LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc :

ALS Vvial : 10 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136099.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.116 3 5 11 rVB 414407 415439 13.37% 1.671%
2 2.322 35 40 44 rVB 30035 42260 1.36% 0.170%
3 2.946 138 146 154 rVB 47915 81033 2.61% 0.326%
4 3,375 212 219 234 rBV2 28654 77010 2.48% 0.310%
5 4.440 393 400 403 rBV 1194105 1407645 45.29% 5.663%
6 5.057 498 505 518 rVB 1448816 2098046 67.51% 8.441%
7 5.457 567 573 576 rBV 2709310 2755842 88.67% 11.087%
8 5.840 635 638 642 rVB 121629 94806 3.05% 0.381%
9 6.451 737 742 745 rBV 2444677 2714164 87.33% 10.919%
106 6.646 772 775 788 rVB 45924 64138 2.06% 0.258%
11 6.816 801 804 808 rBV 823198 663487 21.35% 2.669%
12 7.381 895 900 903 rBV 2002888 1774079 57.08% 7.137%
13 8.098 1018 1022 1025 rBV 1207767 900033 28.96%  3.621%
14  9.181 1202 1206 1209 rVB 3845233 3107897 100.00% 12.503%
15 9.298 1223 1226 1233 rVB 118492 114060 3.67% 0.459%

16  9.857 1317 1321 1324 rBV 1245497 953811 30.69%
17 10.651 1451 1456 1459 rBV 1969415 1867965 60.10%
18 10.786 1474 1479 1482 rBV 92493 96559 3.11%

wWooNw
w
(o]
(o]
R

19 11.251 1555 1558 1562 rVB 174730 167928 5.40% 676%
20 11.345 1571 1574 1578 rBV 914852 850360 27.36% 421%
21 11.604 1615 1618 1621 rBV 92192 91138 2.93% ©0.367%
22 11.757 1641 1644 1648 rVB4 42787 57650 1.85% 0.232%
23 11.886 1662 1666 1670 rBV 317346 319202 10.27%  1.284%
24 12.128 1704 1707 1709 rBV2 44087 46043 1.48% ©.185%
25 12.345 1742 1744 1749 rVB 120408 135235 4.35% ©.544%
26 12.569 1778 1782 1785 rBV2 157174 189084 6.08% 0.761%
27 12.680 1798 1801 1803 rBV 138762 117790 3.79% ©0.474%
28 12.798 1819 1821 1824 rVB 123479 86586 2.79%  ©.348%
29 12.951 1843 1847 1850 rBV 2626079 2286224 73.56%  9.198%
30 14.004 2021 2026 2029 rBV 752590 699092 22.49%  2.813%
31 15.051 2201 2204 2207 rBV 26243 37135 1.19% ©.149%
32 15.163 2220 2223 2227 rVB 34597 41350 1.33% 0.166%

33 15.492 2274 2279 2284 rBV 428750 503454 16.20%  2.025%

Sum of corrected areas: 24856545
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 Nov 2023 16:59
¢ CG\JU
. 05005-03

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
BF136099.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF136099.D\data.ms

5.457
6.451

7.381

5.057
4.440

6.816

116

5.840

2.322 2.946 3.375 6.646

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF136099.D\data.ms

9.181

12.951

10.651

8.098 9.857

11.345

0
Time-->

== =T — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF136099.D\data.ms

14.004
15.492
15.05163

Time-->

T ‘ T T ‘ T T ‘ T ‘ T T T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.116 12.52 ng 415439  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 23
Abundance Scan 5 (2.116 min): BF136099.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.1 /\
RRRRRERRERSSmassaEEE
‘ 2.202.302.40 2.50
Obrrrreerd M 120501810 207C ;4319 35.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T T T[T T[T ITTr]
43.0 2.202.302.40 2.50
' m/z 87.10  28.93%
O
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
73.0
R RARRRsREEEss
2.202.302.40 2.50
5000 m/z 55.10 25.08%
43.0
15.0
Ol e e b e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2307: 1,3-Dioxolane, 2-methyl- R
73.0 2.202.302.40 2.50
m/z 41.05 11.92%
5000 43.0 /L\
0 wmwu““u‘wu“_Hu‘H‘Wm‘HH‘HHWHWHWH TS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.946 2.44 ng 81033  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 83
2 1,3-Dioxane, 4-methyl- 102 C5H1002 001120-97-4 59
3 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 10
4 2-Butanone 72 C4H80 000078-93-3 9
5 2-Oxazolidinone, 3-methyl- 101 C4H7NO2 019836-78-3 9

