LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130899.D

Acqg On : 01 Nov 2022 14:16

Operator : CG\JU

Sample : N5336-06

Misc : SB-02-16.5-17.0

ALS vial : 7 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130899.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.275 25 32 38 rVB 603144 774854 28.57%  4.232%
2 5.169 519 524 532 rVB 275724 341169 12.58% 1.863%
3 5.557 584 590 593 rBV 2226848 2139865 78.89% 11.686%
4 6.551 753 759 762 rBV 1979607 2280342 84.07% 12.454%
5 6.934 820 824 827 rBV 664991 539710 19.90% 2.948%
6 7.498 914 920 923 rBV 1443482 1485123 54.75% 8.111%
7 8.116 1021 1025 1037 rBV 40809 89741  3.31%  0.490%
8 8.216 1037 1042 1046 rVV 809273 729345 26.89%  3.983%
9 9.298 1220 1226 1229 rBV 3059433 2712496 100.00% 14.814%
10 9.980 1336 1342 1345 rBV 1067465 904714 33.35% 4.941%
11 10.774 1472 1477 1480 rBV 1921898 1794532 66.16% 9.800%
12 11.474 1592 1596 1599 rBV 1109472 904401 33.34% 4.939%
13 11.539 1602 1607 1610 rVB2 42480 39630 1.46% 0.216%
14 11.986 1678 1683 1687 rBV 43809 39528 1.46% 0.216%

2

15 13.063 1862 1866 1869 rBV 2592501 2364749 87.18% 12.

16 14.027 2022 2030 2042 rBVS8 37209 165330 6.10%
17 14.121 2042 2046 2049 rVB 556525 499021 18.40%
18 14.215 2057 2062 2067 rBV 50160 59814  2.21%
19 15.633 2298 2303 2313 rVB2 327902 446262 16.45%
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Sum of corrected areas: 18310626
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130899.D

Acq On : 01 Nov 2022 14:16

Operator : CG\JU

Sample : N5336-06

Misc : SB-02-16.5-17.0

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130899.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130899.D

Acq On : 01 Nov 2022 14:16

Operator : CG\JU

Sample : N5336-06

Misc : SB-02-16.5-17.0

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.275 28.71 ng 774854  1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# 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 23

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10

Abundance  Scan 32 (2.275 min): BF130899.D\data.ms (-25) (-) m/z 73.05 100.00%
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Abundance #2307: 1,3-Dioxolane, 2-methyl- R
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130899.D

Acq On : 01 Nov 2022 14:16

Operator : CG\JU

Sample : N5336-06

Misc : SB-02-16.5-17.0

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.169 12.64 ng 341169 1,4-Dichlorobenzene-d4 6.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Octanol 130 C8H180 000589-98-0 36
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 524 (5.169 min): BF130899.D\data.ms (-519) (-) m/z 43.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130899.D

Acq On : 01 Nov 2022 14:16

Operator : CG\JU

Sample : N5336-06

Misc : SB-02-16.5-17.0

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.116 2.46 ng 89741  Naphthalene-d8 8.216

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50
5 3,6,9,12-Tetraoxatetradeca-1,13-... 202 C10H1804 000765-12-8 45

Abundance Scan 1025 (8.116 min): BF130899.D\data.ms (-1021) (-) m/z 45.00 100.00%
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Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
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Abundance #15680: Di-sec-Butyl ether AR R ‘
45.0 7.80 8.00 8.20 8.40

m/z 75.00 14.17%
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83.0
o L 1670 130.0

m/z--> 20 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130899.D

Acq On : 01 Nov 2022 14:16

Operator : CG\JU

Sample : N5336-06

Misc : SB-02-16.5-17.0

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Bromoacetic acid, hexadecyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.027 6.63 ng 165330  Chrysene-d12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
2 1-Tricosene 322 C23H46 018835-32-0 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 2030 (14.027 min): BF130899.D\data.ms (-2022) (- m/z 43.10 100.00%
43.1
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T
1831 1909 J6L0 14.00
ol il L L | m/z 57.10  97.76%
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Abundance #271371: Bromoacetic acid, hexadecyl ester
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130899.D

Acq On : 01 Nov 2022 14:16

Operator : CG\JU

Sample : N5336-06

Misc SB-02-16.5-17.0

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.215 2.40 ng 59814  Chrysene-di12 14.121
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 59
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 47
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 43
Abundance Scan 2062 (14.215 min): BF130899.D\data.ms (-2057) (- m/z 277.10 100.00%
277.1
5000
77.0 183.1 —— i
14.00 14.50
128.0 ‘ ‘
ob 41#" iy “‘ 221 L 328 n/z 278.10  35.10%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — —
152.0 14. OO 14.50
m/z 183. 22.17%
01‘7‘9‘ | ‘M‘u‘m“ ‘\ \‘\‘mh‘m‘ \H I ‘\“ - 2‘3‘3‘0 e
miz—-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 201.0 20.83%
o 183.0
R e e
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 1400 14.50
m/z 20.03%
5000
o 183.0
Lme
ot
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110122\
Data File : BF130899.D

Acqg On : 01 Nov 2022 14:16
Operator : CG\JU

Sample : N5336-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.275 28.7 ng 774854 1 6.934 539710 20.0
2-Pentanone, 4-... 5.169 12.6 ng 341169 1 6.934 539710 20.0
Ethanol, 2-(2-b... 8.116 2.5 ng 89741 2 8.216 729345 20.0
Bromoacetic aci... 14.027 6.6 ng 165330 5 14.121 499021 20.0
Triphenylphosph... 14.215 2.4 ng 59814 5 14.121 499021 20.0
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