LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082124\
Data File : BP021603.D

Acqg On : 21 Aug 2024 18:51

Operator : RC/JU

Sample : P3617-03 :
Misc : VCPS-B2-081424-6W

ALS Vvial : 13  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@2160©3.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 22 rVB 10306164 13643499 68.84% 15.708%
2 5.399 403 410 423 rBV 2140823 3267546 16.49% 3.762%
3 6.963 669 676 693 rBV 1319448 2174445 10.97% 2.504%
4 7.799 809 818 825 rBV 998596 1611590 8.13% 1.856%
5 8.946 1004 1013 1024 rBV 2781154 4783343 24.13% 5.507%
6 10.587 1284 1292 1305 rBV 1275257 2204692 11.12% 2.538%
7 11.328 1409 1418 1426 rBV2 154856 310298 1.57% 0.357%
8 11.498 1440 1447 1464 rBV 132489 309371 1.56% 0.356%
9 13.057 1704 1712 1726 rBV 6712158 9889346 49.90% 11.386%
10 14.451 1938 1949 1963 rBV 2062084 3065100 15.46%  3.529%

11 15.957 2197 2205 2215 rBV 5969112 9543485 48.15% 10.988%
12 17.251 2419 2425 2436 rBV 2312269 3785181 19.10% 4.358%
13 18.204 2583 2587 2593 rBV 291640 386645 1.95% ©.445%
14 19.686 2834 2839 2848 rBV 1980720 2290454 11.56% 2.637%
15 19.986 2884 2890 2901 rBV 15273825 19819641 100.00% 22.819%

16 21.404 3126 3131 3141 rBV2 369579 690886  3.49% ©.795%
17 21.727 3180 3186 3193 rBV2 2847101 4375549 22.08% 5.038%
18 25.162 3760 3770 3780 rVB 1554626 4703407 23.73% 5.415%

Sum of corrected areas: 86854478
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082124\
BP021603.D

: 21 Aug 2024 18:51

: RC/JU

: P3617-03

VCPS-B2-081424-6W

: 13 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082124\
Data File : BP©21603.D

Acqg On : 21 Aug 2024 18:51

Operator : RC/JU

Sample : P3617-03

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

VCPS-B2-081424-6W

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 169.32 ng 13643500 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 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 7 (3.028 min): BP021603.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 K
R ARARaREEEEEEE
‘ ‘ 3.103.203.303.40
ol ALil 1310 20702646 3625422448155387 /)" 4310  23.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 UL B L R IR
3.103.203.303.40
m/z 87.10 28.21%
O\\mlu“m\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R ARARaRsEEEEEE
3.103.203.303.40
5000 m/z 55.10 23.30%
o\H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R RRARRREEEEEE
73.0 3.103.203.303.40
m/z 71.10 10.79%
5000 J\
0HHM“‘\m\‘\\u‘\\\\‘\\\\‘\\\\‘uH‘\m‘\m‘\m‘uu‘\ R R RAARNREEEEEEREN
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\BP082124\
Data File : BP021603.D

Acqg On : 21 Aug 2024 18:51

Operator : RC/JU

Sample : P3617-03 :
Misc : VCPS-B2-081424-6W

ALS vial : 13  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 2 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.328 2.81 ng 310298 Naphthalene-d8 10.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64

Abundance Scan 1418 (11.328 min): BP021603.D\data.ms (-1409) (- m/z 93.95 100.00%

94.0
5000

| 15\2.1 11,00 11,50
oSGl L, | 2202268283411 4450 5374 /7 77.e0  25.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000
1100 1150

m/z 77.95 14.37%

Sl
0‘\\f\’\\1!‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0

1100 1150
5000 m/z 152.05 13.74%
152.0
)]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19881: Ethanol, 2-phenoxy- =
94.0 11.00 1150

m/z 108.00  13.36%

5000

LA

== Pt
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\BP082124\
Data File : BP©21603.D

Acqg On : 21 Aug 2024 18:51

Operator : RC/JU

Sample : P3617-03

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

VCPS-B2-081424-6W

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 3 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.204 2.04 ng 386645 Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual

256 C16H3202 000057-10-3 97
214 C13H2602 000638-53-9 90
242 C15H3002 001002-84-2 74
228 C14H2802 000544-63-8 64
200 C12H2402 000143-07-7 59

