LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132938.D

Acqg On : 20 Apr 2023 14:45

Operator : CG\JU

Sample : 02270-01 :
Misc : SB-17-0-2-20230410

ALS vial : 6 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132938.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  2.116 3 5 11 rvB 157219 166970 1.81% 0.274%
2 4.969 485 490 501 rVB 497886 708275 7.66% 1.164%
3 5.369 553 558 561 rBV 8114957 8811325 95.30% 14.477%
4 6.392 726 732 735 rBV 7764978 9246018 100.00% 15.192%
5 6.757 791 794 798 rVB 2289315 1745807 18.88% 2.868%

.322 885 890 893 rBV 5504335 5740397 62.09%  9.432%
.045 1009 1013 1016 rBV 2660597 2286957 24.73%  3.758%
.122 1192 1196 1199 rVB 10066834 9018830 97.54% 14.818%
.798 1307 1311 1314 rVB 2842901 2360626 25.53% 3.879%
10 10.510 1428 1432 1435 rVB 357985 269249 2.91% 0.442%

11 10.586 1440 1445 1448 rBV 5953789 5357197 57.94%  8.802%
12 11.280 1559 1563 1566 rBV 2391908 2143050 23.18% 3.521%
13 11.816 1648 1654 1663 rBV 952401 951328 10.29% 1.563%
14 12.598 1784 1787 1794 rBV ~ 299637 324395 3.51% ©.533%
15 12.869 1828 1833 1836 rBV 8398193 7600341 82.20% 12.488%
16 13.774 1983 1987 1998 rBV 410728 771802 8.35% 1.268%
17 13.910 2007 2010 2014 rBV 1685339 1567094 16.95%  2.575%
18 14.010 2024 2027 2032 rVB 410806 397958 4.30% ©0.654%
19 15.345 2249 2254 2259 rBV 1207640 1394743 15.08% 2.292%

Sum of corrected areas: 60862362
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\

BF132938.D
: 20 Apr 2023 14:45
: CG\JU
. 02270-01 .
SB-17-0-2-20230410
6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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\BF042023\

Data File : BF132938.D

Acq On : 20 Apr 2023 14:45

Operator : CG\JU

Sample : 02270-01 :
Misc SB-17-0-2-20230410

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
4.969 8.11 ng 708275 1,4-Dichlorobenzene-d4 6.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Guanidine 59 CH5N3 000113-00-8 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
Abundance Scan 490 (4.969 min): BF132938.D\data.ms (-485) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
83.1 4.60 4.80 5.00 5.20
0Frrrr e el i M/z 59.10 54.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LA LA BN BN A B
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.10 17.42%
O\\\‘\\‘\.\‘\\\ﬁ‘]r\o\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
T
4.60 4.80 5.00 5.20
5000 m/z 57.95 16.50%
101.0
oL 120 310 | 80 200 860
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate s EERERREEES S
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.15%
5000
58.0
oHW‘H"mW‘w:‘H‘m‘WH_m_m_m}mw el etann el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132938.D

Acq On : 20 Apr 2023 14:45

Operator : CG\JU

Sample : 02270-01 :
Misc SB-17-0-2-20230410

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.510 2.28 ng 269249  Acenaphthene-di0 9.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 50
4 1-Propanone, 3-chloro-1-phenyl- 168 C9H9Clo 000936-59-4 50
5 N-cyanobenzamide 146 C8H6N20 015150-25-1 50
Abundance Scan 1432 (10.510 min): BF132938.D\data.ms (-1428) (- m/z 105.10 100.00%
105.1
77.0
5000 182.1
51.1
R T
‘ ‘ 1521 | 10.50 .
O v e S e m/z 77.05 65.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 A :
10.50
51.0 m/z 182.10  50.87%
0 2?.0 | L 15?.0 |
\\\‘\\\\“\\\\’\\\H\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0
R \
10.50
5000 182.0 m/z 51.10 27.93%
51.0
‘ I 150.0 I
0 b e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl- peiped ‘
105.0 10.50
m/z 50.10 9.56%
5000 77.0
51.0
0 27'0 ‘ ‘ ulll ‘ 23;[.0
R e e A A —rA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132938.D

Acq On : 20 Apr 2023 14:45

Operator : CG\JU

Sample : 02270-01 :
Misc SB-17-0-2-20230410

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.816 8.88 ng 951328  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 60

Abundance Scan 1654 (11.816 min): BF132938.D\data.ms (-1648) (- m/z 43.10 100.00%

43.1
5000
129.1
B3.0 2132 — s
‘ 171.1 ‘ 256.3 11.50 12.00
ol Ml by L1 L 8021 s 7316 95.39%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
‘ 1710 2130 256.0 m/z 60.00 90.62%
O i“ ‘\I\S“H‘Pi““‘\“l \““\ \‘ \‘\ “ \“\‘\ T “‘\ L I
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
— ——
11.50 12.00
5000 129.0 ITI/Z 57.10 77 .45%
29.
199.0 242.0
ol LM sl | L
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid == =
73.0 11.50 12.00
m/z 41.10 73.69%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132938.D

