LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acqg On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc :

ALS Vvial : 20 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: BF130847.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.287 27 34 40 rVB 1750230 2343889 62.02% 10.420%
2 5.169 520 524 533 rVB 261248 280404 7.42% 1.247%
3 5.557 585 590 593 rBV 1573598 1378597 36.48% 6.129%
4 6.551 754 759 762 rBV 996683 851337 22.53% 3.785%
5 6.945 822 826 829 rVB 777790 628327 16.63% 2.793%
6 7.510 916 922 925 rBV 2099659 2131473 56.40% 9.476%
7 8.128 1022 1027 1039 rBV 591482 639334 16.92% 2.842%
8 8.228 1039 1044 1048 rVB 915800 807221 21.36% 3.589%
9 9.310 1222 1228 1231 rBV 3768766 3778990 100.00% 16.800%
10 9.416 1242 1246 1254 rVB 332387 287474 7.61% 1.278%
11  9.698 1289 1294 1297 rBV 92313 67885 1.80% 0.302%

12 9.986 1338 1343 1347 rBV 1015977 918588 24.31% 4.084%
13 10.780 1471 1478 1481 rBV 2629782 2306665 61.04% 10.254%
14 11.480 1593 1597 1600 rBV 1123785 914028 24.19% 4.063%
15 11.869 1659 1663 1666 rVB 146465 112206 2.97%  ©.499%

16 12.574 1777 1783 1792 rVB 292327 280560 7.42%  1.247%

17 12.663 1792 1798 1801 rBV 81628 70183 1.86% ©0.312%
18 13.074 1863 1868 1871 rBV 3391411 3100284 82.04% 13.782%
19 14.016 2022 2028 2038 rBV9 13817 39368 1.04% 0.175%

20 14.121 2043 2046 2050 rVB 704661 662481 17.53%  2.945%

21 14.221 2057 2063 2070 rBV 222760 243892 6.45% 1.084%
22 14.998 2191 2195 2199 rBV 156613 161546 4.27% 0.718%
23 15.639 2299 2304 2309 rBV 397591 489681 12.96% 2.177%

Sum of corrected areas: 22494413
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 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: BF130847.D\data.ms
3500000

3000000

2500000

7.510
2000000
2.287

5.557
1500000

1000000 6.551

6.945

500000
5.169

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF130847.D\data.ms

9.310
3500000 13.074

3000000

10.780
2500000

2000000

1500000

11.480
1000000 8.228 9.986

500000 jL J 416 L ass 12,574
9.698 : 663
0 : — —h— L - \ ]JP

— — — — ‘ A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF130847.D\data.ms

4

3500000
3000000
2500000
2000000
1500000

1000000
14.121

500000 15.639
4.221 14.998

14.018 |

T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T T ‘ T T T T T T ‘ T T ‘ T T ‘ T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 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

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.287 74.61 ng 2343890 1,4-Dichlorobenzene-d4 6.945

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 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance  Scan 34 (2.287 min): BF130847.D\data.ms (-27) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.1
R B
220 240 2.60
1) Lg-l | ;
O v gl m/z 43.05 47.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L AL LA L B B
43.0 220 240 2.60
' 87.0 m/z 55.05 31.97%
29.
ﬁ ° I ‘\‘ ‘ LQO ‘ |
O \‘HH‘\\H‘\H\‘\f\‘f“\\\\‘\\\\‘\\\\‘\\H’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 .
220 240 2.60
5000 41.0 55.0 m/z 87.10 26.88%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- R B R
73.0 220 240 2.60
m/z 41.05 15.84%
5000
45.0
ol 200 || 590 | &8 L
T e e e e e e B e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 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 3
R.T. EstConc Area Relative to ISTD R.T.
5.169 8.93 ng 280404  1,4-Dichlorobenzene-d4 6.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 524 (5.169 min): BF130847.D\data.ms (-520) (-) m/z 43.05 100.00%
3.0
5000
A
1011 4.80 5.00 5.20 5.40
Ol il 2901 n/z 59.18 52.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N LN BN LR I
4.80 5.00 5.20 5.40
m/z 101.10  15.64%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.69%
‘ 101.0
ol ek 780 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate e EARaEES S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.39%
5000
150 720 100.0
oAttt PR ey
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 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

