LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125451.D

Acqg On : 13 Sep 2021 19:08
Operator : JU/CG

Sample : M3684-20

Misc :

ALS vial : 7 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: BF125451.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 106 18 29 rVB 1605932 2103879 54.08% 6.927%
2 2.299 32 36 46 rVB 56050 74134 1.91% 0.244%
3 5.11e 510 514 526 rVB 208513 260986 6.71% ©0.859%
4 5.516 578 583 586 rBV 3198736 3374692 86.74% 11.111%
5 6.522 749 754 757 rBV 3275369 3349861 86.10% 11.029%

6 6.881 812 815 819 rBV 1087442 987012 25.37% 3

7 7.451 906 912 915 rBV 2241089 2216392 56.97% 7

8 8.075 1014 1018 1030 rBV2 84426 249970 6.42% ©.823%

9 8.169 1030 1034 1049 rVB 1535908 1369723 35.21% 4
9.245 1212 1217 1220 rBV 4503974 3890642 100.00% 12.

11 9.928 1329 1333 1336 rBV 1778928 1475000 37.91%
12 10.716 1463 1467 1481 rVB 2627606 2597701 66.77%
13 11.416 1582 1586 1589 rBV 1840844 1554828 39.96%
14 11.439 1589 1590 1594 rVB 130955 73245 1.88%
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15 11.933 1669 1674 1679 rBV2 165102 188989  4.86% 622%
16 12.633 1789 1793 1800 rBV 155496 139736  3.59% 460%
17 12.721 1805 1808 1813 rBV3 47744 53123 1.37% 175%
18 12.863 1826 1832 1835 rBV 137047 141845 3.65%

19 13.004 1852 1856 1859 rBV 4356683 3879260 99.71% 12.
20 13.951 2010 2017 2029 rBVS5 83938 306726 7.88%
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21 14.063 2032 2036 2039 rBV 1201645 1048384 26.95%  3.452%
22 15.121 2212 2216 2219 rBV 42855 63641 1.64%
23 15.557 2285 2290 2307 rVB 713712 972861 25.01%  3.203%
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Sum of corrected areas: 30372630
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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\

BF125451.D

: 13 Sep 2021 19:08
Ju/CG

: M3684-20

: 7 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125451.D

Acqg On : 13 Sep 2021 19:08
Operator : JU/CG

Sample : M3684-20

Misc :

ALS vial : 7 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 42.63 ng 2103880 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39

4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance  Scan 18 (2.193 min): BF125451.D\data.ms (-10) (-) m/z 72.95 100.00%

73.0
5000 43.0 J\
87-1 T ‘ L T T ‘ T LI ‘ T T
‘ 2.20 2.40 2.60
0 MW_WHMHwHw,mww‘ww,wwww m/z 43.00  43.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L N B B
43.0 2.20 2.40 2.60
87.0 m/z 55.00 34.71%
\ \‘ 90 If
O \H‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\H\‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R
2.20 2.40 2.60
5000 m/z 87.10 25.72%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 2.20 2.40 2.60
87.0 m/z 41.00 13.94%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125451.D

Acqg On : 13 Sep 2021 19:08
Operator : JU/CG

Sample : M3684-20

Misc :

ALS vial : 7 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 3
R.T. EstConc Area Relative to ISTD R.T.
5.110 5.29 ng 260986 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 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 47
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
Abundance Scan 514 (5.110 min): BF125451.D\data.ms (-510) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 T T
83.0 4.80 5.00 5.20 5.40
0 e e e M/z 59.00 60.39%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R R B R B
4.80 5.00 5.20 5.40
101.0 m/z 101.00 16.62%
ol 30 73080
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5026: 3-Pentanol, 2-methyl-
59.0
 EEEmmEREEEE R
4.80 5.00 5.20 5.40
5000 73.0 m/z 58.00 15.41%
31.0 41.0
AN Y 1
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- A EmmmmaE e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.19%
5000
41.0
29.0 101.0
Ol il il 730 880 L
m/z--> 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 : BF125451.D

Acqg On : 13 Sep 2021 19:08
Operator : JU/CG

Sample : M3684-20

Misc :