Acq On : 20 Apr 2023 14:45

Operator : CG\JU

Sample : 02270-01 :
Misc : SB-17-0-2-20230410

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.598 4.14 ng 324395  Chrysene-di12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1787 (12.598 min): BF132938.D\data.ms (-1784) (- m/z 43.10 100.00%
43.1
5000
129 0
—— —
H‘ ‘ 185 1 24135843 12.50 13.00
ol MLl 1 ] \ ] ok 34118833 57,10 81.96%
mfz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 . —
25 0 12.50 13.00
T 185.0 2410284-0 m/z 73.00  81.39%
oL, ‘\“ H‘ ‘M\ iy ‘\‘\‘ | “‘ i “ e
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
3.0
==y =
12.50 13.00
5000 129.0 m/z 60.00 78.55%
29.0
‘ 199. 0242 0
| H ‘\\m\ uh\\\ \u‘\ al ‘ L1 ‘ ‘
ol ““‘
miz--> 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid ety ‘
'J
43.0 256.0 12.50 13.00
m/z 55.10 73.98%
5000
129 0
213.0
‘ ‘ 171.0 ‘
0 H‘\ M\M‘m ‘\\“‘ ““‘u\‘ ‘\H“‘HH‘HH‘HH —r —
m/z--> 5 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132938.D

Acq On : 20 Apr 2023 14:45

Operator : CG\JU

Sample : 02270-01 :
Misc : SB-17-0-2-20230410

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 9-Tricosene, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.774 9.85 ng 771802  Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 99
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
3 1-Tricosene 322 C23H46 018835-32-0 97
4 1-Nonadecene 266 C19H38 018435-45-5 97
5 1-Docosene 308 C22H44 001599-67-3 96

Abundance Scan 1987 (13.774 min): BF132938.D\data.ms (-1983) (- m/z 57.10 100.00%

57.1
5000
111.1

T
13.50 14.00

248.2
or ALLLLLa682 2482 3310 42014775 a3 16 o4.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227238: 9-Tricosene, (2)-
57.0
5000 111.0 R L
13.50 14.00

m/z 55.10  87.39%

‘ } } 322.0
SEEY ‘Mﬁwwumhqu49_“w‘Lu“H‘,H‘w“u,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173729: 5-Eicosene, (E)-

55.0

T
13.50 14.00

o

5000 m/z 83.10 71.20%
111.0
0 \‘_ ’ “ 167022302800
AR _m trh A T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227233: 1-Tricosene T ——
57.0 13.50 14.00

m/z 69.10  65.09%

o /\/JLV\/
111.0
I

69.0224.0 <

L ) A T

((RREIE R RN R Mg SRR — e
miz--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132938.D

Acq On : 20 Apr 2023 14:45

Operator : CG\JU

Sample : 02270-01 :
Misc : SB-17-0-2-20230410

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.010 5.08 ng 397958  Chrysene-d12 13.910
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 52
3 Dimethoxymethyl-hydroxy-tripheny... 354 C21H2303P 1000132-00-1 40
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22Br02P 001530-45-6 38
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38

Abundance Scan 2027 (14.010 min): BF132938.D\data.ms (-2024) (- m/z 277.10 100.00%
277.1

—

5000
77.1 199.1 LN
‘ 133 ‘H 14.00
Ot 239 ) 376343434881 0 578 16 32.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #171172: Triphenylphosphine oxide
277.0
5000 ——
14.00
77.0 199.0 m/z 77.10 21.61%
14.0 \ 133.
O‘\\\\‘}‘\\\\‘\\\\?\\\h\‘i\\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘

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

-

o
14.00

o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #263711: Dimethoxymethyl-hydroxy-triphenyl phosphide
277.0

5000 m/z 199.10 19.64%
o 183.0
h‘ L \]_\Zugq‘h I L H

=
14.00
m/z 201.10  17.56%

5000

337.0

51.0 108.0 1830 ‘
(SRS S LA ES MRV SN VLRSS

T
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00

N
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042023\
Data File : BF132938.D

Acqg On : 20 Apr 2023 14:45

Operator : CG\JU

Sample : 02270-01 :
Misc : SB-17-0-2-20230410

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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|
2-Pentanone, 4-... 4.969 8.1 ng 708275 1 6.757 1745810 20.0
Benzophenone 10.510 2.3 ng 269249 3 9.798 2360630 20.0
n-Hexadecanoic ... 11.816 8.9 ng 951328 4 11.280 2143050 20.0
Octadecanoic acid 12.598 4.1 ng 324395 5 13.910 1567090 20.0
9-Tricosene, (Z)- 13.774 9.8 ng 771802 5 13.910 1567090 20.0
Triphenylphosph... 14.010 5.1 ng 397958 5 13.910 1567090 20.0
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