LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

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-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124108.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.204 11 20 25 rBV2 48072 63959 2.91% ©0.513%
2 5.104 509 513 522 rVB 79948 101864 4.64% 0.817%
3 5.498 575 580 583 rBV 1421830 1470357 67.00% 11.798%
4 6.504 745 751 754 rBV 1337750 1438475 65.55% 11.543%
5 6.869 809 813 817 rBB 379087 301359 13.73% 2.418%

6 7.434 903 909 912 rBV 1011628 991951 45.20%  7.960%
7 8.151 1027 1031 1035 rBV 405977 380941 17.36% 3.057%
8 9.233 1209 1215 1218 rBV 2325569 1895044 86.35% 15.206%
9 9.910 1326 1330 1334 rBV 548985 457047 20.83% 3.667%
10 10.704 1460 1465 1468 rBV 1491620 1318570 60.08% 10.580%

11 11.398 1579 1583 1587 rBV 616959 480625 21.90% 3.857%
12 12.992 1849 1854 1857 rBV 2482472 2194538 100.00% 17.609%

13 13.839 1990 1998 2000 rBV 47308 62260 2.84%  ©.500%
14 13.874 2000 2004 2006 rVvV 63676 71895 3.28% ©.577%
15 13.910 2006 2010 2015 rVB 170453 163366 7.44% 1.311%
16 14.045 2026 2033 2036 rBV 459047 423901 19.32% 3.401%
17 14.510 2107 2112 2115 rBV 37506 35447 1.62% 0.284%
18 14.821 2159 2165 2169 rVB 46671 50735 2.31% 0.407%
19 15.168 2218 2224 2229 rBV 54832 68065 3.10% 0.546%
20 15.527 2280 2285 2289 rBV 272130 360043 16.41% 2.889%
21 15.557 2289 2290 2295 rVB 44769 39612 1.81% 0.318%
22 16.004 2362 2366 2371 rVB3 32887 50805 2.32% 0.408%
23 16.521 2447 2454 2458 rBV2 21882 41483 1.89% 0.333%
Sum of corrected areas: 12462342
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 May 2021 15:44

: PB136683BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
BF124108.D

Ju/CaG

: 3  Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124108.D\data.ms

2000000

1500000 .

5.498 6.504
1000000 7434
500000 6.869
2.204 5.104
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF124108.D\data.ms
9.233 D92

2000000

1500000 10.704

1000000

9910 11.398
500000 8.151

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: BF124108.D\data.ms

2000000

1500000

1000000

500000 14.045
15.527
13.91
1%‘94 14.510 14.821 15.168 15;.\&357 16.004 16.521
O 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 T ‘ T T T T ‘ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown2.20 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.204 4.24 ng 63959 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 42
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 38
4 1-Pentanamine 87 C5H13N 000110-58-7 17
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 12
Abundance  Scan 20 (2.204 min): BF124108.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
43.0
5000 55.0
87.1
A
‘ ‘ 2.20 2.40 2.60
Ottt m/z 43.08 55.64%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.20 2.40 2.60
550 87.0 m/z 55.00 46.28%
29.0 | ‘ |
O\‘\\\\"\\\\“1\‘\\‘\\1\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #13730: 3-Hexanol, 2,4-dimethyl-
73.0
45'0 T ‘ L ‘ L ‘ L
55.0 220 240 260
5000 87.0 m/z 87.106  25.99%
29.0
O H‘MHM“_MW:_“W“‘W‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4463: 3-Pentanol, 3-methyl- At
73.0 2.20 2.40 2.60
m/z 44.90 18.88%
5000 550
43.0
29.0 ‘ ‘ 87.0
oL, \ L1030

