LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42426.D

Acqg On : 24 Oct 2023 19:06

Operator : MA/JU

Sample : 04977-07

Misc . NB-406-COMP-02

ALS Vvial : 15 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 M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42426.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.504 49 54 63 rvB 58672 76021 1.17% 0.177%
2 4.446 209 214 227 rVB 1653833 2088587 32.22% 4.858%
3 5.075 315 321 330 rVB 2792565 3767439 58.11% 8.764%
4 5.522 391 397 407 rBV 2835958 3980152 61.39% 9.258%
5 6.157 498 505 512 rBV 103078 151885 2.34% 0.353%

.145 665 673 686 rBV 2695148 4173826 64.38% 9

.992 809 817 829 rBV 588883 909291 14.03%  2.115%
5
2

O NN

.192 1013 1021 1030 rBV 1593278 2568937 39.63%
10.816 1289 1297 1312 rBV 743439 1225098 18.90%
10 13.263 1706 1713 1731 rVB 3065111 4535216 69.96% 10.549%

11 14.639 1940 1947 1955 rVB 998949 1446926 22.32% 3
12 16.133 2192 2201 2211 rBV 2513533 3640964 56.16% 8
13 17.392 2408 2415 2420 rBV 1244266 1700558 26.23%  3.956%
14 18.239 2553 2559 2569 rBV 480462 783247 12.08% 1
15 19.445 2760 2764 2769 rVB 157465 199798 3.08% ©

16 19.515 2771 2776 2787 rBV 244528 427619 6.60% ©.995%
17 19.809 2822 2826 2832 rVB 133589 182018
18 20.003 2853 2859 2867 rBV 5625125 6482864 100.00% 15.080%
19 21.233 3063 3068 3075 rBV3 258201 469201 7.24% 1.091%
20 21.574 3120 3126 3130 rBV 1544167 2060804 31.79%  4.794%

N
(o]
[
R
[
o
N
w
R

21 24.038 3538 3545 3558 rVB 993404 2119599 32.70% 4.930%

Sum of corrected areas: 42990050
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Oct 2023 19:06
: MA/JU
. 04977-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
BM042426.D

NB-406-COMP-02

: 15  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BM042426.D\data.ms

5.075 5.522 7.145

4.446 9.192

7.992 10.816

3.504 6.157

Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM042426.D\data.ms
20.003

13.263
16.133

17.392
14.639

18ﬁifi inﬁ%ﬁé%jﬁﬁkﬁ,MJWFu

0
Time--> 1

2.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM042426.D\data.ms

21.574
24.038

21.233

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42426.D

Acqg On : 24 Oct 2023 19:06

Operator : MA/JU

Sample : 04977-07

Misc NB-406-COMP-02

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.446  45.94 ng 2088590 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
Abundance Scan 214 (4.446 min): BM042426.D\data.ms (-209) (-) m/z 83.05 100.00%
55.1 83.0
5000
R E e R
J 4.20 4.40 4.60 4.80
S JM“:_H“‘1H“‘05-9"1‘3“5-‘1‘”””_”?‘9‘7:9 m/z 55.10  94.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LB B B I LA R
4.20 4.40 4.60 4.80
29.0
m/z 43.05 43.31%
\\\\‘\“}\\”“\\Hi“}‘\\\\“}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 e
29.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 35.56%
.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R R
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.05 31.59%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42426.D

Acqg On : 24 Oct 2023 19:06

Operator : MA/JU

Sample : 04977-07

Misc . NB-406-COMP-02

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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.
5.075 82.87 ng 3767440  1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 321 (5.075 min): BM042426.D\data.ms (-315) (-) m/z 43.10 100.00%

43.1
5000
1011 LB L B B R
‘ ‘ 4.80 5.00 5.20 5.40
ob——dbd . 1849 207.0  28LUn/; 59.e5  55.36%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B I LA A AL
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.22%
\\”\H\h‘”‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A ARamEEEE T
4.80 5.00 5.20 5.40
5000 m/z 58.05 13.97%
MLl e
miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate R ARRRAREEEESS A
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.30%
5000
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42426.D

Acqg On : 24 Oct 2023 19:06

Operator : MA/JU

Sample : 04977-07

Misc NB-406-COMP-02

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.157 3.34 ng 151885 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 32
3 3-Heptanol, 3,5-dimethyl- 144 C9H200 019549-74-7 25
4 Isobutyl acetate 116 C6H1202 000110-19-0 23
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10
Abundance Scan 505 (6.157 min): BM042426.D\data.ms (-498) (-) m/z 43.10 100.00%
43.1 73.0
5000
 ARARREEEEEREEee
1151 5.80 6.00 6.20 6.40
\\\‘H\\“hi‘uw“\\i‘\“\H\“\H‘\’\H\‘HH‘HH‘:\I-\Q\S\.PHH m/Z 73.05 93.4900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
430 730
5000 T T[T T T T rriiy1
5.80 6.00 6.20 6.40
m/z 41.05 11.47%
115.0
\]-\5\"0\m\\“h}‘\\u‘\\\‘\‘\\\\}\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
RN E e RARATE S
5.80 6.00 6.20 6.40
5000 ITI/Z 115.10 11.38%
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24429: 3-Heptanol, 3,5-dimethyl-
73.0 5.80 6.00 6.20 6.40
m/z 39.05 7.44%
5000
41.0
‘ H 115.0
‘1‘5;?“1\mm“‘m‘m_m‘m“,mww_ww_m A
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42426.D

