LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90821\
Data File : BF125398.D

Acqg On : 8 Sep 2021 13:11
Operator : JU/CG

Sample : PB138943BL

Misc :

ALS vial : 3  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125398.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.240 16 26 33 rvB 118675 167840 2.63% 0.438%
2 5.522 578 584 587 rBV 4892090 5056742 79.34% 13.183%
3 6.522 748 754 757 rBV 4079008 4983862 78.20% 12.993%
4 6.88 812 816 819 rBV 1196414 1029052 16.15% 2.683%
5 7.451 906 912 915 rBV 3190047 3345355 52.49% 8.721%

.169 1029 1034 1037 rBV 1520659 1364555 21.41%  3.557%
.245 1211 1217 1220 rBV 5683627 5801802 91.03% 15.125%
.922 1327 1332 1336 rBV 1626252 1563741 24.54% 4.077%
10.716 1462 1467 1471 rBV 3786697 3865883 60.66% 10.078%
10 11.416 1581 1586 1589 rBV 1794277 1661807 26.07% 4.332%

O O 0

11 13.004 1851 1856 1859 rBV 6464456 6373315 100.00% 16.615%
12 13.845 1991 1999 2002 rBV 88887 127753 2.00%
13 13.886 2002 2006 2008 rVV 122344 153640 2.41%
14 13.921 2008 2012 2017 rVB 362476 398445 6.25%

wRkroOo
IS
[
=
B

15 14.057 2031 2035 2038 rBV 1387842 1240329 19.46% 233%
16 15.545 2283 2288 2298 rVB 861071 1047533 16.44% 2.731%
17 17.162 2552 2563 2576 rVB7 38596 177719 2.79% ©.463%

Sum of corrected areas: 38359373
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090821\

BF125398.D
8 Sep 2021 13:11
Ju/CG
: PB138943BL
Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90821\
Data File : BF125398.D

Acqg On : 8 Sep 2021 13:11
Operator : JU/CG

Sample : PB138943BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.240 3.26 ng 167840 1,4-Dichlorobenzene-d4 6.886

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 43
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 23
Abundance  Scan 26 (2.240 min): BF125398.D\data.ms (-16) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0
87.1

| 220 240 260
Ottt b e sz 42,95 a6.53%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 \\\\\‘\\\\‘\\\
43.0 220 240 2.60
550 87.0 m/z 55.00  35.95%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
U e e
410 o, 87.0 220 240 260
29.0
so |1
e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 220 2.40 260

m/z 41.00 13.61%

5000 43.0
58.0
29.0 87‘.0
0 H‘H“_‘HMM‘H‘H“_“W“H‘m“_“W“H‘H‘

m/z--> 10 20 30 40 S50 60 70 80 90 100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90821\
Data File : BF125398.D

Acqg On : 8 Sep 2021 13:11
Operator : JU/CG

Sample : PB138943BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Morpholine, 4-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.845 2.06 ng 127753 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 80
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
3 1-(Benzoyloxy)propan-2-yl benzoate 284 C17H1604 019224-26-1 35
4 Benzoic acid, 2-propenyl ester 162 C1OH1002 000583-04-0 27
5 (5-tert-Butyl-2-hydroxyphenyl)(p... 254 C17H1802 1000468-68-2 27

Abundance Scan 1999 (13.845 min): BF125398.D\data.ms (-1991) (1  m/z 104.95 100.00%

105.0
5000 163.1
13%6 i4bd
51.0 :
0o 1930 2820, 163,10 46.16%
miz--> 50 100 150 200 250
Abundance #38615: Morpholine, 4-phenyl-
105.0
163.0
5000 — T
13.50 14.00
m/z 77.00 28.52%
51.0
Olws.p‘\‘\‘i“\‘\‘\ \“\\\“\‘\H\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
— B
163.0 13.50 14.00
5000 m/Z 106.00 8.94%
o 510 . 207.0
T T ‘ T T ‘\ T ‘ T T ‘ T T T ‘ ‘\ T T T ‘ T
miz--> 50 100 150 200 250 th
Abundance #178786: 1-(Benzoyloxy)propan-2-yl benzoate — Ly
105.0 13.50 14.00
m/z 51.00 6.32%
5000
5%0 162.0 227.0
T — Ay
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90821\
Data File : BF125398.D