m/z--> 20 30 60 70 80 90 100 110 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.104 6.76 ng 101864 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Acetone 58 C3H60 000067-64-1 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 513 (5.104 min): BF124108.D\data.ms (-509) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 P
83.0 4.80 5.00 5.20 5.40
bl il SO myz s9.10 63.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ey
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.10 19.69%
O \\\‘\f‘f‘f‘\\fﬁﬁ\.\o\\“u{\\‘\\} ‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #30194: 2-Nonanone, 9-hydroxy-
R AR
4.80 5.00 5.20 5.40
5000 m/z 101.10 18.53%
71.0
83.0
SRS A sl
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime AR AR
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.50%
5000
101.0
oL 180 310 | 589 790 60
R Ea T e R e RAARARRaR AR R REE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzamide, N-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.839 2.94 ng 62260 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 86
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
4 Benzamide, N-acetyl- 163 C9HONO2 001575-95-7 56
5 Ethanone, 2-(formyloxy)-1-phenyl- 164 C9H803 ©955153-12-3 38
Abundance Scan 1998 (13.839 min): BF124108.D\data.ms (-1990) (-  m/z 105.10 100.00%
105.1
5000 163.1
— e
51.0 207.1 13.50 14.00
ot m/z 163.10  46.75%
miz-> 50 100 150 200 250 300
Abundance #32814: Benzamide, N-propyl-
105.0
5000 — ‘J\‘ :
13.50 14.00
163.0 m/z 77.00  31.29%
51.0 ‘
O\\\\‘i‘\\“\\“\\‘\“\‘\“\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl-
105.0
— Py
163.0 13.50 14.00
5000 m/z 51.00 8.48%
51.0
150 | |
ottt
miz--> 50 100 150 200 250 300
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz A ‘A‘ e
105.0 13.50 14.00
m/z 106.00 8.20%
163.0
5000
59.0 207.0 Mk
obei g T 343 |
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanone, 2-(2-methylpropox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.39 ng 71895 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 2-(2-methylpropoxy)-1,... 268 C18H2002 022499-12-3 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 59
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 56
4 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 53
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 43

Abundance Scan 2004 (13.874 min): BF124108.D\data.ms (-2000) (-  m/z 105.00 100.00%
1

05.0
163.1
5000

‘51‘_0 | 207.1 13.50 14.00 .
bbb A m/z 163.10  65.74%
miz--> 50 100 150 200 250 300
Abundance #117548: Ethanone, 2-(2-methylpropoxy)-1,2-diphenyl-
105.0
163.0 A
5000 57.0 — Wy

13.50 14.00
m/z 76.95 41.31%

\\“\ ‘\‘ }‘”\‘\‘H ‘1““‘\ ‘\\\“\‘\\\“\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0

\ T
13.50 14.00

o

5000 ITI/Z 106.00 8.53%
51.0
N T A
m/z--> 50 100 150 200 250 300 ﬁA
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz — ‘ﬂ‘ ‘
105.0 13.50 14.00
m/z 50.95 7.94%
163.0
5000
59.0
OH\\MH\ e ‘\\‘w\““‘\“‘2\(‘)?‘0”“”“”?“’43"| A ‘/1‘ o
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-(2-(2-Methoxyethoxy)ethox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.910 7.71 ng 163366 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 83
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 74
3 Benzoic acid, (2-methyl-3-nitrop... 271 C15H13NO4 1000367-95-0 74
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 74
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 47

Abundance Scan 2010 (13.910 min): BF124108.D\data.ms (-2006) (-  m/z 105.00 100.00%

105.0
149.1
5000
51.0 14 00
Ol b e e e 202 e, M/Z 149,05 81.18%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0
149.0
5000 59.0
1400
m/z 77.10 49.61%
ol A0l L] 17902000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 l4 00
5000 ITI/Z 50.95 15.87%
77.0
o150 450 | | 179.0 236.0
e R Raaam e R
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #120027: Benzoic acid, (2-methyl-3-nitrophenyl)methyl es A A h
105.0 149.0 14.00
77.0 m/z 150.00 9.36%
5000
0o 3wk d g L A790 22602540 N
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.821 2.82 ng 50735 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 2-methyloctacosane 408 C29H60 1000376-72-8 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 2165 (14.821 min): BF124108.D\data.ms (-2159) (- m/z 57.10 100.00%
57.1

5000
Py S
‘ “1411 251 14.50 15.00
Ol S e e m/z 43.00 60.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
5000
1450 1500
m/z 71.10 57.21%
. l‘ [L}7]0197.02670 3800
‘\\1\\\FVW\VT\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
14.50 15.00
5000 m/z 85.10 42.76%
0 N 1 |1 127:0197.0267.0337.0407.0 491.0562.0
P e S e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane AAA‘ A b ) I
57.0 14.50 15.00

m/z 55.10 24.87%

) JLMWJ\W
ol ‘ || }#/:0197.0 281.0351.0421.0 506.0 W\ANJKMWM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14 50 15. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 Sulfurous acid, butyl undec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.168 3.78 ng 68065 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 59
2 Tetratetracontane 619 C44H90 007098-22-8 58
3 Heptacosane 380 C27H56 000593-49-7 58
4 Hentriacontane 437 C31He64 000630-04-6 53
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 53

