LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30922\
Data File : BP0@9337.D

Acqg On : 09 Mar 2022 22:39
Operator : CG/JU

Sample : N1845-04 2X

Misc :

ALS Vvial : 21  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-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9337.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.063 106 13 28 rVB 169049 348512 2.99%  0.498%
2 4.363 229 234 247 rVB 163815 281876 2.41% 0.403%
3  4.952 329 334 343 rVB 340102 559472 4.79%  ©.800%
4 5.410 404 412 428 rVB 824208 1431901 12.26% 2.048%
5 6.987 672 680 694 rBV 1842598 3305335 28.31% 4.727%
6 7.816 813 821 829 rBV 1312030 2293857 19.65% 3.281%
7 8.969 1008 1017 1029 rBV 1203591 2140560 18.33% 3.062%
8 10.398 1255 1260 1270 rBV2 60395 129978 1.11% 0.186%
9 10.610 1288 1296 1304 rBV 1972460 3635339 31.14% 5.199%
10 13.081 1709 1716 1729 rBV 3729504 5757184 49.31% 8.234%
11 14.375 1932 1936 1941 rBV 82295 124664 1.07% 0.178%
12 14.457 1942 1950 1957 rVV 3413929 5399359 46.25% 7.722%
13 14.516 1957 1960 1968 rVB 73933 132423 1.13% 0.189%
14 15.951 2198 2204 2213 rBV 428151 709541 6.08% 1.015%
15 16.198 2242 2246 2248 rBvV2 111333 153218 1.31% 0.219%
16 17.216 2413 2419 2424 rBV 4693882 7247254 62.08% 10.365%
17 17.257 2424 2426 2432 rVB 681948 874591  7.49%  1.251%
18 17.351 2439 2442 2448 rVB 190594 266150 2.28% 0.381%
19 17.739 2505 2508 2512 rBV2 109703 146480 1.25% 0.210%
20 18.280 2596 2600 2603 rBvV2 151995 232388 1.99% 0.332%

21 18.416 2620 2623 2628 rBv2 129015 171821 1.47%  ©.246%
22 19.233 2758 2762 2770 rBV 1404737 2041060 17.48%  2.919%
23 19.592 2819 2823 2832 rVB 1329118 1987133 17.02%  2.842%
24 19.792 2852 2857 2866 rVB 9123944 11674746 100.00% 16.698%
25 21.327 3112 3118 3122 rBV 6864142 10300451 88.23% 14.732%

26 23.733 3522 3527 3536 rVB2 4021888 8572625 73.43% 12.261%

Sum of corrected areas: 69917918
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30922\
Data File : BP@@9337.D

Acqg On : @09 Mar 2022 22:39
Operator : CG/JU

Sample : N1845-04 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP009337.D\data.ms
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Abundance TIC: BP009337.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030922\
Data File : BP@@9337.D

Acqg On : @09 Mar 2022 22:39

Operator : CG/JU

Sample : N1845-04 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.063 3.04 ng 348512 1,4-Dichlorobenzene-d4 7.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Myo-Inositol, 2-C-methyl- 194 C7H1406 000472-96-8 9
Abundance  Scan 13 (3.063 min): BP009337.D\data.ms (-10) (-) m/z 73.05 100.00%
3.0
T
‘ ‘ ‘ 3.103.203.303.403.50
okl 1411 220.9282.0 354.9416.0474.6 547 1/, 43,00  30.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN R RN R
3.103.203.303.403.50
J‘ ‘ m/z 87.05 27.05%
O‘\\l‘\l\J’H\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
0

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

=

Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T T
3.103.203.303.403.50
5000 ITI/Z 55.00 24.02%
OM,J‘,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2248: Silane, tetramethyl- R AR ARRA RS
73.0 3.103.203.303.403.50
m/z 71.00 11.35%
5000
15.0
o‘ﬁ\ﬂw“w‘u“u“_‘u“u“H‘w“u“u‘w“w“u“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30922\
Data File : BP@@9337.D

Acqg On : @09 Mar 2022 22:39
Operator : CG/JU

Sample : N1845-04 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.363 2.46 ng 281876  1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 80
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 234 (4.363 min): BP009337.D\data.ms (-229) (-) m/z 82.95 100.00%
83.0

?

5000
T e
‘ 2070 4.00 4.20 4.40 4.60
ol dj Al 14812070 30003588 429.1 8325 ./, 55.00 78.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 L L R B B BRI I
4.00 4.20 4.40 4.60
‘ m/z 98.00 37.81%
O‘\\‘\‘\]J‘J\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3553: 3-Hexen-2-one
55.0
T T T
4.00 4.20 4.40 4.60
5000 m/z 43.00 32.25%
0‘«MW‘H‘_‘H“H‘V‘H‘H“_‘H‘H“_‘H‘H‘w‘u“‘ WJMWMWMMJ\NWWMWWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- T
83.0 4.00 4.20 4.40 4.60
m/z 39.00 22.17%
L5.
0‘\‘\PHH\“\\‘\‘HH‘\H\’\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\ R e e ERmma

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30922\
Data File : BP@@9337.D

Acqg On : @09 Mar 2022 22:39
Operator : CG/JU

Sample : N1845-04 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.952 4.88 ng 559472  1,4-Dichlorobenzene-d4 7.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2 1000452-57-0 33
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33

4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25

Abundance Scan 334 (4.952 min): BP009337.D\data.ms (-329) (-) m/z 43.00 100.00%

43.0

%

5000
101.0 S R A
4.60 4.80 5.00 5.20
ol d - 209.0 2818 369.8 44285065 m/z 59.00  60.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L L B B B O
4.60 4.80 5.00 5.20
m/z 101.00 23.47%
101.0
O‘\J\“f‘%[l \\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #15972: DL-Lactamide, N,N-dimethyl-, methyl ether
59.0
e T
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 16.58%
O b 8390
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9501: n-Propyl t-butyl ether T
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.49%
B \/wJL\A
o”‘mo‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20

8270E-BP030522.M Thu Mar 10 12:49:13 2022 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30922\
Data File : BP0@9337.D

Acqg On : @9 Mar 2022 22:39
Operator : CG/JU

Sample : N1845-04 2X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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... 3.063 3.0 ng 348512 1 7.822 2293860 20.0
3-Penten-2-one,... 4.363 2.5 ng 281876 1 7.822 2293860 20.0
2-Pentanone, 4-... 4.952 4.9 ng 559472 1 7.822 2293860 20.0
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