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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.128 15.84 ng 639334  Naphthalene-d8 8.228

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Di-sec-Butyl ether 130 C8H180 006863-58-7 59
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
Abundance Scan 1027 (8.128 min): BF130847.D\data.ms (-1022) (-) m/z 45.10 100.00%
451
5000 /L\
R pamaEEE
75"1 101.1 7.80 8.00 8.20 8.40
0 ““‘“‘MW“JWM‘Wn“WV‘JM ““}?%}““‘ m/z 57.10 97.61%
m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B R R R
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10 39.58%
0 T \‘H“\‘ T “‘H‘\ T ‘! ‘UH\ T ‘1“\‘ T \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether
45.0
 AREmmEZEsEmEEE R
7.80 8.00 8.20 8.40
5000 29.0 m/z 75.10 16.22%
101.0
83.0
oLl fL-O YIRS N 2 —
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- R e A
45.0 7.80 8.00 8.20 8.40
m/z 56.10 15.79%
5000
89.0
29.0
73
RO 0 N IO Y S N Y W
m/z--> 20 40 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\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 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

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 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.416 6.26 ng 287474  Acenaphthene-di0 9.986

Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 49
4 Acetaminophen 151 C8HINO2 000103-90-2 47
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 47
Abundance Scan 1246 (9.416 min): BF130847.D\data.ms (-1242) (-) m/z 43.05 100.00%
3.0
109.1
5000
151.1
Rmana e
‘ 69‘-1 | 9.00 9.20 9.40 9.60 9.80
O ot sl b 2930 7 169,10 65.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘\\\\‘\\j\\\‘\\\\‘\\\\‘\\
9.00 9.20 9.40 9.60 9.80
69.0 m/z 151.05 36.81%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“iH‘\‘\ “\ ! \“ T 1 T \‘\ T ‘Jr??\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
Rmaas e  REaan R
9.00 9.20 9.40 9.60 9.80
5000 151.0 m/z 41.10 22.79%
1 SN N | P W N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol PR R T
109.0 9.00 9.20 9.40 9.60 9.80
m/z 69.10 13.86%
5000 151.0
43.0
80.0
o R KNIV NSRRI AN RN IS AN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 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

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 5 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.869 2.46 ng 112206  Phenanthrene-die 11.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 90
5 Dodecanoic acid, 1@0-methyl-, met... 228 C14H2802 005129-65-7 87
Abundance Scan 1663 (11.869 min): BF130847.D\data.ms (-1659) (- m/z 74.00 100.00%
74.0
5000{ 43.0
43.1 !
M H ‘1010 185.1 22‘7-2 9704 11.50 12.00
0 el “u,M‘MHH,‘J‘wHH_mwmm_Hu_m_ww‘ m/z 87.08  76.61%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.05 42.19%
‘u \“ ‘\ \\\1(\)\10 | 17\10\199022\70 270
O\‘HH’\H\‘H‘H’\‘H\“HH’\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

el

74.0
11.50 12.00
5000/ 43.0 m/z 55.10  36.38%
‘_‘H,HH‘H‘WH‘w‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester e e
74.0 11.50 12.00
m/z 41.05 33.05%
5000, 43.0
0 A H ‘H‘ I \1(\)\1 0 \143 ° 18'\5 0\ 228.0
e e e e e e e e — T
m/z--> 20 40 60 80 100120 140160 180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27

Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 9-Octadecenoic acid (Z)-, m... Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
12.574 6.14 ng 280560  Phenanthrene-die 11.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
3 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 91
4 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 87
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 86

