LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101586.D

Acqg On : 12 Nov 2024 21:38
Operator : RC/JU

Sample : P4796-01

Misc :

ALS Vvial : 13  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 E\Methods\8270-BE110624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BE101586.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.670 10 14 28 rVB 1434499 1599462 63.99% 12.053%
2 2.781 28 33 42 rVB 14116 27501 1.10% 0.207%
3 2.864 42 47 54 rBvV 195915 235128 9.41% 1.772%
4 4.773 369 372 389 rVB 29456 50292 2.01% 0.379%
5 5.308 456 463 482 rBV 400286 661970 26.48%  4.989%

.935 731 740 763 rBV 397375 740337 29.62% 5

.552 838 845 854 rBV 143643 227143  9.09% 1

.763 1042 1051 1068 rBV 261319 455454 18.22%  3.432%
2
9

o N O

10.320 1309 1316 1330 rBV 214588 374413 14.98%
10 12.787 1728 1736 1745 rBV 830698 1284281 51.38%

11 14.168 1964 1971 1980 rBV 365789 566948 22.68%
12 15.537 2198 2204 2215 rBV 70480 100484 4.02%
13 15.672 2221 2227 2246 rBV 787839 1221173 48.86%
14 16.336 2335 2340 2345 rBV2 19780 29671 1.19%

e Ve s
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15 16.906 2431 2437 2442 rBV 507174 738070 29.53% 562%
16 17.729 2573 2577 2581 rBV2 24478 41688 1.67% 0.314%
17 18.951 2781 2785 2790 rBV 66035 84514  3.38% 0.637%
18 19.321 2844 2848 2852 rVB 63107 83706 3.35% ©0.631%
19 19.497 2872 2878 2889 rBV 2020793 2499548 100.00% 18.836%
20 20.866 3109 3111 3116 rVB 36818 40030 1.60% ©.302%

21 21.066 3139 3145 3150 rBV 703506 937581 37.51% 7.066%
22 22.640 3409 3413 3428 rVB 65507 204286 8.17%
23 23.351 3527 3534 3542 rBV 551809 1066114 42.65%  8.034%
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Sum of corrected areas: 13269794
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101586.D

Acqg On : 12 Nov 2024 21:38
Operator : RC/JU

Sample : P4796-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BE101586.D\data.ms
2000000

15000001670

1000000

500000 5.308 6.935

8.763

2.864 10.320

781 4.773

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00
Abundance TIC: BE101586.D\data.ms
2000000 19.497

7.552

1500000

1000000
12.787 15.672

500000 16.506
14.168

15./% 17.729 18.9519.32 IM

N A e S

Time--> 11.50 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BE101586.D\data.ms
2000000

1500000

1000000
21.066

23.351

500000

20.86 i

0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101586.D

Acqg On : 12 Nov 2024 21:38
Operator : RC/JU

Sample : P4796-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Propane, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.670 140.83 ng 1599460 1,4-Dichlorobenzene-d4 7.552
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 2-Acetamido-N-methylacetamide 130 C5H1ON202 007606-79-3 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance  Scan 14 (2.670 min): BE101586.D\data.ms (-10) (-) m/z 73.10 100.00%

73.1
5000

2.702.802.903.003.10

Ol bt 2513 2391 313.0371.04315491.0549.  n/; 43,10  48.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5399: Propane, 2,2-dimethoxy-
73.0
5000 T T T T T[T T[T T[T TTTT
2.702.802.903.003.10
m/z 89.10 30.03%
5.0 ‘
0‘\‘\U\H\h‘u\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #836: N-Ethylformamide
73.0
2.702.802.903.003.10
5000 ITI/Z 41.10 9.48%
5. )‘
Ok 1“_m‘uH‘HH,mwHH_m‘HHWHWH‘MW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15135: 2-Acetamido-N-methylacetamide
73.0 2.702.802.903.003.10
m/z 45.05 7.07%
5000
5.
0 M“‘“‘sm‘HH‘HH,mwHH‘mwuu‘mwuu‘mw R RN EA ARy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.702.802.903.003.10
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101586.D

Acqg On : 12 Nov 2024 21:38
Operator : RC/JU

Sample : P4796-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.864 20.70 ng 235128 1,4-Dichlorobenzene-d4 7.552

Hit# of 5 Tentative ID MW MolForm CASH# 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 56
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 47 (2.864 min): BE101586.D\data.ms (-42) (-) m/z 73.10 100.00%
73.1

B

5000
2.80 3.00 3.20
0 _Hk“w 11 133319422528 3383 4405  545% ./, 4310  36.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L I
2.80 3.00 3.20
‘ m/z 87.10 25.52%
OJAWJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
S T
2.80 3.00 3.20
5000 ITI/Z 55.05 24 .95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2104: Acetamide, N-ethyl- O EELm
30.0 2.80 3.00 3.20
m/z 41.10 12.92%
) L
o‘ﬁﬁJuﬁﬁe‘u‘H‘w‘H‘_‘H‘H‘W‘H‘M‘H‘HH‘H‘W‘ i R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Data Path :
Data File :
: 12 Nov 2024 21:38
: RC/JU

: P4796-01

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\

BE101586.D

: 13 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.773 4.43 ng 50292 1,4-Dichlorobenzene-d4 7.552

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 372 (4.773 min): BE101586.D\data.ms (-369) (-) m/z 43.10 100.00%

43.1
5000
101.1

4.40 4.60 4.80 5.00

I ’ 174.8 266.6 335.9 401.0 474.8534.0

bbbt P80 2000 3309 TOLD 47285380 m/z 59.10  57.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL LI B A LR I
4.40 4.60 4.80 5.00
m/z 101.05 20.95%
101.0
O‘\JHIV‘%[\\‘\‘T\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4318: 4-Methoxy-1-pentene
59.0
N AREE S ARRaREEES
4.40 4.60 4.80 5.00
5000 m/z 58.10 15.44%
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4576: Morpholine, 4-methyl- T T e
43.0 4.40 4.60 4.80 5.00
m/z 41.10 9.13%
5000
101.0
o“t,‘ e el

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101586.D

Acqg On : 12 Nov 2024 21:38
Operator : RC/JU

Sample : P4796-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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 5 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.537 2.72 ng 100484  Phenanthrene-di10 16.906
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
31,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
4 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 50
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H10N2 029722-97-2 45
Abundance Scan 2204 (15.537 min): BE101586.D\data.ms (-2198) (- m/z 105.05 100.00%
105.1
182.1
5000
N T
25 15.50
O ek 2229 3321 4202 5330 /7 77.10 61.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
15.50
m/z 182.10  55.57%
7.0 ] o
O \‘\‘\‘\\‘\\‘\\\\[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
N T
15.50
m/z 51.10 22.77%
5000 182.0
8.0
0 T i | 272.0
bt e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl- — ‘
105.0 15.50
m/z 183.05 7.88%
5000 182.0
324 |1 |
Y L A o AT R n e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111224\
Data File : BE101586.D

Acqg On : 12 Nov 2024 21:38
Operator : RC/JU

Sample : P4796-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE110624.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|
Propane, 2,2-di... 2.670 140.8 ng 1599460 1 7.552 227143 20.0
Butane, 2-metho... 2.864 20.7 ng 235128 1 7.552 227143 20.0
2-Pentanone, 4-... 4.773 4.4 ng 50292 1 7.552 227143 20.0
Benzophenone 15.537 2.7 ng 100484 4 16.906 738070 20.0
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