ALS vial : 7 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 4
R.T. EstConc Area Relative to ISTD R.T.
8.075 3.65 ng 249970 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 59
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
4 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 43
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 42

Abundance Scan 1018 (8.075 min): BF125451.D\data.ms (-1014) (-) m/z 57.00 100.00%

57.0
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41.0
75.0 e TR
| ‘“ ‘ 1000 7.80 8.00 8.20 8.40
Ot Ml e m/z 45.00  88.57%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
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5000 UL L L L I LA L B
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750 m/z 41.00 32.97%

Ot T \‘H“\‘ T “ ‘H‘\ T ‘!‘HH\ T ‘1“\‘ T ! ‘\‘ \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

7.80 8.00 8.20 8.40

5000 m/z 75.00 15.33%
41.0
75.0
miz-> 20 40 60 80 100 120 140
Abundance #15775: Butane, 1-(1-methylpropoxy)- A RAR e A RA R
57.0 7.80 8.00 8.20 8.40

m/z 56.00 14.94%

5000
41.0
101.0
o 250 | || 730 130.0

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 : BF125451.D

Acqg On : 13 Sep 2021 19:08
Operator : JU/CG

Sample : M3684-20

Misc :

ALS vial : 7 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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.933 2.43 ng 188989  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1674 (11.933 min): BF125451.D\data.ms (-1669) (1 m/z 73.00 100.00%

43.0 |73.0
5000
129.1
213.1 T e
‘ 99.0 157.1185.1 256.1 12.00
0 _m“!‘” m/z 60.00  99.55%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 129.0 T ‘ T
171.0 12.00
214.0 m/z 42.95 98.46%
O ‘\‘1\\“‘{‘\\”‘\“‘\” \‘} “‘\\“Ul‘\‘\‘\\“\\}‘\‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
o
12.00
5000 129.0 ITI/Z 57.00 91.00%
) 157.0 185.0 213.0 256.0
0 _w‘:‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid s o
43.0 73.0 12.00
m/z 54.95 74.49%
5000
1290 242.0
199.0
0 O O
o 0 T W e PR O L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125451.D

Acqg On : 13 Sep 2021 19:08
Operator : JU/CG

Sample : M3684-20

Misc :

ALS vial : 7 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 Trifluoroacetic acid, penta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.951 5.85 ng 306726 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
2 Octacosyl acetate 452 C30H6002 018206-97-8 87
3 Trichloroacetic acid, 3-tetradec... 358 C16H29C1302 1000282-06-7 80
4 1-Heptadecene 238 C17H34 006765-39-5 80
5 1-Eicosene 280 C20H40 003452-07-1 80

Abundance Scan 2017 (13.951 min): BF125451.D\data.ms (-2010) (- m/z 57.00 100.00%
57.0

5000
11.1
—
‘ 0.9 14.00
ol ALk H 1 “'w“ ! mu ) L m/z 55.00 95.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
571.0
5000 11.0 LN
14.00
’ m/z 83.00  71.00%
O T \"\‘ “\‘ \“\”‘ ‘\\‘}\‘l\ "\:L\S\JZ\O“\ T \2\5“5\\0\3\0‘6\9\ T ’ T 1T ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326466: Octacosyl acetate
43.0 97.0
—
14.00
5000 ITI/Z 43.00 69.99%
0 (I \‘ \Jl'w \\ i 12090 264.0 320.0 3920 452,
e R e e L A e RS
miz--> 50 100 150 200 250 300 350 400 450
Abundance #267414: Trichloroacetic acid, 3-tetradecyl ester T
41.0 14.00
m/z 97.05 64.95%
5000
e
IR -
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91321\
Data File : BF125451.D

Acqg On : 13 Sep 2021 19:08
Operator : JU/CG

Sample : M3684-20

Misc

ALS vial : 7 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 42.6 ng 2103880 1 6.887 987012 20.0
2-Pentanone, 4-... 5.110 5.3 ng 260986 1 6.887 987012 20.0
Ethanol, 2-(2-b... 8.075 3.6 ng 249970 2 8.169 1369720 20.0
Tridecanoic acid 11.933 2.4 ng 188989 4 11.416 1554830 20.0
Trifluoroacetic... 13.951 5.8 ng 306726 5 14.063 1048380 20.0
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