LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42408.D

Acqg On : 23 Oct 2023 18:46
Operator : MA/JU

Sample : 04957-04

Misc :

ALS Vvial : 16 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@42408.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.446 209 214 220 rBV 364933 468231 5.45% 1.244%
2 5.075 316 321 334 rVB 835616 1115565 12.98% 2.964%
3 5.522 390 397 407 rBV 2007990 2807176 32.67% 7.458%
4 7.146 665 673 687 rBV 1208143 1882909 21.92% 5.003%
5 7.993 810 817 828 rVB 583329 924652 10.76%  2.457%

6 9.192 1014 1021 1036 rBV 2139126 3500237 40.74%  9.300%
7 10.816 1288 1297 13067 rBV 715875 1179711 13.73%  3.134%
8 13.263 1706 1713 1725 rBV 4300121 6086582 70.85% 16.171%
9 14.639 1941 1947 1958 rVB 904911 1296040 15.09%  3.443%
10 16.133 2194 2201 2213 rVB 3000944 4077678 47.46% 10.834%

11 17.392 2409 2415 2427 rVB 1065676 1483973 17.27%
12 18.239 2553 2559 2570 rBV 174668 309714  3.60%
13 19.515 2771 2776 2786 rBV 118676 211165 2.46%
14 20.003 2854 2859 2865 rBV 7138941 8591255 100.00% 22.
15 21.574 3121 3126 3132 rBV 1453712 1787937 20.81%

ANOOW
%
[e)
=
BN

16 24.039 3539 3545 3555 rVB 940998 1915910 22.30% 5.090%

Sum of corrected areas: 37638735
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42408.D

Acqg On : 23 Oct 2023 18:46
Operator : MA/JU

Sample : 04957-04

Misc

ALS vial : 16 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 TIC: BM042408.D\data.ms
7000000

6000000
5000000
4000000

3000000

9.192
2000000 5.522
7.146
1000000 5.075 10.816
4.446 7.993

0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 TIC: BM042408.D\data.ms
7000000 20.003

6000000

5000000
13.263
4000000

3000000 16.133

2000000
17.392
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Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM042408.D\data.ms
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6000000
5000000
4000000
3000000
2000000 21.574

24.039
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o

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\BM102323\
Data File : BM@42408.D

Acqg On : 23 Oct 2023 18:46
Operator : MA/JU

Sample : 04957-04

Misc

ALS vial : 16 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 10.13 ng 468231 1,4-Dichlorobenzene-d4 7.998

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, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
Abundance Scan 214 (4.446 min): BM042408.D\data.ms (-209) (-) m/z 83.05 100.00%
55.0 83.0 F
5000
R EE e R Bl
‘ 4.20 4.40 4.60 4.80

el 12180 2090 sz s5.e5  96.34%

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 " 4.20 4.40 4.60 4.80
29.0 : : : :
m/z 43.05 44.81%
HH‘\“}\\”h\\”i““\\HH\H“\H\‘\\H’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R EBEREREEEEEE
20.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 33.94%
bl e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R ARAEEEEEE
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.05 33.33%
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\BM102323\
Data File : BM@42408.D

Acqg On : 23 Oct 2023 18:46
Operator : MA/JU

Sample : 04957-04

Misc

ALS vial : 16 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 24.13 ng 1115576 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 321 (5.075 min): BM042408.D\data.ms (-316) (-) m/z 43.05 100.00%

3.0
5000
1011 LU LN B NI B L B
‘ ‘ 4.80 5.00 5.20 5.40
Obrrrpreflh 70 2829 2070 n/z 59.e5  52.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L L BN R
4.80 5.00 5.20 5.40
m/z 101.10 17.61%
‘L 101.0
\\\‘\“\H\\“H}\\w‘\\.\\“\\\\“‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR AEamEE R T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.16%
Il \‘M 12\6-0
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate T
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.77%
5000
150 7201000
| Lk |
-t N R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42408.D

Acqg On : 23 Oct 2023 18:46
Operator : MA/JU

Sample : 04957-04

Misc

ALS vial : 16 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.239 4.17 ng 309714  Phenanthrene-d10 17.392
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2559 (18.239 min): BM042408.D\data.ms (-2553) (- | m/z 43.05 100.00%
43.0 73.0
5000
129.0
— —
H\ h | ﬁl?l.l ‘ 256.1 18.00 18.50
L N 1Y T A S S e m/z 73.00 98.12%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00 18.50
M97.0 1o 2130 2560 m/z 60.00  86.60%
N ‘M‘H‘H W ol \\h“‘\ {‘H‘\‘M} ‘\ | “ “ “‘ \‘ “‘ T “\‘ N
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
—— ==
43.0 18.00 18.50
5000 129.0 m/z 41.05 81.63%
171.0
Iy
: ‘\‘ HJ ‘HM MH Al wm“\ bl “ ‘n“ L “‘ | “\‘ e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 57.05 69.85%
5000 129.0
‘ 199.0 2420
. ‘\‘ m ‘H‘H h“ \MH Hh“‘\ ;‘M‘\‘ H} “‘ ‘l‘eﬂ‘q “ ‘i - “\ = P —
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM102123.M Tue Oct 24 18:57:29 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42408.D

Acqg On : 23 Oct 2023 18:46
Operator : MA/JU

Sample : 04957-04

Misc

ALS vial : 16 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.515 2.36 ng 211165 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 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 42
Abundance Scan 2776 (19.515 min): BM042408.D\data.ms (-2771) ({ m/z 43.10 100.00%
43.1
2000 Jw/
3.0 129.1
1852 2412 1950 ‘
Ll T e e
T ‘\“‘ \h”\‘““‘ }M\”H Al ‘\ ‘ T “ b \“ s T T m/Z 73.00 82.11%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —— ‘
3.0 19.50
1850 47 280 m/z 57.85  71.30%
“A\M Mth““ JW‘MH‘M”‘H
miz--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
— T \
19.50
5000 129.0 m/z 55.05 70.71%
29.0
199.0 242.0
w‘“l ‘ “‘
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— ‘
43.0 19.50
m/z 59.95 70.65%
5000 284.0
3.0 129.0
‘ ‘ 185.0 2410
—— MH ‘H‘H\‘uh\‘\ Ju‘\‘\\ ‘\ ‘ \‘ “ “‘ \‘ “ el “ ‘ T “‘ IR ‘3‘7‘2" - ‘ :
m/z--> 50 100 150 200 250 300 350 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42408.D

Acqg On : 23 Oct 2023 18:46
Operator : MA/JU

Sample : 04957-04

Misc

ALS Vvial : 16 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 10.1 ng 468231 1 7.998 924652 20.0
2-Pentanone, 4-... 5.075 24.1 ng 1115570 1 7.998 924652 20.0
n-Hexadecanoic ... 18.239 4.2 ng 309714 4 17.392 1483970 20.0
Octadecanoic acid 19.515 2.4 ng 211165 5 21.574 1787940 20.0
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