LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125448.D

Acqg On : 13 Sep 2021 17:28
Operator : JU/CG

Sample : M3684-03

Misc :

ALS vial : 4 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125448.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 11 18 27 rVV 1016285 1328053 36.77% 4.759%
2 2.305 31 37 42 rVB 46437 62002 1.72% 0.222%
3 5.110 509 514 521 rVB 130262 161391 4.47% 0.578%
4 5.510 578 582 600 rBV 2786784 2867378 79.39% 10.275%
5 6.522 749 754 770 rBV 2904170 2847635 78.84% 10.204%
6 6.881 812 815 819 rBV 957445 883539 24.46%  3.166%
7 7.445 906 911 922 rBV 1852651 1848726 51.19% 6.624%
8 8.075 1014 1018 1030 rBV 241569 521820 14.45% 1.870%
9 8.169 1030 1034 1037 rVV 1324827 1142863 31.64% 4.095%
10 9.245 1212 1217 1220 rBV 3650540 3228327 89.38% 11.568%
11  9.357 1232 1236 1241 rBV 65925 68766  1.90% 246%
12 9.928 1328 1333 1336 rBV 1534333 1303163 36.08% 670%
13 10.122 1362 1366 1375 rBV3 34543 56226 1.56%

14 10.716 1463 1467 1471 rBV 2368115 2216890 61.38%
15 11.416 1582 1586 1590 rBV 1723301 1407509 38.97%
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N
[
=
R

16 11.798 1646 1651 1654 rBV 48969 43414  1.20%
17 11.939 1668 1675 1691 rBV 907978 1098539 30.42%
18 12.504 1766 1771 1775 rBV 101172 102166 2.83%
19 12.722 1803 1808 1818 rBV 470893 531162 14.71%
20 13.004 1852 1856 1859 rBV 4171803 3611739 100.00% 12.

NEFPOWwWO®
w
o))
o))
R

21 13.957 2010 2018 2030 rBV7 53951 167078 4.63% ©.599%
22 14.063 2032 2036 2040 rBV 1320196 1187672 32.88% 4.256%

23 14.374 2084 2089 2096 rVB1o 16486 39817 1.10% ©0.143%
24 14.833 2162 2167 2170 rBV 46851 72427 2.01% 0.260%
25 15.174 2222 2225 2229 rVB 42853 46648 1.29% 0.167%

26 15.557 2285 2290 2298 rBV2 716909 964715 26.71% 3.457%

27 16.015 2363 2368 2372 rVB3 35806 53877 1.49% 0.193%
28 16.527 2451 2455 2461 rVB4 24840 44081 1.22% 0.158%
Sum of corrected areas: 27907623
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091321\

BF125448.D
: 13 Sep 2021 17:28
Ju/CG
: M3684-03
: 4 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF125448.D\data.ms
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TIC: BF125448.D\data.ms
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Time-->
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

3 3k 3k sk ok >k >k kok
Peak Numb

2.193

Hit# of

1 Butane
2 2,2,4
3 1,3-Di
4 Octana
5 Silane

Abundance

5000

o

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
BF125448.D
: 13 Sep 2021 17:28
Ju/caG
: M3684-03

: 4 Sample Multiplier: 1

hod : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST20.L
ration Parameters: LSCINT.P

3k >k 3k 3k 3k 3k >k 5k ok 3k 3k >k sk ok 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k sk >k 5k 3k >k 3k >k 5k 3k 3k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k %k >k 5k %k %k %k kK k %k

er 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

EstConc Area Relative to ISTD R.T.

30.06 ng 1328050 1,4-Dichlorobenzene-d4 6.887

5 Tentative ID MW MolForm CASH# Qual
, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
oxolane, 2-methyl- 88 C4H802 000497-26-7 23
1, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
, tetramethyl- 88 C4H12Si 000075-76-3 17

Scan 18 (2.193 min): BF125448.D\data.ms (-11) (-) m/z 73.00 100.00%

73.0
43.0

I ‘ 220 240  2.60
Ll les0 1811 2070 . 43.00  44.64%

m/z-->
Abundance

5000

o

20 40 60 80 100 120 140 160 180 200
#5054: Butane, 2-methoxy-2-methyl-
73.0

3.0 220 240 260
‘ m/z 55.00  34.76%
ol

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->

I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
20 40 80 100 120 140 160 180 200
#15764: 2,2,4-Trimethyl-3-pentanol
73.0

2.20 2.40 2.60
m/z 87.10 24.81%

41.0
H 970 1290
“H"_“w“u“u‘,u“_“w“u
20 40 80 100 120 140 160 180 200
#2307:L3—Dmxmane,24nemyh L A R e
73.0 220 240 260
m/z 41.00 13.81%

43.0

20 40 60 80 100 120 140 160 180 200 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125448.D

