LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021523.D

Acqg On : 15 Aug 2024 21:30

Operator : RC/JU

Sample : P3573-08 :
Misc : S-856-J-S0-2-2.5-080924

ALS Vvial : 10 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_ P\Methods\8270E-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21523.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 25 rVB 3223770 4930322 28.59% 5.067%
2 3.540 90 94 110 rVB 237410 361406 2.10% 0.371%
3 4.934 325 331 340 rVB 251539 375238 2.18% 0.386%
4 5.393 401 409 419 rBV 5435273 8336941 48.35% 8.568%
5 6.957 665 675 686 rBvV 5423614 8827868 51.19% 9.073%

.799 808 818 825 rBV 1502924 2422207 14.05% 2

.946 1004 1013 1024 rBV 3075971 5223156 30.29% 5

.504 1100 1108 1114 rBV 118557 181942 1.06% ©.187%
3
0

O 00

10.587 1280 1292 1300 rBV 1982852 3336113 19.35%
10 11.316 1407 1416 1426 rBV 319523 567416 3.29%

11 13.051 1703 1711 1721 rBV 6870769 10684366 61.96% 10.981%
12 14.439 1940 1947 1954 rBV 2904950 4353100 25.24% 4
13 14.675 1978 1987 1999 rBV4 146073 355086 2.06% ©.365%
14 15.951 2195 2204 2214 rBV 5119853 8984513 52.10% 9

5

15 17.245 2417 2424 2430 rBV 3440224 5335058 30.94% 483%
16 18.186 2577 2584 2593 rBV 437708 779081 4.52% 0.801%
17 19.369 2780 2785 2796 rBV 185495 336888 1.95% ©.346%
18 19.522 2806 2811 2825 rBV 205127 403093 2.34% 0.414%
19 19.745 2841 2849 2856 rBV 165107 327882 1.90% 0.337%

20 19.969 2881 2887 2894 rBV 13026830 17244143 100.00% 17.723%

21 21.368 3120 3125 3139 rBV 744640 1216333 7.05%  1.250%
22 21.686 3172 3179 3186 rBV 3877623 6630517 38.45% 6.815%
23 25.074 3747 3755 3773 rVB 2168477 6085403 35.29%  6.254%

Sum of corrected areas: 97298072
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021523.D

Acqg On : 15 Aug 2024 21:30

Operator : RC/JU

Sample : P3573-08 :
Misc : S-856-J-S0-2-2.5-080924

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP021523.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 15

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
BP021523.D

Aug 2024 21:30

: RC/JU
: P3573-08

. 10

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

S-856-J-S0-2-2.5-080924

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 40.71 ng 4930320 1,4-Dichlorobenzene-d4 7.799
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 43
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 (3.028 min): BP021523.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
‘ ’ ‘ 3.103.203.303.40
obdLil 165220822885 357.7419248025370 1/, 43.05  26.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL R RN R R
3.103.203.303.40
m/z 87.10 25.95%
O\\“\ll“‘l”\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
3.103.203.303.40
5000 m/z 55.10 20.60%
o\H“,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- T
73.0 3.103.203.303.40
m/z 71.10 10.81%
5000 /\
0HHM“‘\m\‘\\\\‘\\\\‘\\\\‘\u\‘\\u‘\m‘\m‘\m‘uu‘\ N RERRRREEEEEEEEE SEEEEy
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

Data File : BP©21523.D

Acqg On : 15 Aug 2024 21:30

Operator : RC/JU

Sample : P3573-08 :
Misc S-856-J-S0-2-2.5-080924

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: 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 Propylene Glycol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.540 2.98 ng 361406 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 12
Abundance  Scan 94 (3.540 min): BP021523.D\data.ms (-90) (-) m/z 45.05 100.00%
45.0
5000
o RBEEEE RN s S
; 3.20 3.40 3.60 3.80
ol 2071 1941 2648 3779 48515432 n/z 43.00  19.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 TT T[T  rir[Trrr]
3.20 3.40 3.60 3.80
m/z 60.95 7.66%
O‘\‘WJU\“H‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
 AAEEEEEE RS
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.65%
o_”‘”M‘u‘wHH_‘H,mww"m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcohol  EBEEmEEE RS
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.56%
5000
0_H“JMm‘uwm,‘HWm_m‘uwawm_ R TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP©21523.D

Acqg On : 15 Aug 2024 21:30

Operator : RC/JU

Sample : P3573-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

S-856-J-S0-2-2.5-080924

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.934 3.10 ng 375238 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 27
3 Hexanamide 115 C6H13NO 000628-02-4 10
4 Acetone 58 C3H60 000067-64-1 10

