LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131806.D

Acqg On : 23 Dec 2022 14:58
Operator : CG\JU

Sample : PB149846BL

Misc :

ALS vial : 7 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-BF122022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131806.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 10 18 rVB 86788 112608 2.31% 0.454%
2 5.069 500 507 521 rBV 129490 212942 4.36% 0.859%
3 5.469 570 575 578 rBV 2673903 2687535 55.05% 10.842%
4 6.481 742 747 750 rBV 2337918 2755242 56.43% 11.115%
5 6.845 806 809 813 rBV 730962 584839 11.98%  2.359%

6 7.416 901 906 909 rBV 1620343 1829711 37.48% 7.382%
7 8.139 1024 1029 1032 rBV 831824 786549 16.11% 3.173%
8 9.222 1207 1213 1216 rBV 3532197 3683366 75.44% 14.860%
9 9.904 1323 1329 1332 rBV 1215321 1015202 20.79%  4.096%
10 10.704 1458 1465 1468 rBV 2855826 2608048 53.42% 10.522%

11 11.404 1578 1584 1587 rBV 1421635 1181084 24.19% 4.765%
12 12.816 1820 1824 1827 rBV 122171 104671 2.14%  0.422%
13 13.004 1851 1856 1859 rBV 4787966 4882367 100.00% 19.697%

14 13.521 1941 1944 1948 rBV 87864 70883 1.45% 0.286%
15 14.062 2031 2036 2039 rBV 1149472 1026614 21.03% 4.142%
16 14.839 2164 2168 2171 rVB 50815 51056 1.05% 0.206%
17 15.186 2223 2227 2231 rVB 61414 67157 1.38% 0.271%
18 15.562 2285 2291 2299 rVB 556786 795139 16.29% 3.208%
19 16.027 2365 2370 2376 rVB 60304 94712 1.94% 0.382%
20 16.551 2453 2459 2466 rBV 53114 97991 2.01% 0.395%
21 17.162 2557 2563 2570 rBvV2 33005 66960 1.37% 0.270%
22 17.892 2678 2687 2695 rBV3 27383 72897 1.49% 0.294%
Sum of corrected areas: 24787573
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\

BF131806.D
: 23 Dec 2022 14:58
: CG\JU
: PB149846BL
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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\BF122322\
Data File : BF131806.D

Acqg On : 23 Dec 2022 14:58
Operator : CG\JU

Sample : PB149846BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.146 3.85 ng 112608 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 25
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10
Abundance  Scan 10 (2.146 min): BF131806.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
5000
43.0 //\
87.1 GV A
90 ‘ 2.202.302.402.502.60
\‘H\\‘HH“M\‘\\‘\‘\\‘\“'HH“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\ m/z 43.05 36.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 IEANRARANREEE N R RN
43.0 2.202.302.402.502.60
' 87.0 m/z 55.00  25.43%
29.0 %
\‘H\”“HH“‘f‘\‘f\‘\f\?‘-(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘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 e SEEE SRR
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 23.88%
27.0
S A [ 1120 1290
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9497: 3-Hexanol, 2-methyl- R ARARaEmaEaEEy s
550 73.0 2.202.302.402.502.60
m/z 41.00 10.77%
5000
27.0 410
e b L ero mso
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131806.D

Acqg On : 23 Dec 2022 14:58
Operator : CG\JU

Sample : PB149846BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.069 7.28 ng 212942  1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF131806.D\data.ms (-500) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 e A
| | 83.0 4.80 5.00 5.20 5.40 .
\\\‘\\\\‘\\\\‘\\\\‘\i\\‘\\‘\‘\‘\\\\‘HH‘\‘\H‘\HHHH‘\ m/Z 59.00 61.87A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B B AL B
4.80 5.00 5.20 5.40
101.0 m/z 101.00 21.16%
3]T'0 Ly | 83.0 |
\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
e ARRamEEs R
4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 15.67%
58.0
15‘.0 270 | 7%.0 100.0
L | |
LA A B o R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4576: Morpholine, 4-methyl- e RAARamEES T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.86%
5000
15.0 71.0 101.0
27.0 w0 T ‘
e et et el 880 SN | R W
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\BF122322\
Data File : BF131806.D