Acqg On : 24 Oct 2023 19:06

Operator : MA/JU

Sample : 04977-07

Misc NB-406-COMP-02

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.239 9.21 ng 783247  Phenanthrene-di10 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2559 (18.239 min): BM042426.D\data.ms (-2553) (- | m/z 73.05 100.00%

43.0 73.0
5000
129.0

213.2
‘\ \‘ ‘H‘\ 1l “H‘H‘ \\hu\ ‘;‘H‘\‘ I

==
171.1 ‘ 256.1 18.00 18.50
1
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0

S S m/z 43.05 98.66%

5000 — —
129.0 18.00 18.50
213.0 m/z 60.00 86.97%
‘ 171.0 ‘
T \“ LM‘H‘ M“ ' L T ‘\ \‘ \‘\”“ T ‘\ | ‘\ I
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
L — [
43.0 18.00 18.50
5000 m/z 41.05 78.02%
129.0
185.0 228.0
, “‘ “ I ‘H‘\‘ HU ‘Hhh‘ uh“‘ ‘M‘\‘ ul “ — m‘\ , ‘\‘ \‘ — ‘\‘ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid == ]
43.0 73.0 18.00 18.50
m/z 55.10 74.12%
5000 129.0
‘ 199.0 2420
. ‘\‘ ‘; \‘ ‘H‘\ h“ \MH \\h“‘\ ;‘M‘\‘ i “‘ ‘l‘eﬂ‘q ‘ . ‘i S “\ = —

—r— :
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42426.D

Acqg On : 24 Oct 2023 19:06

Operator : MA/JU

Sample : 04977-07

Misc . NB-406-COMP-02

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.515 4.15 ng 427619  Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 2776 (19.515 min): BM042426.D\data.ms (-2771) (- m/z 43.05 100.00%
43.0
129.0
83.0
185.1 241.2 T T
‘ ‘ a3 19.50
ob— Al LT B 7300 90,474
miz--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28.0 284.0 T T
1850 2410 19.50
m/z 60.00 75.04%
“WM‘\“M ”\“ T T \L o “ . \“\ \‘ “\ T \‘\ T T
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
=T [
19.50
5000 129.0 m/z 57.10 73.52%
29.
199.0 2420
; ‘L‘ \‘\\‘h“\ M‘M‘ ““ “ “ ;“ L N “\‘ T
m/iz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid —— ‘
73.0 19.50
m/z 55.10 70.54%
5000
129.0
29. 185.0 228.0
: ““ ‘u‘u“ ‘M‘\‘m‘ ‘\ - m‘\ “\‘ \‘ : “\‘ e —
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42426.D

Acqg On : 24 Oct 2023 19:06

Operator : MA/JU

Sample : 04977-07

Misc NB-406-COMP-02

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.233 4.55 ng 469201  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3068 (21.233 min): BM042426.D\data.ms (-3063) (- | m/z 55.10 100.00%

59.1
5000 111

—— —
207.1 21.00 21.50
— HH\ i 4951 L. 2870 88614011 ./, 57.10  96.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #227234: 1-Tricosene
43.(
97.0
5000 i =

21.00 21.50
m/z 43.10 96.24%

T ‘\ ‘ T ‘ \ “ ‘“\.\ T ‘ LI ‘ T T ‘3\2\2\0\‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0

21.00 21.50
5000 111.0 m/z 83.10  90.34%

g M‘ \‘ | 1670 238.0 292.0 364.0
e A B e e LB
m/z--> 50 100 150 200 250 300 350 400
Abundance : i

\‘ b H
#232316: Behenic alcohol T —
83.0 21.00 21.50

m/z 69.10  80.65%

5000
2] e
UL 1960 2800

‘ T
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42426.D

Acqg On : 24 Oct 2023 19:06

Operator : MA/JU

Sample . 04977-07

Misc . NB-406-COMP-02

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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|
3-Penten-2-one,... 4.446 45.9 ng 2088590 1 7.992 909291 20.0
2-Pentanone, 4-... 5.075 82.9 ng 3767440 1 7.992 909291 20.0
2-Pentanone, 4-... 6.157 3.3 ng 151885 1 7.992 909291 20.0
n-Hexadecanoic ... 18.239 9.2 ng 783247 4 17.392 1700560 20.0
Octadecanoic acid 19.515 4.2 ng 427619 5 21.574 2060800 20.0
1-Tricosene 21.233 4.5 ng 469201 5 21.574 2060800 20.0
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