Abundance Scan 146 (2.946 min): BF136099.D\data.ms (-138) (-) m/z 43.00 100.00%

43.0
101.0
5000
72.0 B AARBEaERREES aERee
H 59.0 ‘ 2.60 2.80 3.00 3.20
Ob el ol L 859 Lz te1.00  52.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9273: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 T T T T T
2.60 2.80 3.00 3.20
72.0 m/z 42.10 23.49%
59.0
| 15020 | % 860 1150
H\‘\H\‘H\\‘\H\‘H\\‘\\H‘\\H’\H\‘H\\‘\\\\’\H\‘\\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
101.0 2.60 2.80 3.00 3.20
5000 20.0 m/z 72.00 20.12%
72.0
57.0
15.0 87.0
| N R —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9279: 2-Propanone, 1-(1-methylethoxy)- T
43.0 2.60 2.80 3.00 3.20
m/z 41.05 19.83%
5000
27.0 58.0 730
0 ol ) 101.0 115.0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 5,5'-Di(ethoxycarbonyl)-3,3... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
3.375 2.32 ng 77010  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5'-Di(ethoxycarbonyl)-3,3"-dim... 402 C23H34N204 102586-97-0 59
2 Tetrasiloxane, decamethyl- 310 C10H3003Si4 000141-62-8 47
3 2-tert-Butylphenol, tert-butyldi... 264 C16H280Si 860465-21-0 47
4 2,4,6-Cycloheptatrien-1-one, 3,5... 250 C13H220Si2 1000161-21-8 47
5 2-Propanesulfonamide, N-[2-(4'-c... 342 C19H22N202S 211311-95-4 43

Abundance Scan 219 (3.375 min): BF136099.D\data.ms (-212) (-) m/z 73.00 100.00%

73.0
207.1
5000
147.0 /4/

281 3411 ‘\\\‘\\\\’\\\\‘\\\\‘\
415.1
M o 475.0 549 .00 3.20 3.40 3.60

_‘mwm‘w“ﬂ\wa\M‘Nﬂ}w‘u“u‘w‘u‘_“w‘u‘_ m/z 207.10  73.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #303671: 5,5'-Di(ethoxycarbonyl)-3,3'-dimethyl-4,4'-dipro
207.0
5000

w =

o

402.0 3.00 3.20 3.40 3.60
m/z 193.00 35.74%
120.0 327.0
O ‘\\\\‘\.\l\\“l\J\‘\II\‘“\l‘\\\’\\\\2‘6\\9\(\)‘\“\‘\\"h\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0 207.0
SN RN |
3.00 3.20 3.40 3.60
5000 m/z 147.00 34.95%
295.0
15.0 133.0
O e e e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153273: 2-tert-Butylphenol, tert-butyldimethylsilyl ether S R RRREER LR M RN
207.0 3.00 3.20 3.40 3.60

m/z 208.00  20.06%

73.0
5000
135.0
0 M\LJ\ Ayl 26F0 ﬂ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59

Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 4 3-Penten-2-one, 4-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.440 42.43 ng 1407650 1,4-Dichlorobenzene-d4 6.816
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, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 400 (4.440 min): BF136099.D\data.ms (-393) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
AR R
4.20 4.40 4.60 4.80
N H‘ | 67.0 | 9
O b et e e e e m/z 55.10  91.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 L L I L B L B
29.0 98.0 4.20 4.40 4.60 4.80
m/z 98.10 36.35%
\‘\ H‘\ M‘ | 67.0 L
O\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0
83.0 D
200 43.0 4.20 4.40 4.60 4.80
5000 ITI/Z 43.00 34.35%
98.0
15.0
67.0
o) AT 1M1 MM TR £ NNEUIS[SENEE S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- e RARRRARRR SRR
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 24.74%
5000 41.0 98.0
27.0 69.0
0 H’%%QM\JM\Hwiwwwﬂik‘HJM\\HMJ\\M\HW\H\ S ERBARmaa NS S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59

Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.057 63.24 ng 2098050 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 505 (5.057 min): BF136099.D\data.ms (-498) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 e
4.80 5.00 5.20 5.40
1 | 83.1 9
o—-————b— e m/z 59.05 62.42%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L B BN I
59.0 4.80 5.00 5.20 5.40
m/z 101.10 20.92%
ol 210 830 'O
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
A A ARNEERRE
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 17 .44%
0 126.0142 0
—— e e T
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate  EAEEEEEEE S
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.05%
5000
58.0
1?0 " | 100.0
O P ey = —
m/z--> 20 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 6 2-Pentanone, 4-methoxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.840 2.86 ng 94806  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 3-Hexanol, acetate 144 C8H1602 040780-64-1 23
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 22
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 22
5 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 17
Abundance Scan 638 (5.840 min): BF136099.D\data.ms (-635) (-) m/z 43.05 100.00%
43.0 731
5000

