LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101422\
Data File : BG@55188.D

Acqg On : 14 Oct 2022 21:51
Operator : CG/JU

Sample : N5142-13

Misc :

ALS Vvial : 16 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_ G\Methods\8270-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55188.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  3.325 3 6 22 rvB 97576 168581 8.71% 1.561%
2 5.346 343 350 359 rBvV 111194 179593 9.28% 1.663%
3 5.828 424 432 446 rBV 644930 1049364 54.22% 9.718%
4 7.444 699 707 718 rBV 645520 1138371 58.82% 10.542%
5 8.308 847 854 865 rVB 138122 235035 12.14% 2.177%

6 9.477 1045 1053 1061 rBV 386087 708720 36.62% 6
7 10.875 1286 1291 1304 rVB2 19396 34795 1.80% ©
8 11.140 1328 1336 1342 rBV 191579 345938 17.87% 3.204%
9 13.543 1737 1745 1753 rBV 1068577 1649613 85.24% 15.
10 14.918 1967 1979 1985 rBV 283717 463321 23.94% 4

11 15.952 2148 2155 2160 rBV 13638 22738 1.17%
12 16.392 2224 2230 2238 rBV 856768 1300439 67.19% 12.
13 17.650 2437 2444 2448 rBV 324188 503526 26.02%
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14 17.691 2448 2451 2457 rVB 86077 124196 6.42% 150%
15 17.785 2459 2467 2471 rBV 26790 48983 2.53% 454%
16 18.507 2585 2590 2595 rBv4 32332 67887  3.51% 629%

17 19.683 2785 2790 2794 rBV 162021 231582 11.97%
18 20.041 2847 2851 2856 rVB 126902 172748 8.93%
19 20.223 2877 2882 2887 rVB 1495273 1935330 100.00% 17.
20 21.933 3169 3173 3179 rVB2 250381 417818 21.59%
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Sum of corrected areas: 10798578
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101422\
Data File : BG@55188.D

Acq On : 14 Oct 2022 21:51
Operator : CG/JU

Sample : N5142-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055188.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101422\
Data File : BG@55188.D

Acq On : 14 Oct 2022 21:51
Operator : CG/JU

Sample : N5142-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.325 14.35 ng 168581 1,4-Dichlorobenzene-d4 8.308

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 16
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance Scan 6 (3.325 min): BG055188.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\
87.0 \\\‘\\\\’\\\\‘\\\\‘\\\\‘\
9.0 3.403.503.603.70
Ol 220 e m/z 43.00  40.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL RN RN R
43.0 3.403.503.603.70
' 87.0 m/z 55.00  25.58%
29.
ﬁo \‘\“ %90 ‘\
O \H‘HH‘HH’HH‘\\H‘H\‘\"HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R ACRERENPSERE
3.403.503.603.70
5000 41.0 55.0 m/z 87.00 25.15%
27.0
0 H\ ‘m \‘\‘ 1l 112.0 129.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- R RARRRY
30.0 3.403.503.603.70
m/z 71.00 11.82%
5000 87.0
44.0
15.0 72.0
Obrt i 880 L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101422\
Data File : BG@55188.D

Acq On : 14 Oct 2022 21:51
Operator : CG/JU

Sample : N5142-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.346 15.28 ng 179593 1,4-Dichlorobenzene-d4 8.308

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 350 (5.346 min): BG055188.D\data.ms (-343) (-) m/z 42.95 100.00%

3.0
59.0
5000
e 500520540560
| | 83.0 e .
ob v m/z 59.00 59.06%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LA LN B I BN B
5.00 5.20 5.40 5.60
59.0 m/z 101.00  21.34%
27.0 83.0 101.0
O \\\‘\“\H\\“H{\\W‘\\\\“\.r\r“‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9501: n-Propyl t-butyl ether
59.0
T
5.00 5.20 5.40 5.60
m/z 58.00 15.48%
5000 410 101.0 /
15.0 ‘
O — ‘M “H‘ Sl eso | m7o
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R mEaa e RmamaEE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.31%
5000 41.0
0 \H\‘ \‘M ‘ 12\6'0 142.0
-1
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101422\
Data File : BG@55188.D

Acq On : 14 Oct 2022 21:51

Operator : CG/JU

Sample : N5142-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
10.875 2.01 ng 34795 Naphthalene-d8 11.140
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53

4 Ethylene glycol monoisobutyl ether 118 C6H1402
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004

004439-24-1 50
081327-29-9 47

Abundance Scan 1291 (10.875 min): BG055188.D\data.ms (-1286) (- | m/z 57.00 100.00%
57.0
5000 410
75.0
‘ ‘ 101.0 10.50 11.00
0 ““‘1 e . m/z 45.00  97.01%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — T
29.0 10.50 11.00
75.0 m/z 41.00 40.18%
Ot T \‘H“\‘ T “‘H‘\ \‘! ‘UH\ \‘1“\“ \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
10.50 11.00
5000 ITI/Z 75.00 18.75%
89.0
29.0
73
b il 1720 | %0 o
miz-> 20 40 60 80 100 120 140
Abundance #15775: Butane, 1-(1-methylpropoxy)- — T
57.0 10.50 11.00
m/z 56.10 13.82%
5000
41.0
101.0
o 250 0 | 70| g
e e P b
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101422\
Data File : BG@55188.D

Acq On : 14 Oct 2022 21:51
Operator : CG/JU

Sample : N5142-13

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.507 2.70 ng 67887  Phenanthrene-d1e 17.650
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 55
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 50
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 50
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 50
Abundance Scan 2590 (18.507 min): BG055188.D\data.ms (-2585) (- | m/z 192.00 100.00%
192.0
60.0
5000
: e ‘
273.1312.0 18.50
0! m/z 60.00 68.98%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 LI TR
129.0 18.50
3.0 213.0 m/z 72.95 65.81%
171.0 ‘
0- “}M‘\”H”M T “\ \“ \‘\H“ \‘\“\ T “\ L
miz—-> 50 100 150 200 250 300
Abundance #67023: Anthracene, 2-methyl-
192.0
18.50
5000 m/z 43.00 61.39%
96.0
[l 139.0
O
miz--> 50 100 150 200 250 300
Abundance #67019: 1H-Indene, 2-phenyl- T
192.0 18.50
m/z 191.05 53.76%
B MN\J\/\/\/\M
. 630 11501520
HHM\HHH‘H‘H”‘HH‘HH‘HH —T—
m/z--> 50 100 150 200 250 300 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101422\
Data File : BG@55188.D

Acqg On : 14 Oct 2022 21:51
Operator : CG/JU

Sample : N5142-13

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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... 3.325 14.4 ng 168581 1 8.308 235035 20.0
2-Pentanone, 4-... 5.346 15.3 ng 179593 1 8.308 235035 20.0
Ethanol, 2-(2-b... 10.875 2.0 ng 34795 2 11.140 345938 20.0
n-Hexadecanoic ... 18.507 2.7 ng 67887 4 17.650 503526 20.0
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