Abundance Scan 2224 (15.168 min): BF124108.D\data.ms (-2218) (-1 m/z 57.00 100.00%
57.0

=

5000
ks —
ﬂtz‘m 207.1 g1 0 15.00 15.50
b L b e m/z 71,10 69.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #137567: Sulfurous acid, butyl undecyl ester
57.0
5000
15.00 15.50
‘ ‘ m/z 43.080  63.89%
J 155.0
O‘\\JL\“\JIJ‘\H‘\J\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
A —
15.00 15.50
5000 ITI/Z 85.10 58.88%

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

S

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0 15.00 15.50
m/z 55.00 29.44%
5000

2

L 05700670 ss00
O N N R A AR RN R AR RS AR AR RN A 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.004 2.82 ng 50805 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 72
2 Heptacosane 380 C27H56 000593-49-7 72
3 Hexatriacontane 507 C36H74 000630-06-8 72
4 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 64
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 2366 (16.004 min): BF124108.D\data.ms (-2362) (- m/z 57.05 100.00%

57.0
5000
T
‘ ” 146.9 281.0 16.00
Ol b L e M/Z 43,18 63.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 R MM
16.00
m/z 71.10 57.95%
0 ‘ HH{;Q;gamze?.oss?.o 463.0 561.0
‘HH‘\H\‘\\\\’H\\‘YH\‘HW\‘1\HT\H!‘1Hw\HY‘\T\w\HY‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
16.00
5000 m/z 85.10 38.51%
7.0
ouMJﬁ‘ﬁn,&??.:OZGY-O380-0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57.0 16.00
m/z 41.10 28.23%
5000
o H || 1270197.0 281.0351.0421.0 506.0
ot e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 Sulfurous acid, butyl octad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.521 2.30 ng 41483 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 78
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72
3 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 72
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 2454 (16.521 min): BF124108.D\data.ms (-2447) (- m/z 57.10 100.00%
57.1
5000
7.0 T 1
‘ ‘ “ E 141.0 267.1 16.50
ob A T m/z 71010 62.15%
miz-> 50 100 150 200 250 300
Abundance #207558: Sulfurous acid, butyl octadecyl ester
57.0
5000
16.50
m/z 43.10 58.92%
139.0
O T T T \ ‘ MH‘ “L ““ \H \”\ ‘\‘ “\ ]\_8\3\0‘ T L \25‘3;0\ T T ‘3\17\‘
miz-> 100 150 200 250 300
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
16.50
5000 m/z 85.00 36.58%
113.0 169.0
oo [ AL L, [ auoe eero
miz--> 50 100 150 200 250 300
Abundance #86145: Ethanol, 2-(dodecyloxy)-
57.0 16.50
m/z 55.00 24.63%
5000
LT 0
oH“ “‘M “ ““wm_‘uH\HH‘HH‘H —
mlz--> 100 150 200 250 300 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052821\
Data File : BF124108.D

Acqg On : 28 May 2021 15:44
Operator : JU/CG

Sample : PB136683BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.20 2.204 4.2 ng 63959 1 6.869 301359 20.0
2-Pentanone, 4-... 5.104 6.8 ng 101864 1 6.869 301359 20.0
Benzamide, N-pr... 13.839 2.9 ng 62260 5 14.045 423901 20.0
Ethanone, 2-(2-... 13.874 3.4 ng 71895 5 14.045 423901 20.0
2-(2-(2-Methoxy... 13.910 7.7 ng 163366 5 14.045 423901 20.0
Heptacosane 14.821 2.8 ng 50735 6 15.527 360043 20.0
Sulfurous acid,... 15.168 3.8 ng 68065 6 15.527 360043 20.0
Tetratetracontane 16.004 2.8 ng 50805 6 15.527 360043 20.0
Sulfurous acid,... 16.521 2.3 ng 41483 6 15.527 360043 20.0
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