LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111124\
Data File : BE101573.D

Acqg On : 11 Nov 2024 15:44
Operator : RC/JU

Sample : P4796-03

Misc :

ALS Vvial : 11 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: BE1@1573.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 rBV 1762723 1901644 54.51% 12.182%
2 2.864 43 47 54 rBV 256482 295118 8.46% 1.890%
3 4.774 368 372 392 rVB 36636 64102 1.84% 0.411%
4 5.303 456 462 486 rBV 486337 832080 23.85% 5.330%
5 6.936 732 740 775 rBV 447005 911456 26.13% 5.839%

6 7.553 838 845 854 rBV 135430 215876  6.19%
7 8.763 1044 1051 1070 rBV 311096 544223 15.60%
8 10.320 1309 1316 1328 rBV 184327 333675 9.57%
9 12.788 1728 1736 1759 rBV 970166 1520521 43.59%
10 14.163 1962 1970 1988 rBV 316507 509348 14.60%
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R

11 15.532 2198 2203 2216 rBV 118566 172172  4.94%
12 15.673 2220 2227 2249 rBV 1009416 1522027 43.63%
13 16.901 2429 2436 2450 rBV 485293 718170 20.59%
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14 19.498 2872 2878 2890 rBV 2731419 3488297 100.00% 22.345%
15 21.014 3133 3136 3139 rBV 31266 35147 1.01% 225%
16 21.067 3139 3145 3156 rVB 734983 974302 27.93% 6.241%
17 21.425 3202 3206 3212 rVB 36994 42311 1.21% 0.271%
18 21.742 3255 3260 3267 rBV 258369 320150 9.18% 2.051%
19 21.854 3276 3279 3283 rVB 32216 40112 1.15% 0.257%
20 22.318 3355 3358 3363 rVB 34358 47283 1.36% ©.303%

21 23.346 3526 3533 3542 rBV 554837 1122861 32.19% 7.193%

Sum of corrected areas: 15610875
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111124\
Data File : BE101573.D

Acqg On : 11 Nov 2024 15:44
Operator : RC/JU

Sample : P4796-03

Misc

ALS vial : 11 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: BE101573.D\data.ms

2500000

2000000
.670

1500000
1000000

500000 5.303 6.936

8.763
2.864 Sp— 10.320
4.774

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BE101573.D\data.ms

19.498
2500000

2000000
1500000
1000000 12.788 15673

500000 16.901

14.163

155

o N e e e e R e St ot AN o o G

Time--> 1150 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BE101573.D\data.ms

2500000
2000000
1500000

1000000
21.067

23.346

500000
21.742

21. 421.4252&.854 22.318
0 T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ’ L ’ L ’ L ’ L ‘ L ‘ L ‘ T
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BE111124\
Data File : BE101573.D

Acqg On : 11 Nov 2024 15:44
Operator : RC/JU

Sample : P4796-03

Misc

ALS vial : 11 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.670 176.18 ng 1901640 1,4-Dichlorobenzene-d4 7.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
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): BE101573.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000
2.702.802.903.003.10
oL A, 1113201932253 3417401145965228 1/, 43.10  48.09%

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

Abundance #5399: Propane, 2,2-dimethoxy-
73.0
5000 H\‘HH‘HI\\\‘HH‘HH‘H\
2.702.802.903.003.10
m/z 89.05 30.38%
5.0 ‘
O‘\‘\U\H\h‘u\H\‘HH‘\H\’\H\‘HH‘H\\‘HH‘\H\‘HH‘\H\‘\

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

N

Abundance #836: N-Ethylformamide
73.0
2.702.802.903.003.10
5000 ITI/Z 41.10 9.37%
5. )‘
Ok W‘HW‘H‘_H‘V‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H_
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 7.08%
5000
5.
0‘NJWHH‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.702.802.903.003.10
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

BE
11
: RC

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111124\

101573.D
Nov 2024 15:44
/3U

. P4796-03

11

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.864 27.34 ng 295118 1,4-Dichlorobenzene-d4 7.553
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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 47 (2.864 min): BE101573.D\data.ms (-43) (-) m/z 73.05 100.00%
73.0
5000
‘ ‘ 2.80 3.00 3.20
ob MLl 178823722989 3668 43674970 ./, 43.10 36.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L I B B
2.80 3.00 3.20
‘ m/z 87.10  25.21%
OJJWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
 BmE
2.80 3.00 3.20
5000 m/z 55.10 25.07%
o”JH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- R e R
73.0 2.80 3.00 3.20
m/z 41.10 12.01%
) L
oJ\M“mWm_m_m_m‘mWm_m‘mwuw AP A N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111124\
Data File : BE101573.D