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 10

Abundance Scan 331 (4.934 min): BP021523.D\data.ms (-325) (-)
43.0

m/z 43.00 100.00%

5000

1011

4.60 4.80 5.00 5.20
59.05 58.72%

192.9 257.6 322.0 402.3 467.3530.1
T N R R A R A e A m/z

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B B I I B
4.60 4.80 5.00 5.20
m/z 58.05 23.18%
101.0
0‘\J1“f‘%[ \\‘\‘T\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5056: Propane, 1-ethoxy-2-methyl-
59.0
S
4.60 4.80 5.00 5.20
5000 ITI/Z 101.10 22.13%
o b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8815: Hexanamide R REEAREEEE S
59.0 4.60 4.80 5.00 5.20
m/z 41.05 7.60%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021523.D

Acqg On : 15 Aug 2024 21:30

Operator : RC/JU

Sample : P3573-08 :
Misc : S-856-J-S0-2-2.5-080924

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1-Phenoxypropan-2-ol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.316 3.40 ng 567416 Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1416 (11.316 min): BP021523.D\data.ms (-1407) (| m/z 94.05 100.00%
94.0
5000 /X
M 15T 1 11,00 1150
ol 35@LLLL, | 215227303309 43874967 ./, 77.05  27.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11. 00 11 50
152.0 m/z 78.00 15.56%
031.\ﬁ1llt1‘1![\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
11. 00 11 50
5000 m/z 108.05 14.25%
152.0
sl
0‘\\‘LH\“,‘J“\“\m\‘\u\‘\u\‘\u\,uH,HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19881: Ethanol, 2-phenoxy-
94.0 11. 00 11 50
m/z 152.05 13.69%
5000 /\
i 1 O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 00 11. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021523.D

Acqg On : 15 Aug 2024 21:30

Operator : RC/JU

Sample : P3573-08 :
Misc S-856-J-S0-2-2.5-080924

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.186 2.92 ng 779081  Phenanthrene-die 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2584 (18.186 min): BP021523.D\data.ms (-2577) (- m/z 73.00 100.00%

73.0
5000

“H PF 2132 18.00 18.50
S “Jm_H_"‘3‘7?7‘13‘3%?"495‘"1‘““‘97‘3‘5““5;“ m/z 60.00  73.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0

5000 —— ——
18.00 18.50

“ 157.0 m/z 43.10 61.95%
N

\\\h\ul\\“\\l\“\“\ML\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

18.00 18.50

o

o

5000 m/z 57.05 55.33%
‘ ‘ 1850  284.0
O\HiW‘QLHMMMJwW‘”JW‘»\”‘W‘”‘W‘”\”‘W‘”‘P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75717: Dodecanoic acid e e
73.0 18.00 18.50

m/z 55.05 52.66%

LS-)L\ I H"n 00 ‘ | ‘L

O Ay H‘HH‘w‘mwH‘w‘mwH_m‘mm —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\
Data File : BP021523.D

Acqg On : 15 Aug 2024 21:30

Operator : RC/JU

Sample : P3573-08 :
Misc : S-856-J-S0-2-2.5-080924

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 6 1-Heneicosyl formate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.369 3.67 ng 1216330 Chrysene-d12 21.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 98
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3125 (21.368 min): BP021523.D\data.ms (-3120) (- m/z 83.10 100.00%
83.1
5000 Jw\
= —T
‘ 153.2 222 2283.1 21.00 2150
ol A LLEEES, 222.2253.1 356.0415.1 489.3549. /72 69.16  89.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 = —
21.00 21.50
125.0 m/z 57.10 89.01%
L1, 2050 2080
O‘\H ’H' \‘\\\‘\‘\‘\\"\"HH‘\‘H\‘\H\‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol
83.0
— —
21.00 21.50
5000 m/z 55.05 86.70%
ol Ml ‘. | h \F‘F?-IO 222'0280'0
A T e e
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T T
55.0 21.00 21.50
m/z 97.10 83.53%
5000
125.0
o‘u$\p«‘mhkﬂw39?9‘?ﬁ99‘u‘W‘H“H‘W‘H‘_“w‘ = -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081524\

Data File : BP©21523.D

Acqg On : 15 Aug 2024 21:30
Operator : RC/JU

Sample : P3573-08

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

2422210
2422210
2422210
3336110
5335060

20.
20.
20.
20.
20.

S-856-J-S0-2-2.5-080924

TIC Top Hit name RT EstConc Units Response |#
Butane, 2-metho... 3.028 40.7 ng 4930320
Propylene Glycol 3.540 3.0 ng 361406
2-Pentanone, 4-... 4.934 3.1 ng 375238
1-Phenoxypropan... 11.316 3.4 ng 567416
n-Hexadecanoic ... 18.186 2.9 ng 779081
1-Heneicosyl fo... 21.369 3.7 ng 1216330

8270E-BP081324.M Fri Aug 16 18:22:56 2024

6630520

20.

Pa



