LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020589.D

Acqg On : 11 Jun 2024 15:41
Operator : MA/JU

Sample : P2767-02

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_ P\Methods\8270E-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20589.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 27 rVB 5263768 7912113 52.37% 11.262%
2 4.928 322 330 336 rBV2 96731 161585 1.07% 0.230%
3 5.375 399 406 415 rBV 1819668 2603190 17.23% 3.705%
4 6.934 662 671 681 rBV 1097574 1681133 11.13% 2.393%
5 7.752 801 810 820 rBV 844324 1360841 9.01% 1.937%

6 8.899 998 1005 1015 rVB 2441972 4209176 27.86% 5
7 10.304 1237 1244 1253 rBV 139921 283672 1.88% ©0.404%
8 10.522 1274 1281 1286 rBV 1263615 1839988 12.18% 2
9 12.987 1693 1700 1711 rBV 7204529 10125781 67.02% 14.413%
10 14.375 1929 1936 1952 rBV 1695795 2686888 17.78%  3.824%

11 15.892 2187 2194 2213 rBV 5358468 8484186 56.15% 12.
12 17.186 2407 2414 2420 rBV 2123639 3180424 21.05%
13 17.492 2457 2466 2477 rBV 1023463 1606330 10.63%
14 18.133 2570 2575 2583 rBV 764298 1049440 6.95%
15 19.463 2797 2801 2810 rBV 328931 550940 3.65%
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16 19.922 2872 2879 2887 rBV 9449758 15109457 100.00% 21.
17 21.316 3113 3116 3123 rVB 271706 342083 2.26%
18 21.633 3164 3170 3179 rBV 2217635 3470819 22.97%
19 24.986 3732 3740 3754 rVB 1211039 3597993 23.81%
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Sum of corrected areas: 70256039
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020589.D

Acqg On : 11 Jun 2024 15:41
Operator : MA/JU

Sample : P2767-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP020589.D\data.ms
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Abundance TIC: BP020589.D\data.ms
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Abundance TIC: BP020589.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020589.D

Acqg On : 11 Jun 2024 15:41
Operator : MA/JU

Sample : P2767-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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.
3.028 116.28 ng 7912110 1,4-Dichlorobenzene-d4 7.752

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 40
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22

4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.028 min): BP020589.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1

B

5000
‘ ‘ ) 3.103.203.303.40
ol Ml11131910312513  364542454861547. /)" 4310 36.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL LR B R R IR
3.103.203.303.40
‘ m/z 55.10 27.13%
OAA‘WJ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
ST
3.103.203.303.40
5000 m/z 87.10 26.75%
om“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2104: Acetamide, N-ethyl-
30.0 3.103.203.303.40
m/z 41.05 11.93%
5000 /\\
0_“ J‘\%C,O‘m‘mwm"m_m‘mWm_m‘mw e
m/z--> 0 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\BP061124\
Data File : BP020589.D

Acqg On : 11 Jun 2024 15:41
Operator : MA/JU

Sample : P2767-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 6
R.T. EstConc Area Relative to ISTD R.T.
4.928 2.37 ng 161585 1,4-Dichlorobenzene-d4 7.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 .alpha.-D-Galactopyranoside, met... 249 C10H19NO6 017296-07-0 36
3 1-(1-Methoxypropan-2-yloxy)propa... 260 C14H2804 1000367-13-1 23
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 17
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17

Abundance Scan 330 (4.928 min): BP020589.D\data.ms (-322) (-) m/z 43.00 100.00%

3.0
5000
101.1 R AREEES:

4.60 4.80 5.00 5.20
Jl“ 191.2 268.9326.8 435.8 511.6

Obrrrbbdid A2 208.93208 4358 SILS  m/z 59.06  56.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN R R
4.60 4.80 5.00 5.20
‘ 101.0 m/z 101.10 22.31%
0‘\\‘\H\’\\\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133840: .alpha.-D-Galactopyranoside, methyl 2-(acetyla
43.0

4.60 4.80 5.00 5.20
5000 m/z 58.00 16.56%

101.0
l’lmMAm%“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance :

#148072: 1-(1-Methoxypropan-2-yloxy)propan-2-yl hepta T T T T T T T T
59.0 4.60 4.80 5.00 5.20

m/z 72.95 11.63%

- M
30.0
0 L { Ll 4202.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4. 60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020589.D