Acqg On : 8 Sep 2021 13:11
Operator : JU/CG

Sample : PB138943BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Oxybis(propane-1,2-diyl) di... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.886 2.48 ng 153640 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 72
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 52
3 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 38
4 Diethyl benzamidomalonate 279 C14H17NO5 016798-45-1 35
5 Butanedioic acid, 2,3-bis(benzoy... 358 C18H1408 017026-42-5 27
Abundance Scan 2006 (13.886 min): BF125398.D\data.ms (-2002) (1  m/z 105.00 100.00%
105.0
163.1
5000
13‘56 ‘14‘00‘
>1.0 \ | 2071 280. : ' 8
O et bt e e e e m/z 163.10 71.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 — L
13.50 14.00
m/z 77.00  27.99%
0 ?1"0 ‘ 1340 | 207.0
H\‘\H\‘\H\’\\H‘\\H‘HH‘\H\‘\H\’HH‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38615: Morpholine, 4-phenyl-
105.0
163.0
— B
13.50 14.00
5000 m/z 106.00 7.96%
51.0
o150 | 1340
P e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 /mAA
Abundance #38927: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- — P
163.0 13.50 14.00
m/z 51.00 7.35%
5000
78.0
119.0
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90821\
Data File : BF125398.D

Acqg On : 8 Sep 2021 13:11
Operator : JU/CG

Sample : PB138943BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.921 6.42 ng 398445 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 91
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
3 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
4 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 72
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 52

Abundance Scan 2012 (13.921 min): BF125398.D\data.ms (-2008) (1  m/z 105.00 100.00%

105.0 1490
5000

51.0 14 00
ol L 127902090 7 149.00  86.14%
miz--> 50 100 150 200 250
Abundance #216951: Diethylene glycol dibenzoate
105.0 1490
5000
1400

m/z 77.00 41.94%
|

51.0
ols0 | | | 179.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0

105.0 1400
5000 ITI/Z 50.95 9.96%
o 51.0 | 1960 239.0
R O B e
miz--> 50 100 150 200 250
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester =y
105.0 149.0 14.00
m/z 150.00 8.77%
5000
51.0
ol L b 2100 2874 Ay
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90821\
Data File : BF125398.D

Acqg On : 8 Sep 2021 13:11
Operator : JU/CG

Sample : PB138943BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.162 3.39 ng 177719 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 93
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 49
3 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 47
4 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 47

5 7H-[1,2,4]Triazolo[3,4-b][1,3,4]... 360 C16H10F2N4S2 1000310-22-0 47

Abundance Scan 2563 (17.162 min): BF125398.D\data.ms (-2552) (1  m/z 360.15 100.00%

360.1
5000 152.0
R .Y

207.0 253.9 17.00 17.50

55.0 97.1 H |
ob b b by kL b m/z 152.00 39.71%
m/z--> 50 100 150 200 250 300 350
Abundance #270192: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.(
152.0
Ly
5000 T ‘ T T T T ‘ T
77.0 17.00 17.50

m/z 361.20  30.97%

272.0
ol— # ‘““ ‘ ‘\‘\‘m‘\\‘\‘\h\ L L ‘O‘Z‘Zg‘o‘h\‘ ‘\‘ L P
miz--> 50 100 150 200 250 300 350
Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h
360.(
—— —r
17.00 17.50
5000 m/z 359.10 29.32%
207.0
s 19, 120100 | a0 sisg |
miz--> 50 100 150 200 250 300 350
Abundance #270208: Pentacyclo[18.4.1.1(2,7).1(8,13).1(14,19)]octac —— ——
360.( 17.00 17.50

m/z 179.20  24.74%

5000
165.0 5.0
11 ‘ 253.0 3030
0 519 \ J MWMMM\WNMMJMMWNW‘MW\‘\ L 1) M | [

m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90821\
Data File : BF125398.D

Acqg On : 8 Sep 2021 13:11
Operator : JU/CG

Sample : PB138943BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.240 3.3 ng 167840 1 6.886 1029050 20.0
Morpholine, 4-p... 13.845 2.1 ng 127753 5 14.057 1240330 20.0
Oxybis(propane-... 13.886 2.5 ng 153640 5 14.057 1240330 20.0
Diethylene glyc... 13.921 6.4 ng 398445 5 14.057 1240330 20.0
(1,1'-Biphenyl)... 17.162 3.4 ng 177719 6 15.545 1047530 20.0
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