910
4.905

10.534
5.969 7.re2 10.32

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP006558.D\data.ms
19.Y04

13.004
15.875

14.381 17.133

18.033

0
Time-->

Abundance
1le+07

8000000
6000000
4000000
2000000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006558.D\data.ms

21.227
23.551

20.951

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\

Data File : BP@@6557.D

Acqg On : 07 Aug 2021 02:11

Operator : CG/JU

Sample : M3279-07 :
Misc . 20210577-COM-50

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.905 42.75 ng 2869250 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9

5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 309 (4.905 min): BP006557.D\data.ms (-304) (-) m/z 43.00 100.00%

43.0
5000
R RRma R ARERmsRmEnc
J 02.0 ‘ 4.60 4.80 5.00 5.20
ol 111020 2071 2831 3509 42894898549 ,/; 50.00  61.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B R
4.60 4.80 5.00 5.20
m/z 100.95 22.71%
O ‘\\“\H\J“\]\W\O‘EIR\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e
4.60 4.80 5.00 5.20
5000 m/z 57.95 16.63%
126.0
N et S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #237: Acetone R ABEAREREEES S
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.97%
5000
0 """ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6557.D

Acqg On : 07 Aug 2021 02:11

Operator : CG/JU

Sample : M3279-07 :
Misc : 20210577-COM-50

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.969 9.07 ng 609080 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 33
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 16
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
Abundance Scan 490 (5.969 min): BP006557.D\data.ms (-485) (-) m/z 73.00 100.00%
73.0
5000

R e ERRERE
5.60 5.80 6.00 6.20
32,9 209.1 281.9 355.1 419.6481.3 547.!

b bt 11829 2001 26819 3551419.64813 547!  n/z 43.00 80.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0
5000 TP T T T[T TTr]T

5.60 5.80 6.00 6.20
m/z 115.00  11.38%

115.0
0\“w\““\““\““\‘“‘!‘“‘\““\““\““\““\““\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9027: N-.alpha.-Acetylglycinamide
73.0
5‘605‘806606‘20 ’
5.
O b e VQL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60779: Octanal, 7-methoxy-3,7-dimethyl- T
73.0 5.60 5.80 6.00 6.20

m/z 39.00 6.74%

Ol OU I 1710

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6557.D

Acqg On : 07 Aug 2021 02:11

Operator : CG/JU

Sample : M3279-07 :
Misc : 20210577-COM-50

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.328 10.22 ng 940941 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50

Abundance Scan 1231 (10.328 min): BP006557.D\data.ms (-1224) (-  m/z 57.05 100.00%
57.0

5000 fk
— T —
‘ | 1321 10.00 10.50
oA BLi 25 2081 2810 368942894934  m/z 45.00  90.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ——
10.00 10.50
m/z 41.05 35.10%
|’| |20
O‘\\f ’WV\T[\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— ——
10.00 10.50
5000 m/z 75.00  21.71%
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — —
48.0 10.00 10.50
m/z 56.05 15.60%
ARV oAl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6557.D

Acqg On : 07 Aug 2021 02:11

Operator : CG/JU

Sample : M3279-07 :
Misc : 20210577-COM-50

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.033 2.39 ng 299297  Phenanthrene-die 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2541 (18.033 min): BP006557.D\data.ms (-2537) (- m/z 73.00 100.00%
73.0
5000 AL'
2131 1 T
“[ 354.8 18.00
Obrr A H*H'wl_Hw‘um??"‘n‘?” 1841614751 548, /7 59.95  75.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — :
129.0 18.00
m/z 43.05 70.96%
| m L 11949,
O‘\\\‘ ff\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
T \
18.00
5000 m/z 41.05 61.48%
‘ 199.0
olsol iz L,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —— ‘
73.0 18.00
m/z 55.10 61.32%
5000
L 228.0
ol mi\wﬁm\ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6557.D

Acqg On : 07 Aug 2021 02:11

Operator : CG/JU

Sample : M3279-07 :
Misc : 20210577-COM-50

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.951 4.06 ng 565461 Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 Nonacos-1-ene 406 C29H58 018835-35-3 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3037 (20.951 min): BP0O06557.D\data.ms (-3033) (- m/z 57.05 100.00%
57.0

Il o0
207.0 281.0 .
0 Hx"mhH‘w"H"‘H"m"?‘4‘2_9‘“‘4?9‘?“‘7?‘?‘?‘5‘4?‘ m/z 43.05 85.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 T T
21.00
1¢5.0 m/z 83.05 81.94%
bk ‘ | 182.0 250.0308.0 378.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287613: Nonadecyl trifluoroacetate
57.0
—
21.00
5000 ITI/Z 55.10 78.07%
125.0
} I 238.0 3110
0 JH““HHL$HA“‘H‘NM“‘_“‘N“w“‘w“u“‘u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene T
57.0 21.00
m/z 69.05 77.26%
5000
125.0
T -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6557.D

Acqg On : 07 Aug 2021 02:11

Operator : CG/JU

Sample : M3279-07 :
Misc : 20210577-COM-50

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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|
2-Pentanone, 4-... 4.905 42.8 ng 2869250 1 7.752 1342350 20.0
2-Pentanone, 4-... 5.969 9.1 ng 609080 1 7.752 1342350 20.0
Ethanol, 2-(2-b... 10.328 10.2 ng 940941 2 10.534 1841820 20.0
n-Hexadecanoic ... 18.033 2.4 ng 299297 4 17.133 2501700 20.0
1-Heptacosanol 20.951 4.1 ng 565461 5 21.227 2784150 20.0
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