LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140494.D

Acqg On : 20 Nov 2024 12:15

Operator : RC/JU

Sample : P4868-03 :
Misc : RW5-SP303-20241114

ALS vial : 8 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-BF111324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140494.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 7 17 rVB 1820686 2812812 66.08% 11.417%
2 3.599 248 256 263 rBV 31949 57693 1.36% 0.234%
3 4.475 398 405 422 rBV 651925 973531 22.87% 3.951%
4 A4.740 444 450 462 rVB 42303 65969 1.55% 0.268%
5 5.087 501 509 519 rBV 70629 105711 2.48% 0.429%
6 5.504 574 580 599 rBV 1102352 1497426 35.18% 6.078%
7 6.510 743 751 763 rBV 688226 1005366 23.62% 4.081%
8 6.875 807 813 820 rBV 504896 646310 15.18% 2.623%
9 7.434 902 908 918 rBV 1744484 2374092 55.78% 9.636%
10 7.616 931 939 952 rvVB 28852 53963 1.27% 0.219%
11  8.151 1025 1030 1046 rBV 638873 840370 19.74%  3.411%
12 9.228 1207 1213 1218 rBV 3292251 4256471 100.00% 17.277%
13 9.904 1323 1328 1339 rBvV 702047 934741 21.96% 3.794%
14 10.698 1457 1463 1485 rBV 1916681 2742795 64.44% 11.133%
15 11.398 1576 1582 1591 rBV 782855 1017631 23.91% 4.130%

16 12.986 1846 1852 1857 rBV 3171010 4183423 98.28% 16.980%
17 14.051 2028 2033 2043 rVB 518650 692667 16.27%  2.811%
18 15.568 2285 2291 2304 rBV2 207577 376222 8.84% 1.527%

Sum of corrected areas: 24637193
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Nov 2024 12:15
: RC/JU
: P4868-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
BF140494.D

RW5-SP303-20241114

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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134 7.434

5.504

4.475 6.510

6.875
3.599 4.740 5.9\87 j\ 7 61€
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\/‘\\\\\‘\\\\‘\\\\’\\\\‘\\\\TY_F\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ I T T

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF140494.D\data.ms
9.228 12.986

10.698

8.151 9.904 11.398

L I

0
Time-->

T —T —T T —T —T —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF140494.D\data.ms

14.051
15.568

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

8270-BF111324.M Thu Nov 21 ©5:18:55 2024 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140494.D

Acqg On : 20 Nov 2024 12:15

Operator : RC/JU

Sample : P4868-03 :
Misc RW5-SP303-20241114

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 87.04 ng 2812810 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 7 (2.134 min): BF140494.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
43.1
AR AR EE R
‘ ‘ 2.202.302.402.50

obrl bl lgoro 2069 .7 43.10  36.83%

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

Abundance #5060: Butane, 2-methoxy-2-methyl-

73.0
5000 TT T T T T[T T T T[T T T[T T
43.0 2.202.302.40 2.50
m/z 87.10 26.69%
0\‘\mh\‘i“\‘\\wu‘\\“\‘\‘\‘\\19‘1\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R R RARERREE
2.202.302.402.50
5000 41.0 m/z 55.10 25.72%
Oyl bl 197:0  129.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RN R R
73.0 2.202.302.402.50
m/z 41.10 12.23%
5000 43.0
owu“‘hwwH“_Hu_‘uWHwHH_MWHWHWH N —
m/z--> 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\BF112024\
Data File : BF140494.D

Acqg On : 20 Nov 2024 12:15

Operator : RC/JU

Sample : P4868-03 :
Misc : RW5-SP303-20241114

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.475 30.13 ng 973531 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
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 405 (4.475 min): BF140494.D\data.ms (-398) (-) 83.10 100.00%
55.1 83.1
5000
43.1 98.1
‘ 671 4.20 4.40 4.60 4.80
0 H‘_HwHH‘Hmg‘mHNMH‘:_m,m,w‘,w m/z 55.18  86.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LN L B B L
290 43.0 98.0 4.20 4.40 4.60 4.80
' m/z 43.10  35.40%
L, ) 67.0 |
O\\\‘\\\\‘\\‘\\‘\\\\i\\\\‘\i\\‘\\\\‘\\\\"\\\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R RN
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 35.23%
98.0
M‘\ \\‘\ 67.0 |
owwwwwm i RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A EEammaRE T
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10  25.87%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH SN B G—
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\BF112024\
Data File : BF140494.D

Acqg On : 20 Nov 2024 12:15

Operator : RC/JU

Sample : P4868-03 :
Misc RW5-SP303-20241114

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.740 2.04 ng 65969 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 90
2 Arsenous acid, tris(trimethylsil... 342 C9H27As03Si3  ©55429-29-3 83
3 4-tert-Octylphenol, TMS derivative 278 C17H300Si 078721-87-6 39
4 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 39
5 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 38
Abundance Scan 450 (4.740 min): BF140494.D\data.ms (-444) (-) m/z 207.05 100.00%
207.1
5000
R ARETEE S SR
96.0 133.0 h 4.40 4.60 4.80 5.00
ol R0 L e m/z 208.10 21.62%
miz-> 50 100 150 200 250 300
Abundance #102257: Cyclotrisiloxane, hexamethyl-
207.0
5000 e e e

4.40 4.60 4.80 5.00
m/z 209.05 13.37%

96.0
133.0
150 610 | 1]
T T T ‘ L ‘ T T ‘ T ‘ L ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #251605: Arsenous acid, tris(trimethylsilyl) ester
207.0
PP
4.40 4.60 4.80 5.00
5000 ITI/Z 191.00 11.67%
73.0 133.0
ol.3to o | | .167.0 | h 241.0 327.0
L e B L
miz--> 50 100 150 200 250 300
Abundance #171114: 4-tert-Octylphenol, TMS derivative EEEmma LT
207.0 4.40 4.60 4.80 5.00
m/z 96.00 8.75%
5000
73.0
0290, | ‘ 11501510 | 278.0
\\\\“\\“\‘\“\H\\\‘\\‘\\‘\\\\‘\\‘\\‘\\\ \\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140494.D

Acqg On : 20 Nov 2024 12:15

Operator : RC/JU

Sample : P4868-03 :
Misc : RW5-SP303-20241114

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.087 3.27 ng 105711 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 509 (5.087 min): BF140494.D\data.ms (-501) (-) m/z 43.05 100.00%
59.1
5000
101.1 T
| ‘ 83.0 4.80 5.00 5.20 5.40 ;
L m/z 59.18  63.49%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B I B L
59.0 4.80 5.00 5.20 5.40
m/z 101.10 20.69%
0 27\\\ i | 8370 10%0
\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RARRaEEESE T
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 15.44%
0 \H \‘ \‘ if ‘ 12§0 142.0
e
m/iz--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime R RRREE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.57%
5000
101.0
o130 600 840
e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112024\
Data File : BF140494.D

Acqg On : 20 Nov 2024 12:15

Operator : RC/JU

Sample : P4868-03 :
Misc : RW5-SP303-20241114

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF111324.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... 2.134 87.0 ng 2812810 1 6.875 646310 20.0
3-Penten-2-one,... 4.475 30.1 ng 973531 1 6.875 646310 20.0
Cyclotrisiloxan... 4.740 2.0 ng 65969 1 6.875 646310 20.0
2-Pentanone, 4-... 5.087 3.3 ng 105711 1 6.875 646310 20.0
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