LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131682.D

Acqg On : 16 Dec 2022 23:39

Operator : CG\JU

Sample : N6024-01

Misc

ALS Vvial : 23  Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131682.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1 2.128 3 7 15 rVB 336051 403604 20.06%  2.842%
2 5.087 506 510 517 rVB 205691 239236 11.89% 1.685%
3 5.492 575 579 582 rBV 1923609 1790867 89.02% 12.612%
4 6.510 747 752 755 rBV 1939098 1842458 91.58% 12.975%
5 6.881 811 815 818 rBV 560033 454617 22.60%  3.202%
6 7.445 906 911 914 rBV 1294673 1170221 58.17% 8.241%
7 7.892 984 987 1005 rBvV2 13709 29780 1.48% 0.210%
8 8.169 1030 1034 1037 rBV 689282 562899 27.98%  3.964%
9 9.251 1213 1218 1221 rBV 2199595 2011801 100.00% 14.168%
10 9.933 1330 1334 1337 rBV 730465 644275 32.02%  4.537%
11 10.651 1452 1456 1459 rBV 305576 246720 12.26% 1.737%
12 10.727 1464 1469 1472 rBV 1324203 1248341 62.05% 8.791%
13 11.427 1584 1588 1591 rBV 771834 667660 33.19% 4.702%
14 11.951 1674 1677 1681 rBV2 34682 34265 1.70% 0.241%
15 12.204 1716 1720 1723 rBV 98304 82962 4.12% 0.584%
16 12.874 1832 1834 1841 rVB 27314 23595 1.17% 0.166%
17 13.021 1854 1859 1862 rBV 1737800 1606090 79.83% 11.310%
18 13.933 2009 2014 2023 rBV6 45139 137346 6.83% 0.967%
19 14.080 2035 2039 2042 rBV 459668 435428 21.64% 3.066%
20 14.174 2053 2055 2058 rVB 29598 25016 1.24% 0.176%
21 14.939 2183 2185 2188 rVB 25034 22429 1.11% 0.158%
22 15.586 2290 2295 2303 rBV 374480 493135 24.51% 3.473%
23 16.592 2462 2466 2470 rVB4 16681 27305 1.36% 0.192%

Sum of corrected areas: 14200050
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Dec 2022 23:39
¢ CG\JU
. N6024-01

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
BF131682.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->

TIC: BF131682.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131682.D

Acqg On : 16 Dec 2022 23:39
Operator : CG\JU

Sample : N6024-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.128 17.76 ng 403604  1,4-Dichlorobenzene-d4 6.881

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 7 (2.128 min): BF131682.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000
43.0 870
R AR ARARERREE
9.0 ‘ 2.202.302.402.50
\\‘\H\‘\H\“M\‘H‘\‘H‘\“.HH“H‘H‘HH‘HH‘\H\‘HH‘HH‘HH m/Z 43.05 33.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 N A A B R
43.0 2.202.302.402.50
' 87.0 m/z 87.05 26.74%
29.0
f%glo
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 R
2.202.302.402.50
5000 41.0 55.0 m/z 55.00 25.19%
27.0
A 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R EaARaRaEEEEEE
73.0 2.202.302.402.50
m/z 41.05 11.05%
5000
45.0
29.0
“_‘ﬁh‘HHﬁ‘w‘ﬁ%gu‘wh‘_‘H‘Hu‘m‘w‘uw‘u‘_‘u R R ARRERREARRE SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131682.D

Acqg On : 16 Dec 2022 23:39
Operator : CG\JU

Sample : N6024-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.087 10.52 ng 239236 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 510 (5.087 min): BF131682.D\data.ms (-506) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 R RAREEE R
‘ 83.0 4.80 5.00 5.20 5.40
el S m/z 59.00  63.46%
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 L L L L BN LR
59.0 4.80 5.00 5.20 5.40
150 010 m/z 101.00  22.10%
. 101.
31.0
\\\‘\f‘\f‘\\!‘f“[‘\\\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime
43.0
Ammm R
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.97%
101.0
15.0 58.0
|, 289 ‘\\‘ 700 840 |
et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R  ERERREEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 10.31%
5000
58.0
15‘.0 270 | 7%.0 109.0
e e e e e e e A AN R
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\BF121622\
Data File : BF131682.D

