LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8659.D

Acqg On : 04 Jan 2022 13:30

Operator : CG/JU

Sample : M5212-02

Misc . MW-50DA

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_ P\Methods\8270E-BP122821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8659.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.081 12 16 32 rVB 646987 845216  3.42% 0.714%
2 5.464 415 421 434 rBV 4017896 6036185 24.45% 5.101%
3 7.052 684 691 704 rBV 2305335 3741760 15.16% 3.162%
4 7.887 825 833 841 rBV 1860153 2989698 12.11% 2.526%
5 9.046 1017 1030 1040 rBV 5027020 8663953 35.09% 7.321%

6 10.687 1300 1309 1316 rBV 2397278 4004474 16.22%  3.384%
7 12.951 1686 1694 1705 rBV 294813 589954  2.39%  0.499%
8 13.146 1719 1727 1756 rBV 14309664 22719613 92.03% 19.199%
9 14.516 1953 1960 1967 rBV 3410054 5285239 21.41% 4.466%
10 16.004 2206 2213 2235 rBV2 9540458 16134365 65.35% 13.634%

11 16.163 2235 2240 2245 rVV 184235 250139 1.01% 0.211%
12 16.351 2267 2272 2277 rBV2 179076 267147 1.08%  0.226%
13 16.528 2297 2302 2307 rBV 558544 810182  3.28% 0.685%
14 17.263 2421 2427 2438 rVB 4059303 5925147 24.00% 5.007%
15 18.234 2587 2592 2596 rBv2 237103 321452  1.30% ©.272%

16 18.869 2696 2700 2714 rBV2 187826 324807 1.32% 0.274%
17 19.822 2856 2862 2873 rBV 19692289 24688306 100.00% 20.862%
18 21.063 3070 3073 3078 rBV3 207989 267251 1.08% ©0.226%
19 21.345 3116 3121 3127 rBV 3976619 5285587 21.41% 4.466%
20 21.463 3137 3141 3151 rBV 2329110 3606978 14.61%  3.048%

21 23.763 3526 3532 3547 rVB2 2628346 5581054 22.61% 4.716%

Sum of corrected areas: 118338507
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Jan 2022 13:30
: CG/IU
: M5212-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
BP008659.D

MW-50DA

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP008659.D\data.ms
1.5e+07
1le+07
9.046
5000000 5.464
7.052 7.887 10.687
081
0 \\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP008659.D\data.ms
19.822
1.5e+07 13.146
1le+07 16.004
5000000 17.263
14.516
. 12051 }L 16.163828 18234 18869 |
A L e e L e e e e L L o e e e e B e e e
Time--> 12.00 1250 13.00 1350 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: BP008659.D\data.ms
1.5e+07
1e+07
21.345
5000000
21.463 23.763
21.063
0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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_P\Data\BP010422\
Data File : BP0@8659.D

Acqg On : 04 Jan 2022 13:30
Operator : CG/JU

Sample : M5212-02

Misc

ALS vial : 7 Sample Multiplier: 1

MW-50DA

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.081 5.65 ng 845216 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 16 (3.081 min): BP008659.D\data.ms (-12) (-)

m/z 73.00 100.00%

73.0
5000
N ERARaamaEmassesEEEEN
‘ ‘ ‘ 3.103.203.303.403.50
ol ALl 1449 221228413028 a15.04720 549, T3 66 31,00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARNEERENRERRE RN RN AR
3.103.203.303.403.50
‘ m/z 87.05 26.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
N ERARaamasmass SRS
3.103.203.303.403.50
5000 m/z 55.00 21.67%
o‘““ﬂl,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- o ABRMARNENRNERRAEmEaeay
73.0 3.103.203.303.403.50
m/z 71.10 11.49%
5000 Jk
0\\H\“J“\m\‘\\u‘\\\\‘u\\‘\\\W\H‘\m‘\m‘\m‘uu‘\ R NANARRAREEREs ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50

8270E-BP122821.M Wed Jan 05 13:12:40 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8659.D