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 Dodecanoic acid

Abundance Scan 2587 (18.204 min): BP021603.D\data.ms (-2583) (- m/z 73.00 100.00%

73.0
5000
2132 S =
m ' ]1 18.00 18.50
oyt “J‘wm\“““%737‘1‘3”3‘1‘9““9‘1“1“49?‘4‘5“39‘3‘ m/z 59.95 75.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T CTT
129.0 18.00 18.50
m/z 43.10 62.54%
O‘\\\“‘ Jmf'h\!"l“”\}?ﬂ’“bW1"
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid
73.0
e —
18.00 18.50
5000 ITI/Z 57.05 56.24%

171.0
A1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance i

#126199: Pentadecanoic acid e —

73.0 18.00 18.50
m/z 55.05 54.95%
5000
L 199.0
0150/, “HWP\,“ M) e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082124\
Data File : BP021603.D

Acqg On : 21 Aug 2024 18:51

Operator : RC/JU

Sample : P3617-03 :
Misc : VCPS-B2-081424-6W

ALS vial : 13  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 Butyl citrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.686 10.47 ng 2290450  Chrysene-d12 21.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 81
2 Adipic acid, isobutyl 2-pentyl e... 272 C15H2804 1000324-15-6 78
3 Adipic acid, butyl 2-methylpent-... 286 C1l6H3004 1010353-55-8 72
4 Adipic acid, isobutyl trans-2-me... 298 C17H3004 1000324-74-5 72
5 Adipic acid, 2,4-dimethylpent-3-... 300 C17H3204 1000349-77-6 64
Abundance Scan 2839 (19.686 min): BP021603.D\data.ms (-2834) (| | m/z 185.05 100.00%
185.1
5000
57.0
‘ ‘ 1 259.1 19.50 20.00
b b AESQUL || 3488 4609 549 ;139,00  74.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #269580: Butyl citrate
185.0
5000 T T 7
19.50 20.00
41.0 m/z 57.05 26.46%
111.0 259.0
O\‘L‘TH"\‘\\J\\[\\“\ ‘\“\\\\1‘\\!\‘%1\\‘\\\3\‘6;-\.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163306: Adipic acid, isobutyl 2-pentyl ester
129.0 I
==
19 50 20.00
5000 m/z 41.10 18.99%
57.0
“ ‘ 199.0
0 ‘\‘\_1“"“‘\4‘ L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #181417: Adipic acid, butyl 2-methylpent-3-yl ester
129.0 19 50 20 00
m/z 111.00 14.07%
5000
55.0 186.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 50 20.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082124\
BP021603.D

Aug 2024 18:51

: RC/JU
: P3617-03

. 13

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

VCPS-B2-081424-6W

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1-Heneicosyl formate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.404 3.16 ng 690886  Chrysene-di2 21.727
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 99
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Tetracosene 336 C24H48 010192-32-2 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3131 (21.404 min): BP021603.D\data.ms (-3126) (- m/z 83.05 100.00%
83.0
—
207.1 21.50
281.1 .
Ol ‘hh*ﬁ?u‘w“H“H‘_3ﬁ%%4933‘ﬁ??}5§53 m/z 97.05 89.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 T
21.50
5.0 m/z 69.10 89.74%
||y, 1500 2040
O‘\\\ ’\!1\‘W\HT“\”\\‘\‘\\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
——
21.50
5000 ITI/Z 57.10 88.79%
AR R o e e AARRRRRRRRREEEEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene —
43.0 21.50
m/z 55.05 87.98%
111.0
5000
oh-tL) WZO%GO —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082124\

Data File : BP©21603.D

Acqg On : 21 Aug 2024 18:51
Operator : RC/JU

Sample : P3617-03

Misc

ALS Vvial : 13  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---|
RT Resp Conc|

7.799 1611590
10.593 2204690
17.251 3785180
21.727 4375550

VCPS-B2-081424-6W

TIC Top Hit name RT EstConc Units Response |#
Butane, 2-metho... 3.028 169.3 ng 13643500 1
1-Phenoxypropan... 11.328 2.8 ng 310298 2
n-Hexadecanoic ... 18.204 2.0 ng 386645 4
Butyl citrate 19.686 10.5 ng 2290450 5
1-Heneicosyl fo... 21.404 3.2 ng 690886 5
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21.727 4375550

Pa