Abundance Scan1783(12574num BF130847.D\data.ms (-1777) (- m/z 55.05 100.00%
.0
5000
970
T \
‘ H 37.1 1801 2222 264.3 12.50
ob— ‘ mu\ Mm muhm b A ‘ i ‘ m/z 41.05 68.36%
m/z--> 100 150 200 250 300
Abundance #194441. 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000  — ‘
87.0 12.50
m/z 69.10 55.89%
1{23 0 180.0 222 0 264.0
0,1'5'0 \\ u“nh‘\h\m‘ \H\‘h ‘u e b | M | . ‘2‘96‘(:
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
T \
12.50
5000 m/z 43.05 52.05%
81.0
‘ 3.0 264.0
180.0 222.0
ob— “‘ H‘\ HHM h“”m‘ s fl b - }‘L e ““ ‘2‘96(:
m/z--> 50 100 150 200 250 300
Abundance  #158443: 7-Hexadecenoic acid, methyl ester, (2)- P :
55.0 12.50
m/z 74.00 47 .90%
5000 87.0
1230 1940
ol L1850 1940 23602680 _
m/z--> 50 100 150 200 250 300 12.50

8270-BF102722.M Mon Oct 31 13:04:58 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 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

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 7 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.221 7.36 ng 243892  Chrysene-d12 14.127
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 87
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 38
5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 23
Abundance Scan 2063 (14.221 min): BF130847.D\data.ms (-2057) (- m/z 277.10 100.00%
277.1
5000 A\
77.1 199.0
304 ‘ 1151 152.1 H 14.00 14.50
ol 3ok L usd 4 Ak b wza28.1e  31.83%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 \
14 00 14 50
77.0 199.0 m/z 199.0 22.38%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T T ‘H\ T \ T H T T T T ‘ T T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
\
l4 00 14 50
5000 m/z 77.1 21.69%
77.0 183.0
oo Lol | s |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy ‘
277.0 14 00 14 50
m/z 201.1 19.48%
5000
.0 183.0
131.0
N T W . T VNN o B |
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF102722.M Mon Oct 31 13:05:00 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acq On : 29 Oct 2022 03:27

Operator : CG\JU

Sample : N5292-02

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Supraene Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
14.998  6.60 ng 161546  perylene-d12 15.639
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 supraene 410 CoHse 007683-64-9 62

2 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66

3 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S
4 Trifluoroacetyl-lavandulol 250 C12H17F302
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

000502-62-5 59
1000432-27-5 53
028673-24-7 53
125529-10-4 53

Abundance Scan 2195 (14.998 min): BF130847.D\data.ms (-2191) (- m/z 69.10 100.00%
69.1
5000
149.1
P
| Ll 208.0  307.2 1590
o dddhslf 12080 8072 . m/z 81.18 50.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 T
15.00
41.05 32.48%
137.0
bbb dd 4 |, 203.0 273.0 341.0 410.0
‘\\\\‘\ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343494: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,15
69.0
1500
5000 ITI/Z 149.05 29.42%
137.0
204.0
o LU 40 2730 3410 4050 4770 536,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170751: 3,7-Dimethyl-1-phenylsulfonyl-2,6-octadiene ‘/\‘N -
69.0 15.00
m/z 95.10 14.20%
5000
137.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102822\
Data File : BF130847.D

Acqg On : 29 Oct 2022 03:27
Operator : CG\JU

Sample : N5292-02

Misc

ALS vial : 20 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... 2.287 74.6 ng 2343890 1 6.945 628327 20.0
2-Pentanone, 4-... 5.169 8.9 ng 280404 1 6.945 628327 20.0
Ethanol, 2-(2-b... 8.128 15.8 ng 639334 2 8.228 807221 20.0
2,4,7,9-Tetrame... 9.416 6.3 ng 287474 3 9.986 918588 20.0
Hexadecanoic ac... 11.869 2.5 ng 112206 4 11.480 914028 20.0
9-Octadecenoic ... 12.574 6.1 ng 280560 4 11.480 914028 20.0
Triphenylphosph... 14.221 7.4 ng 243892 5 14.127 662481 20.0
Supraene 14.998 6.6 ng 161546 6 15.639 489681 20.0
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