Acqg On : 11 Jun 2024 15:41
Operator : MA/JU

Sample : P2767-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.305 3.08 ng 283672  Naphthalene-d8 10.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
Abundance Scan 1244 (10.304 min): BP020589.D\data.ms (-1237) (- m/z 57.05 100.00%
57.0
— =
‘ 132.1 10.00 10.50
ol AL13211931 2600 3599 4497 5481 ;45,95  95.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 p— e
10.00 10.50
‘ m/z 41.00 35.42%
O‘HU‘ ’”\I\‘i"\‘u;]\_?%.‘ouu‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— ——
10.00 10.50
5000 m/z 75.00 18.22%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- = S
45.0 10.00 10.50
m/z 56.05 15.64%
B WMk
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020589.D

Acqg On : 11 Jun 2024 15:41
Operator : MA/JU

Sample : P2767-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.492 10.10 ng 1606330  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 91
2 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 86
3 Phthalic acid, butyl hept-3-yl e... 320 C19H2804 1000356-98-7 78
4 Phthalic acid, isobutyl undecyl ... 376 C23H3604 1010308-97-3 78
5 Phthalic acid, isobutyl octyl ester 334 C20H3004 1010309-04-5 78

Abundance Scan 2466 (17.492 min): BP020589.D\data.ms (-2457) (- m/z 149.00 100.00%

149.0
5000
223.1

57.0
| 1750
A b T 324.9381.9439.3495.9 m/z 57.05  16.88%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprop
149.0

o

5000
17 50
57.0 m/Z 150.00 9.37%
| 223.0
O\‘\\[\\W\‘\\\\\‘\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170899: 1,2-Benzenedicarboxylic acid, butyl 2-methylpr
149.0
17 50
5000 ITI z 41.05 8.40%
41.0 223.0
O L e R o e [ e e B R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #224629: Phthalic acid, butyl hept-3-yl ester
149.0 17.50

m/z 103.95 7.63%

5000
57.0 22‘3-0
|

L .
L R R B L R R R N R R N R NN R R N

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17 50

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\

BP©20589.D
: 11 Jun 2024 15:41
: MA/JU
. P2767-02
: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

R.T. EstConc Area Relative to ISTD R.T.
18.134 6.60 ng 1049440  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2575 (18.133 min): BP020589.D\data.ms (-2570) (- m/z 73.00 100.00%

73.0
5000
213.2 e —
}M H\ ‘ 18.00 18.50
okl H‘J”M 411, PB4.03420 4290 5167 ./, 43,95  87.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LT T
18.00 18.50
H 213.0 m/z 60.00 84.43%
O\\i“ \l\‘i‘lll“\“\‘\l\1\\\\\“\!‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—r— ==
18.00 18.50
5000 ITI/Z 57.05 70.43%

o

171.0
“1 }H"HHH
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #109281: Tetradecanoic acid T —
73.0 18.00 18.50
m/z 55.10  69.19%
5000
L 228.0
143.0 \

o“" Hﬂwluw - ——
m/z--> 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\BP061124\
Data File : BP©20589.D

Acqg On : 11 Jun 2024 15:41

Operator : MA/JU

Sample : P2767-02

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.463 3.17 ng 550940 Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2801 (19.463 min): BP020589.D\data.ms (-2797) (- m/z 73.00 100.00%
3.0

3

%

5000
241.2
‘ H\ | 17111 \ b 19.50
ol M L L |1, 299.13572 4290 5368 1/, 43,05  99.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 T
19.50
’ h‘ 1850  284.0 m/z 60.00 84.35%
O‘\\‘\U" ‘1'\'[“%“!1‘1\‘\!\\‘\\\!‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

D
o
o

Abundance #143510: n-Hexadecanoic acid
19.50
5000 129.0 m/Z 57.05 83.30%
H 213.0
- H“uw‘\Hm_m‘“um,uH,w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—

Abundance #126199: Pentadecanoic acid
73.0 19.50
m/z 55.10 75.37%
5000
L 199.0
gsllllso o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061124\
Data File : BP020589.D

Acqg On : 11 Jun 2024 15:41
Operator : MA/JU

Sample : P2767-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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... 3.028 116.3 ng 7912110 1 7.752 1360840 20.0
2-Pentanone, 4-... 4.928 2.4 ng 161585 1 7.752 1360840 20.0
Ethanol, 2-(2-b... 10.305 3.1 ng 283672 2 10.522 1839990 20.0
1,2-Benzenedica... 17.492 10.1 ng 1606330 4 17.186 3180420 20.0
n-Hexadecanoic ... 18.134 6.6 ng 1049440 4 17.186 3180420 20.0
Octadecanoic acid 19.463 3.2 ng 550940 5 21.633 3470820 20.0
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