A

1151 5.60 5.80 6.00 6.20
O el e 2970 m/z 73.10 96.48%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

5000 L B L L I I BN R
5.60 5.80 6.00 6.20
m/z 115.10 12.78%
115.0
O \]-\5\.‘0\‘\‘\\““{‘\\‘}‘\\\‘\‘\\\\}\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
A
5.60 5.80 6.00 6.20
5000 m/z 40.95 11.65%
84.0 115.0
0 15.0
A o e e R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0 5.60 5.80 6.00 6.20
m/z 39.05 8.28%
5000
43.0
O O e OO B | NS W
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59

Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 7 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.298 2.39 ng 114060  Acenaphthene-di10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 64
3 Metacetamol 151 C8HINO2 000621-42-1 64
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 59
Abundance Scan 1226 (9.298 min): BF136099.D\data.ms (-1223) ()| m/z 43.00 100.00%
3.0
109.1
5000 151.0
R ARRRRAR R
‘ ‘ ‘ 85"0 207 9.00 9.20 9.40 9.60
bbbt e L1730 2070 0 7 109,05 76.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 UL L B R B B B
9.00 9.20 9.40 9.60
69.0 m/z 151.00  48.38%
0 ;\5\.9\ ‘\‘\ \"‘ i ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ T \“\H‘\‘\ “\ N \“ T 1 T \‘\ T ‘J\'?\Z\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
43.0
e ARRRREES
9.00 9.20 9.40 9.60
5000 m/z 41.05 19.48%
80.0
151.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol R A Rmmas E
109.0 9.00 9.20 9.40 9.60
m/z 85.05 15.83%
5000 151.0
43.0
80.0
3 AN N A N NN [ Y | P
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 8 Pentadecane, 2,6,10,14-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.786 2.27 ng 96559  Phenanthrene-d1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
Abundance Scan 1479 (10.786 min): BF136099.D\data.ms (-1474) (| m/z 57.85 100.00%
57.0
- M
09.1 = —
10.50 11.00
183.1
- L “‘ bl llgaro P 3L o 7105 72.70%
miz-> 50 100 150 200 250 300
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 e e
10.50 11.00
113.0 ITI/Z 43.05 49,78%
L
O T “\ ‘\‘ "‘\ H‘ \“ T “‘ \‘ \“\ \‘ “\ T \“ T ‘ T T ?5‘3\.0\ T T ‘ T LI
miz--> 50 100 150 200 250 300
Abundance
57.0
T —
10.50 11.00
5000 m/z 85.10 26.47%
o 113.0 183.0
——
miz--> 50 100 150 200 250 300
Abundance #90202: Dodecane, 2,6,10-trimethyl- s T
57.0 10.50 11.00
m/z 41.00 24.82%
5000
FIO
183.0
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 9 Tritetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.251 3.95 ng 167928  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 1558 (11.251 min): BF136099.D\data.ms (-1555) (- m/z 57.05 100.00%

57.0
5000

[
‘ ﬁ7 1 1972 11.00 11.50 ]
e L e e e m/z 71.10  73.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0

5000 s I
11.00 11.50

m/z 43.10 46.19%

0 .H\ 127.0197.0267.0337.0  463.0 533.0 604.
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

—
11.00 11.50

o

5000 m/z 85.10 42.72%
127.0197.0
O L e e e e T P T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194588: Heneicosane T ——
57.0 11.00 11.50

m/z 41.10  26.35%

h WW
112701970 2060

T A R — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 10 Decane, 3,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.604 2.14 ng 91138  Phenanthrene-di1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Dodecane 170 C12H26 000112-40-3 86

Abundance Scan 1618 (11.604 min): BF136099.D\data.ms (-1615) (- m/z 57.10 100.00%

57.1
5000

9.1 —T— —T—
“\\h\‘ |

141.1 11.50 12.00

210.1
Ad o oo gset m/z 71.10  73.54%

N
m/z--> 50 100 150 200 250 300 350
Abundance #45506: Decane, 3,6-dimethyl-

57.0

5000 I e
11.50 12.00

m/z 43.05 66.90%

“_dm“l‘?p‘o‘_WW_MW
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

T
11.50 12.00

o

o

5000 m/z 85.10 52.83%
99.0
0 141.0183.0 239.0 296.0
e A e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- — —
57.0 11.50 12.00