Acqg On : 11 Nov 2024 15:44
Operator : RC/JU

Sample : P4796-03

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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 4
R.T. EstConc Area Relative to ISTD R.T.
4.774 5.94 ng 64102 1,4-Dichlorobenzene-d4 7.553

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Silane, trimethyl- 74 C3H1esi 000993-07-7 17

Abundance Scan 372 (4.774 min): BE101573.D\data.ms (-368) (-) m/z 43.05 100.00%

43.0
5000
101.1  AaasassEEEEREREE
4.40 4.60 4.80 5.00
Ot 205:3266.9 3411 4311 5118 m/z 59.16  59.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B L BB
4.40 4.60 4.80 5.00
101.0 m/z 101.10 21.39%
O‘\\H\H\"\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T e
4.40 4.60 4.80 5.00
5000 ITI/Z 58.10 14.16%
0, ““‘,,““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9477: 3-Hexanol, 4-methyl- T e
59.0 4.40 4.60 4.80 5.00
m/z 41.05 9.54%
- N\JL
AN —

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\BE111124\
Data File : BE101573.D

Acqg On : 11 Nov 2024 15:44
Operator : RC/JU

Sample : P4796-03

Misc

ALS vial : 11 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 4 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.532 4.79 ng 172172  Phenanthrene-di10 16.901
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
3 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 45
4 Azobenzene 182 C12H1@ON2 000103-33-3 42
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H10N2 029722-97-2 42
Abundance Scan 2203 (15.532 min): BE101573.D\data.ms (-2198) (- m/z 104.95 100.00%
105.0
182.1
5000
T T
39 15.50
Ofroedbd L 2536 3453 4295 5373 n/z 77.05  63.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 — :
182.0 15.50
m/z 182.05 55.94%
27.0 i
O\\‘\1[‘f\\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0
T \
15.50
m/z 51.05 23.31%
5000 182.0
28.0
0 J\ll ‘ I | 2720
A e e  RAARRRaasaEEa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57937: Methanone, phenyl-2-pyridinyl- — I
105.0 15.50
183.0 m/z 181.10 9.26%
5000
02?-0‘\ iy
\\\‘\‘H‘H‘H\\‘\H\’\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘\ L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111124\
Data File : BE101573.D

Acqg On : 11 Nov 2024 15:44
Operator : RC/JU

Sample : P4796-03

Misc

ALS vial : 11 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 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21742 es7ng 32150 Chrysene-di2 21.067

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
»3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
erephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 52
erephthalic acid, monochloride,... 296 C16H21C1l03 1000324-22-9 38
sophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 38

VA WNER
H - R FP

Abundance Scan 3260 (21.742 min): BE101573.D\data.ms (-3255) (- m/z 70.10 100.00%

70.1
149.0 261.1
5000
—— —
L
obr il L) 3278 4290 5390 n/z 261.10  70.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0
5000 —— —

261.0 21.50 22.00
m/z 149.00 68.14%

J‘ILHl\Jll\l\333.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0

= T
21.50 22.00

o

5000 149.0 261.0 m/z 112.10 43.64%
0 J‘“H‘N\ ‘lw“3‘47‘:9”‘mwm_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester — —
261.0 21.50 22.00

m/z 167.00  37.30%

5000 70.0
149.0
oberbd i L B

I T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE111124\
Data File : BE101573.D

Acqg On : 11 Nov 2024 15:44
Operator : RC/JU

Sample : P4796-03

Misc

ALS Vvial : 11 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... 2.670 176.2 ng 1901640 1 7.553 215876 20.0
Butane, 2-metho... 2.864 27.3 ng 295118 1 7.553 215876 20.0
2-Pentanone, 4-... 4.774 5.9 ng 64102 1 7.553 215876 20.0
Benzophenone 15.532 4.8 ng 172172 4 16.901 718170 20.0
1,4-Benzenedica... 21.742 6.6 ng 320150 5 21.067 974302 20.0
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