Acqg On : 04 Jan 2022 13:30

Operator : CG/JU

Sample : M5212-02

Misc . MW-50DA

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Phenol, 2,4-dibromo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.951 2.23 ng 589954  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-dibromo- 250 C6H4Br20 000615-58-7 99
2 Phenol, 2,6-dibromo- 250 C6H4Br20 000608-33-3 99
3 Phenol, 2,5-dibromo- 250 C6H4Br20 028165-52-8 98
4 Phenol, 2,3-dibromo- 250 C6H4Br20 057383-80-9 96
5 3,4-Dibromophenol 250 C6H4Br20 1010487-11-5 95

Abundance Scan 1694 (12.951 min): BP008659.D\data.ms (-1686) (- m/z 251.85 100.00%

251.8
5000
63.0
T T T \M
14?9 13.00
Obrthindperd 4 A 8551 4300 SO7.A i 54985  49.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136183: Phenol, 2,4-dibromo-
252.0
63.0
5000 T ‘ T \/L\
13.00
143.0 m/z 253.90 48.11%
O‘l"””A‘nhM" \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136179: Phenol, 2,6-dibromo-
252.0
63.0 LN
13.00
5000 ITI/Z 63.00 33.68%
143.0
o”‘nﬂA‘WH“ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136180: Phenol, 2,5-dibromo- P
63.0 252.0 13.00
m/z 142.90 14.58%
5000
143.0
O\IH RS Ra R R n s e a e A -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8659.D

Acqg On : 04 Jan 2022 13:30

Operator : CG/JU

Sample : M5212-02

Misc . MW-50DA

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Benzenesulfonamide, N-ethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.528 2.73 ng 810182  Phenanthrene-di10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 96
2 Acetic acid, 2-(4-methylphenylsu... 243 C1@H13NO4S 002645-02-5 91
3 Benzenesulfonamide, N-butyl-4-me... 227 C11H17N0O2S 001907-65-9 91
4 N-isobutyl-4-methylbenzenesulfon... 227 C11H17NO2S 023705-38-6 72
5 (N-(p-Tolylsulfonyl)glycyl)hydra... 243 C9H13N303S 003619-20-3 72

Abundance Scan 2302 (16.528 min): BP008659.D\data.ms (-2297) (- m/z 91.00 100.00%
91.0
155.0

5000

16.50
bl ol 122012810340.9 414847505361 /) 155 0  84.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-

91.0

o

155.0

5000 — :
16.50

m/z 184.00  55.54%

2%'11 \‘J I

‘\H\[\‘\r ‘H\‘\‘H\WHH‘HH‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126733: Acetic acid, 2-(4-methylphenylsulfonylamino)-,

o

91.0
155.0 UL T
16.50
5000 ITI/Z 65.00 22.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #107661: Benzenesulfonamide, N-butyl-4-methyl- R ‘
91.0 155.0 16.50
m/z 198.95 12.69%
5000
il ] | o 0
(O R B o e e e B R A S RN RN AN e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8659.D

Acqg On : 04 Jan 2022 13:30

Operator : CG/JU

Sample : M5212-02

Misc . MW-50DA

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.463 13.65 ng 3606980  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 42
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 38
Abundance Scan 3141 (21.463 min): BP008659.D\data.ms (-3137) (- m/z 277.10 100.00%
277.1
5000
199.0 RN
77l-0 139J0 \ H 2150
Ok 2200 UL L3851 4481 5331 .., 278,19 33.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 LN
21.50
77.0 199.0 m/z 199.00  18.10%
14.0 ‘
O‘\\\\‘J\\‘\\‘\\\\‘i‘\\\h\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

T

21.50
5000 m/z 201.00 17.91%
77.0 183.0
olllﬂmﬂ“,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror P
277.0 21.50

m/z 183.00  17.90%

5000

199.0
77.0

015W i L\ l\lsg{\o h h‘ I . 347.0
B B L L L I L S WO S O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

——
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0O@8659.D

Acqg On : 04 Jan 2022 13:30

Operator : CG/JU

Sample : M5212-02

Misc . MW-50DA

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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... 3.081 5.7 ng 845216 1 7.887 2989700 20.0
Phenol, 2,4-dib... 12.951 2.2 ng 589954 3 14.516 5285240 20.0
Benzenesulfonam... 16.528 2.7 ng 810182 4 17.263 5925150 20.0
Triphenylphosph... 21.463 13.7 ng 3606980 5 21.345 5285590 20.0
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