Acqg On : 13 Sep 2021 17:28
Operator : JU/CG

Sample : M3684-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.110 3.65 ng 161391 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 46
3 3-Octanol 130 C8H180 000589-98-0 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 514 (5.110 min): BF125448.D\data.ms (-509) (-) m/z 43.00 100.00%
3.0
59.0
5000
101. T AT
‘ 83.0 010 4.80 5.00 5.20 5.40
Obrrrreerprrrrrredle bl e et M/Z 59.00 61.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R L B B
59.0 4.80 5.00 5.20 5.40
m/z 101.00  16.55%
O \\‘\\\\‘\\\?‘ﬁ\.\o\\“ui\\‘\\}\‘\\\\‘\\\\8‘?"\.\0\‘\\%\0“]\“\()\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5057: Propane, 1-ethoxy-2-methyl-
59.0
EEEmmaEE TR
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.39%
41.0
ng 730 102.0
PRS2
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol R AR
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.95%
5000 83.0
41.
29.0 0 101.0
0 “‘1”5:9_‘“;HH‘M:‘luwl‘ﬁu‘7“11;9”_:waw;w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125448.D

Acqg On : 13 Sep 2021 17:28
Operator : JU/CG

Sample : M3684-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 3
R.T. EstConc Area Relative to ISTD R.T.
8.075 9.13 ng 521820 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 53
4 Tetraethylene glycol 194 C8H1805 000112-60-7 53

5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803

Abundance Scan 1018 (8.075 min): BF125448.D\data.ms (-1014) (-)
5

018912-80-6 50

m/z 57.00 100.00%

1.0
5000
41.0
 RRREEa S AAREN
‘ 5.0 101.0 7.80 8.00 8.20 8.40
01— ““Hu Al wl“u‘ il Fooo - ‘131"9‘ —  m/z 45.00 92.58%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B L B R L B R
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 31.19%
Ot T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
o RAEERENNAN NS
7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 16.39%
41.0
75.0
ool Ul paee
miz--> 20 40 60 80 100 120 140
Abundance #25392: Methoxyacetic acid, butyl ester R AR A A mE
45.0 7.80 8.00 8.20 8.40
m/z 75.00 15.49%
5000
29.0
L 10s0 160
e e A Ra e ARRmEaRE T
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125448.D

Acqg On : 13 Sep 2021 17:28
Operator : JU/CG

Sample : M3684-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.939 15.61 ng 1098540  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1675 (11.939 min): BF125448.D\data.ms (-1668) (1  m/z 59.95 100.00%
60.0
5000
129.1
213.2 I —
| 157.1185.1 256.1 12.00
[— m/z 72.95 97.03%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 12.00
213.0 m/z 43.00 93.38%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘H‘H‘H\\‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
43.0 73.0
==
12.00
5000 129.0 m/z 57.00 85.12%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.00 79.21%
5000 129.0
199.0
s e
osol WAl A [0 1L, | .
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125448.D

Acqg On : 13 Sep 2021 17:28
Operator : JU/CG

Sample : M3684-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.722 7.55 ng 531162 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1808 (12.722 min): BF125448.D\data.ms (-1803) (- m/z 43.00 100.00%

43.0
5000
2.0 120 1851
== =
H‘ ‘ 2412 0, - 12.50 13.00
ol Al i Jm‘ - “_m_m_” m/z 57.00 87.46%
mlz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p 284.0 — =
185.0 241.0 12.50 13.00
m/z 72.95 86.30%
0! HM\ i “‘\‘ ‘L AL “ ‘\“‘ | ‘\‘ : “‘ .
miz-> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
ey =
12.50 13.00
5000 129.0 m/Z 59.95 84.23%
H‘ ‘ 171.0 213.0 256.0
oL— ‘ Hw\h‘\ u‘\ al \ “ ““‘\‘ ““\‘ , “\‘ R
miz-> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es et e
43.0 12.50 13.00
m/z 54.95 74.62%
5000 284.0
3.0 129 0
1850 2410
ol Ahdd ooz | e
mlz--> 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125448.D

Acqg On : 13 Sep 2021 17:28
Operator : JU/CG

Sample : M3684-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 6 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.957 2.81 ng 167078 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 1-Octadecanol 270 C18H380 000112-92-5 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 1-Docosene 308 C22H44 001599-67-3 87

Abundance Scan 2018 (13.957 min): BF125448.D\data.ms (-2010) (- m/z 43.00 100.00%

43.Q9
83.0
5000
25 —
191.0 14.00
Y b 4y 2810 m/z 55,00 94.87%
miz--> 50 100 150 200 250 300
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 T
14.00
m/z 57.00  92.44%
9.0
O T \“\ “‘M\ H\‘ \‘ \“ 1‘ % ‘h “\]‘\-8\2\0 22\4\0\ ‘2§6\0\\ ‘ L
m/z--> 50 100 150 200 250 300
Abundance #161351: 1-Octadecano
55.0
97.0 ——
14.00
5000 m/z 83.05 78.62%
39.0
01‘9‘-&%“‘ L } | 8202220
m/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 7
57.0 97.0 14.00
m/z 97.00  74.22%
5000
e
oo LAY 4L 1810 2220 2640 3080 S
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125448.D

Acqg On : 13 Sep 2021 17:28
Operator : JU/CG

Sample : M3684-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.193 30.1 ng 1328050 1 6.887 883539 20.0
2-Pentanone, 4-... 5.110 3.6 ng 161391 1 6.887 883539 20.0
Ethanol, 2-(2-b... 8.075 9.1 ng 521820 2 8.169 1142860 20.0
n-Hexadecanoic ... 11.939 15.6 ng 1098540 4 11.416 1407510 20.0
Octadecanoic acid 12.722 7.5 ng 531162 4 11.416 1407510 20.0
1-Nonadecene 13.957 2.8 ng 167078 5 14.063 1187670 20.0
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