Acqg On : 23 Dec 2022 14:58
Operator : CG\JU

Sample : PB149846BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.816 2.04 ng 104671  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 96
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 76
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 25

Abundance Scan 1824 (12.816 min): BF131806.D\data.ms (-1820) (- m/z 56.10 100.00%
56.1
5000
257.1 f\
129 0 A L
il 97‘ 0 1710 2131 ‘ a12- 1250 13.00
T ‘\" T M‘ ‘\‘H‘\‘\ \"‘\ \‘ \‘\ T t |H\ I fl m/Z 57.10 55.80%
miz--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 A4 -
12.50 13.00
‘ ‘ ‘ . 257.0 m/z 41.10 47.20%
: \r | ’ ‘ H\ \M\ \h\ ‘uh‘ S 18502190‘ ‘\“ S :"’1‘2‘(
miz--> 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0 A
‘ T T T ‘ T \N T
12.50 13.00
5000 m/z 43.10 41.38%
97.0 129 0 257.0
. ’\ h um\ HM \‘mh‘ alu . ‘18‘\5‘0‘ S— \‘ T \“ —— 3‘1“2‘(
miz--> 50 100 150 200 250 300 j\
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester el ‘ 4M i AW
56.0 12.50 13.00
m/z 55.00 40.44%
5000
257.0
97.0 129.0 ‘ )\ A
213.0
: d“ ’ !\ \“}H \M\ \hw J \H\‘ “ - %7}"0\‘ | NI ; . ?1“2"( L ‘»/j\‘A o ‘/\" :
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131806.D

Acqg On : 23 Dec 2022 14:58
Operator : CG\JU

Sample : PB149846BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 4 Octacosane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.027 2.38 ng 94712  Perylene-di12 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2370 (16.027 min): BF131806.D\data.ms (-2365) (- m/z 57.00 100.00%
57.0
‘ 16.00 |
197.1 280.9 :
T ‘\H“ “h‘ ‘\““\ “ \“ \“ “ “ ‘\ \‘\“ T T ‘ T \ \ T ‘ T T ‘ T T ‘ L m/z 71.05 76.83%
mlz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 e :
16.00
m/z 43.05 67.69%
T J\ ‘\“ T ““ ‘ \“ T ‘\ \‘ ‘1‘\6? \O\ |2\2\5\ \0| \2\8\1\0| T \3:6\5\ c\)\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
N
16.00
5000 m/z 85.05 55.79%
13.0 239.0
LAy 1090 T 2940 852.0
R e e T
miz--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane A ‘
57.0 16.00
m/z 55.00 28.07%
B NﬂWWwwNMMMAWWMwMMNMMW
e ““““‘H“““ R S ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131806.D

Acqg On : 23 Dec 2022 14:58
Operator : CG\JU

Sample : PB149846BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 5 Tetratetracontane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.551 2.46 ng 97991  Perylene-di12 15.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31He64 000630-04-6 91

Abundance Scan 2459 (16.551 min): BF131806.D\data.ms (-2453) (-]
57.0

5000

LM 2070 51

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0

5000

| 1 J | }£7:0197.0267.0337.0407.0 491.0562.0

[ T T T T T T T T T T [T [T T[T T T T[T IT T[T TT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #307033: Octacosane, 2-methyl-
57.0

5000

Hﬂl [;1197.0267.0 365.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #298427: Octacosane
57.0

5000

1] 2870 197 0 281.0 3940

m/z 57.05 100.00%

—

16.50
m/z 71.00 76.24%

.

16.50
m/z 43.00 57.92%

%

16.50
m/z 85.00  48.26%

—

16.50
m/z 55.10 19.98%

m/z--> 0 50 100150200250300350400450500550600
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122322\
Data File : BF131806.D

Acqg On : 23 Dec 2022 14:58
Operator : CG\JU

Sample : PB149846BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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... 2.146 3.9 ng 112608 1 6.845 584839 20.0
2-Pentanone, 4-... 5.069 7.3 ng 212942 1 6.845 584839 20.0
Hexadecanoic ac... 12.816 2.0 ng 104671 5 14.063 1026610 20.0
Octacosane, 2-m... 16.027 2.4 ng 94712 6 15.562 795139 20.0
Tetratetracontane 16.551 2.5 ng 97991 6 15.562 795139 20.0
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