LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127648.D

Acqg On : 06 Apr 2022 15:11
Operator : CG\JU

Sample : PB143920BL

Misc :

ALS Vvial : 10 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127648.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.598 556 563 566 rBV 3901053 4585866 74.08% 12.421%
2 6.581 723 730 733 rBV 3617908 4745133 76.65% 12.852%
3 6.963 791 795 798 rBV 1152654 942275 15.22% 2.552%
4 7.528 884 891 894 rBV 2731729 3209434 51.84% 8.693%
5 8.245 1008 1013 1017 rBV 1245068 1231763 19.90%  3.336%

6 9.327 1190 1197 1200 rBV 5019781 5882759 95.03% 15.933%
7 10.010 1306 1313 1316 rBV 1487809 1471342 23.77%  3.985%
8 10.804 1440 1448 1451 rBV 3640536 3896898 62.95% 10.555%
9 11.504 1560 1567 1570 rBV 1700067 1547315 25.00% 4.191%
10 12.910 1802 1806 1809 rBV 151878 129075 2.09% ©.350%

11 13.098 1832 1838 1841 rBV 5606890 6190475 100.00% 16.767%
12 13.615 1922 1926 1931 rBV2 123301 115474  1.87%
13 14.151 2013 2017 2020 rBV 1472077 1278349 20.65%
14 14.245 2027 2033 2040 rBV 231771 268285  4.33%
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15 15.304 2209 2213 2221 rVB 65381 74529 1.20% 202%
16 15.674 2270 2276 2280 rBV 759447 977673 15.79%  2.648%
17 15.715 2280 2283 2290 rVB 64372 87125 1.41% 0.236%
18 16.186 2358 2363 2370 rBV2 43412 72404 1.17% 0.196%
19 16.739 2451 2457 2465 rVB2 34828 66122 1.07% 0.179%
20 17.803 2626 2638 2640 rBV5 50045 148930 2.41% 0.403%

Sum of corrected areas: 36921226
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 06 Apr 2022 15:11
: CG\JU
: PB143920BL

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
BF127648.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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\BF040622\
Data File : BF127648.D

Acqg On : 06 Apr 2022 15:11
Operator : CG\JU

Sample : PB143920BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.910 2.02 ng 129075  Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 98
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 96
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 70
4 5-Methyl-2-hexanol, chlorodifluo... 228 C9H15C1F202 1010376-27-1 27
5 Butyl 4,8,12-trimethyl- trldecanoate 312 C20H4002 1000336-63-2 27

Abundance Scan 1806 (12.910 min): BF127648.D\data.ms (-1802) (- m/z 56.10 100.00%
56.1
5000
257.3
129 ]
213.2 , 13.00
o4 ‘H “h L 713 S ‘ - ‘:‘)’1“21‘ m/z 57.18 59.68%
miz--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
568.0
5000 e L
1300
‘ ‘ ‘ . 257.0 m/z 41.10 4.23%
ok ‘r | ‘ ‘H\ \M\ \M ‘Hh‘ gy 1850219‘0“ \“ — ‘3‘1‘\2"(
miz--> 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
1300
5000 m/z 43.10 42.21%
129 257.0
LLLETO® wso  FT0
X001 P Y o BN O -
miz--> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester
56.0 1300
m/z 55.00 35.58%
5000
257.0
129.0
LS e @0 | e
oLt il ey gl . \ Ll ‘

m/z--> 50 100 150 200 250 300 1300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127648.D

Acqg On : 06 Apr 2022 15:11
Operator : CG\JU

Sample : PB143920BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.245 4.20 ng 268285  Chrysene-di2 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 92
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 45
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 38
Abundance Scan 2033 (14.245 min): BF127648.D\data.ms (-2027) (-, m/z 277.10 100.00%
277.1
5000 k
77.0 —— —
| ‘ 1521 H 14.00 14.50
Ol bbb 8500 430, 0508 16 30.19%
mlz--> 50 100 150 200 250 300 350 400
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — S
152.0 14.00 14.50
m/z 77.05 22.97%
()J‘\‘I “ “‘\“1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T ‘ \/\ T T ‘ T
14.00 14.50
5000 m/z 201.10 21.30%
o 183.0
ol2r0l | 1289 | lz2s0
miz--> 50 100 150 200 250 300 350 400
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror e A
277.0 14.00 14.50
m/z 199.10 20.37%
5000
199.0
152.0
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127648.D

Acqg On : 06 Apr 2022 15:11

Operator : CG\JU

Sample : PB143920BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 3 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.803 3.05 ng 148930  Perylene-di2 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 87
2 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20ON2 004733-39-5 46
3 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13BO6 1000150-23-7 43
4 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20ON206 014414-32-5 43
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 38

Abundance Scan 2638 (17.803 min): BF127648.D\data.ms (-2626) (1  m/z 360.20 100.00%
360.2
5000 152.0 /\\
1750 18.00
254.1 . .
o.M usg | ‘\207 ol ;
0328 Lyl b b m/z 152.00  48.23%
m/z--> 50 100 150 200 250 300 350
Abundance #270193: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.(
5000 — L
152.0 17.50 18.00
77.0 m/z 361.20 27.32%
ol deeo 0 |
miz--> 50 100 150 200 250 300 350
Abundance #270187: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl
360.(
‘ T T A‘ T
17.50 18.00
5000 ITI/Z 179.05 26.23%
180.0
390 780 1290 7 240.0 284.0321.0 |
s e T T R e
miz--> 50 100 150 200 250 300 350
Abundance #269687: 1,3,2-Dioxaborolane, bis(spiro[4-2":5-2"lindane) b P
104.0 360.( 17.50 1800
m/z 359.15 24.88%
5000
43.0 163.0
‘ H ‘ ‘ 276.0 316.0
0‘\\\‘\\HM‘\‘\H\M‘HM‘ u‘\‘”u“d‘mﬂ”\‘ ‘\“\H"\‘ — A
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127648.D

Acqg On : 06 Apr 2022 15:11
Operator : CG\JU

Sample : PB143920BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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|
Hexadecanoic ac... 12.910 2.0 ng 129075 5 14.151 1278350 20.0
Triphenylphosph... 14.245 4.2 ng 268285 5 14.151 1278350 20.0
(1,1'-Biphenyl)... 17.803 3.0 ng 148930 6 15.674 977673 20.0
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