m/z 41.10 22.66%

5000
9.0
ﬁ | | 141.0183.0225.0267.0300.0 365.0

ol ““‘ s i SNV — —
miz--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 11 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.886 7.51 ng 319202  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1666 (11.886 min): BF136099.D\data.ms (-1662) (- m/z 73.00 100.00%
43.1 |73.0
5000 L
— =
‘ 11.50 12.00
Y — m/z 43.10 97.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
97.0 1o 2130 2560 m/z 60.00 96.00%
O\H‘HH“}‘HH\‘H\H‘H“‘\‘Hwh““\H‘“M\“\‘H‘\H\’H\\‘HH‘\H‘\‘HH‘\H!’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 57.10  82.70%
185.0
228.0
Ot N M D N RN IS —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 41.10 73.66%
5000 129.0
‘ 199.0 2420
qu, — —
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 12 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.345 3.18 ng 135235  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
2 Eicosane, 2-methyl- 296 C21H44 001560-84-5 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 68
5 Triacontane 422 C30H62 000638-68-6 64
Abundance Scan 1744 (12.345 min): BF136099.D\data.ms (-1742) (-] | m/z 57.10 100.00%
57.1
5000 MM\A
99.1 12.00 12:50
1411 . .
1811 2241
ol ““ L an A8 22812600 3020 71 10 49.68%
m/z--> 0 50 100 150 200 250 300
Abundance #158611: Octadecane, 2-methyl-
57.0
5000 — ——
12.00 12.50
99.0 2950 m/z 43.10 36.99%
O 20\ T h‘\ ‘\ ‘ ‘\ h‘ h “ \ \J\-4\1‘CJ\ ]\-8\3\0‘ T \“‘\ T ‘2\68\.\0 T ’ T
miz--> 0 50 100 150 200 250 300
Abundance
57.0
— ——
12.00 12.50
5000 m/z 85.10 30.42%
99.0
141.0 183.0 253.0
ol
m/z--> 0 50 100 150 200 250 300
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 12.00 12.50
m/z 41.05 16.54%
. M
‘ 99.0 1410
N I N 0 SR
m/z--> 0 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59

Operator : CG\JU

Sample : 05005-03

Misc

ALS vial : 1@ Sample Multiplier:

1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 13 Octadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD
12.680 3.37 ng 117790  Chrysene-di12
Hit# of 5 Tentative ID MW MolForm

1 Octadecanoic acid

2 Octadecanoic acid, 2-(2-hydroxye..

3 Pentadecanoic acid
4 Tetradecanoic acid
5 Undecanoic acid

284 C18H3602

. 372 C22H4404

242 C15H3002
228 C14H2802
186 C11H2202

000057-11-4 99
000106-11-6 72
001002-84-2 68
000544-63-8 64
000112-37-8 64

Abundance Scan 1801 (12.680 min): BF136099.D\data.ms (-1798) (- m/z 43.10 100.00%
I NMJ&JMANﬂMVh%NwMW
5000
3.1 129.1
185.1 2413 e e
‘ 284.1 12.50 13.00
ol m YO8 VRS R i e m/z 73.00  90.65%
miz--> 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 et e
129.0 12.50 13.00
m/z 57.10 89.11%
29. ‘ 1850 2410 284.0
0' ‘\“\Hh““‘“h\“\‘ \“ T \ T \ ‘ T \ \‘ ‘ T \‘\ ‘ T T T ‘ 1T
miz--> 50 100 150 200 250 300 350
Abundance
43.0
P e
12.50 13.00
m/z 60.00 78.83%
5000 284.0 /
83.0 129.0
1850 2410
oty o b 372
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid e T
43.0 12.50 13.00
m/z 55.10 74.18%
o WJW\“M
129.0 242.0
‘ ‘ 199.0
L e
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110223\
Data File : BF136099.D

Acqg On : 02 Nov 2023 16:59
Operator : CG\JU

Sample : 05005-03

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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... 2.116 12.5 ng 415439 1 6.816 663487 20.0
1,3-Dioxolane, 2.946 2.4 ng 81033 1 6.816 663487 20.0
5,5'-Di(ethoxyc... 3.375 2.3 ng 770106 1 6.816 663487 20.0
3-Penten-2-one,... 4.440 42.4 ng 1407650 1 6.816 663487 20.0
2-Pentanone, 4-... 5.057 63.2 ng 2098050 1 6.816 663487 20.0
2-Pentanone, 4-... 5.840 2.9 ng 94806 1 6.816 663487 20.0
2,4,7,9-Tetrame... 9.298 2.4 ng 114060 3  9.857 953811 20.0
Pentadecane, 2,... 10.786 2.3 ng 96559 4 11.351 850360 20.0
Tritetracontane 11.251 4.0 ng 167928 4 11.351 850360 20.0
Decane, 3,6-dim... 11.604 2.1 ng 91138 4 11.351 850360 20.0
n-Hexadecanoic ... 11.886 7.5 ng 319202 4 11.351 850360 20.0
Octadecane, 2-m... 12.345 3.2 ng 135235 4 11.351 850360 20.0
Octadecanoic acid 12.680 3.4 ng 117790 5 14.004 699092 20.0
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