Acqg On : 16 Dec 2022 23:39
Operator : CG\JU

Sample : N6024-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 3 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.651 7.66 ng 246720  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 1456 (10.651 min): BF131682.D\data.ms (-1452) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 — ——
10.50 11.00
w260 BB 6es 70.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e ——
10.50 11.00
51.0 m/z 182.00  57.36%
210 | h! 1260 1520 |
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
77.0
— —
182.0 10.50 11.00
5000 m/z 51.00 23.82%
51.0 105.0
210 ‘ 1280 020 \
L e R I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26202: 1-Butanone, 1-phenyl- — A
105.0 10.50 11.00
m/z 181.00 9.36%
77.0
5000
51.0
148.0
"‘m‘“h“H,"u\“"H“““}173‘9'9‘””‘””“” e e
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131682.D

Acqg On : 16 Dec 2022 23:39
Operator : CG\JU

Sample : N6024-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 TIsopropyl palmitate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.204 2.49 ng 82962  Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 72
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 i-Propyl 14-methyl-pentadecanoate 298 C19H3802 1000336-62-4 50
4 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 38
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 27

Abundance Scan 1720 (12.204 min): BF131682.D\data.ms (-1716) (-} | m/z 43.85 100.00%

43.0
5000 102.0 256.1

i
1571 2181 ‘ ‘ 12.00 12.50
T ‘N“ \‘““\“‘LH\‘ i“‘\ ‘\‘ ‘\‘”\”‘ “ \“\ L ‘}“ ‘\ T m/Z 60.00 61.6400

m/z--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0 [\M
5000 e ey
256.0 12.00 12.50

m/z 57.00 54.02%

157.0 213.0
— h“ \“\ “\ \M‘ vt ‘ \‘ ‘\ ‘\‘ \‘ “ — L ‘ ‘\‘ , ‘2‘98‘(
m/z--> 50 100 150 200 250 300
Abundance #143507: n-Hexadecanoic acid
43.0

| 298

T T
m/z--> 50 100 150 200 250 300 12.00 12.50

Fe e
12.00 12.50
5000 ITI/Z 41.00 51.58%
83.0 1290 256.0
‘ LM bl ‘ \171'0 21?.0
! u T ) | L
— bl e
miz--> 50 100 150 200 250 300
Abundance #197333: i-Propyl 14-methyl-pentadecanoate P —
57.0 102.0 256.0 12.00 12.50
m/z 55.00 45.14%
5000
213.0
157.0 ‘ ‘
[N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131682.D

Acqg On : 16 Dec 2022 23:39
Operator : CG\JU

Sample : N6024-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 1-Hexacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.933 6.31 ng 137346  Chrysene-di12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 2014 (13.933 min): BF131682.D\data.ms (-2009) (- m/z 55.10 100.00%
3\...
97.0
5000
——
14.00
— m/z 43.00 93.08%
miz--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosano
97.0
57.0
5000 T
14.00
39.0 m/z 83.00 92.96%
L (1 | i 18102220 264.0 308.0 , 364
\\\\‘\\\\ ‘\\\‘ \\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
——
14.00
5000 m/z 57.10 89.66%
1001 LA11 H | 1 181.0222.0 264.0 308.0
e 4 e
m/z--> 50 lOO 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester e
43.0 14.00
83.0 m/z 69.00 86.81%
5000
“ Wkzso
L by, 180 i
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131682.D

Acqg On : 16 Dec 2022 23:39
Operator : CG\JU

Sample : N6024-01

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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... 2.128 17.8 ng 403604 1 6.881 454617 20.0
2-Pentanone, 4-... 5.087 10.5 ng 239236 1 6.881 454617 20.0
Benzophenone 10.651 7.7 ng 246720 3 9.933 644275 20.0
Isopropyl palmi... 12.204 2.5 ng 82962 4 11.427 667660 20.0
1-Hexacosanol 13.933 6.3 ng 137346 5 14.080 435428 20.0
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