LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Q1694-01

Misc :

ALS vial : 6 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-BM@31325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49821.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.016 3 5 14 rvB 182307 246276 1.16% 0.274%
2 4.904 320 326 337 rVB 1301155 1796891 8.45% 1.999%
3 5.369 398 405 414 rBV 5772538 7923824 37.26% 8.814%
4 5.981 503 509 518 rVvB 232927 334934 1.57% 0.373%
5 6.957 666 675 686 rBV 5204143 8208116 38.60% 9.130%

6 7.786 808 816 822 rBV 973366 1472135 6.92% 1
7 8.939 1004 1012 1022 rBV 3083914 4955286 23.30% 5
8 10.580 1284 1291 1302 rBV 1139207 1855537 8.73%  2.064%
9 13.051 17063 1711 1727 rBV 8309425 12028567 56.56% 13.
10 14.427 1935 1945 1952 rBV 1708419 2481823 11.67% 2

11 15.786 2167 2176 2183 rBV 1120697 1473118 6.93%
12 15.915 2191 2198 2210 rBV 7538657 9973404 46.90% 11.
13 17.168 2405 2411 2417 rBV2 2119587 2912065 13.69%
14 18.074 2558 2565 2574 rBV 1575698 2328365 10.95%

ONWRERPRL
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15 18.339 2605 2610 2614 rBV 153582 238780  1.12% 266%
16 18.392 2615 2619 2632 rVV3 156589 357515 1.68% ©.398%
17 18.498 2633 2637 2650 rVB 237475 331658 1.56% ©.369%
18 19.350 2777 2782 2798 rBV 881727 1301236 6.12% 1.447%

19 19.797 2852 2858 2863 rBV 17982762 21266859 100.00% 23.656%
20 20.486 2972 2975 2983 rVB2 190681 220335 1.04% 0.245%

21 21.086 3073 3077 3089 rBV 445666 792151 3.72% ©.881%
22 21.403 3126 3131 3141 rVB 2498221 3462545 16.28%  3.852%
23 24.403 3634 3641 3657 rVB 1585909 3937639 18.52%  4.380%

Sum of corrected areas: 89899059
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM049821.D\data.ms
1.5e+07
le+07
5.369 6.957
5000000
8.939
4.904 7.786 10.580
0316 | 5.981
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM049821.D\data.ms
19.797
1.5e+07
le+07
3.051
15.915
5000000
21.403
14.427 16,70 17.168 18074 16,350
| mmon 70 | 0ase 21000
O B e e L e e e e e e B B B i B e B e R RS
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM049821.D\data.ms
1.5e+07
le+07
5000000
24.403
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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-Bromopropionaldehyde dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.016 3.35 ng 246276  1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Bromopropionaldehyde dimethyl ... 182 C5H11Bro02 036255-44-4 64
2 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 50
3 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 39

4 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 38
5 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 38

Abundance Scan 5 (3.016 min): BM049821.D\data.ms (-3) (-) m/z 75.00 100.00%

75.0

—

5000
R RRRERE R
3.103.203.303.40
ol 368, I 1388 19692341 354" /7 4s.00  33.44%
miz--> 50 100 150 200 250 300 350
Abundance  #57089: 3-Bromopropionaldehyde dimethyl acetal
78.0
5000 L R B R R
3.103.203.303.40
151.0 m/z 73.10 31.45%
A0
0 \\“U‘\“m‘\\\\‘\\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #5623: Glycolaldehyde dimethyl acetal
75.0
S
3.103.203.303.40
5000 m/z 41.00 24 .69%

m/z--> 50 100 150 200 250 300 350

Abundance #5393: Propane, 1,1-dimethoxy- RARRRsmssRsssasEIEE
75.0 3.103.203.30 3.40

m/z 47.00 20.06%

o
1 w
= !A
+__ o

5000

31.%

0 100 150 200 250 300 350 3.103.203.30 3.40

3

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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.
4.904 24.41 ng 1796890 1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 326 (4.904 min): BM049821.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0
5000
101'1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 3.0 4.60 4.80 5.00 5.20
Ol th 7301451 1909 2190 /7 59.@5  59.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N RN N R
4.60 4.80 5.00 5.20
m/z 101.10 24.32%
15.0 ‘ 101.0
O\\\‘\’\w‘\\“h‘\\\‘\‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0
T aamme e A RRAR
4.60 4.80 5.00 5.20
5000 m/z 58.05 16.42%
101.0
18.0 ‘
B <L Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4529: 2,3-Butanedione, monooxime T
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.00%
5000
101.0
15.0
0 \‘ \‘\ 1l ‘69'0 L
e e e e e e ST T TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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.
5.981 4.55 ng 334934  1,4-Dichlorobenzene-d4 7.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 3-Hexanol, acetate 144 C8H1602 040780-64-1 43
3 Borane, dimethoxy- 74 C2H7B02 004542-61-4 37
4 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 25
5 3-Heptanol, 3,5-dimethyl- 144 CS9H200 019549-74-7 23
Abundance Scan 509 (5.981 min): BM049821.D\data.ms (-503) (-) m/z 73.05 100.00%
43.0 730
5000
T
115.1 5.60 5.80 6.00 6.20 6.40
(
of -l ey L1541 2019 280 .. 43,0 86.12%
m/z--> 0 50 100 150 200 250
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl-
73.0
43.0
5000 N L B R
5.60 5.80 6.00 6.20 6.40
115.0 m/z 115.05 11.41%
O\\‘H\‘\“"H‘\\‘\\"‘\\\\|\\\\|\\\\|\\\\
m/z--> 0 50 100 150 200 250
Abundance #24070: 3-Hexanol, acetate
43.0
AR s oo
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.05 8.59%
84.0 115.0
ol L
miz--> 0 50 100 150 200 250
Abundance #897: Borane, dimethoxy- AN E e A RmaE S
73.0 5.60 5.80 6.00 6.20 6.40
m/z 39.10 6.70%
43.0
5000
130 ||
o—~-~4A e
m/z--> 0 50 100 150 200 250 5.60 5.80 6.00 6.20 6.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040425\

BM049821.D

: 04 Apr 2025 13:25
: RC/JU
1 01694-01

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

Concentration Rank 3

Peak Number

R.T. E
15.786 11
Hit# of 5

4 Benzophenone

stConc Area
.87 ng 1473120
Tentative ID

Relative to ISTD R.T.

Acenaphthene-d10

1 Benzophen
2 Benzeneca
3 Acetophen

one
rbothioic acid, S-methy...
one, 2-chloro-

4 N-Methoxy-N-methylbenzamide

5 Benzoic a

cid, pentafluorophenyl ...

182 C13H1e0
152 C8H80S
154 C8H7C10
165 CSH11NO2
288 C13H5F502

000119-61-9 96
005925-68-8 47
000532-27-4 46
006919-61-5 46
1000360-67-9 43

Abundance Scan 2176 (15.786 min): BM049821.D\data.ms (-2167) (- | m/z 104.95 100.00%
105.0
182.1
5000
51.0 — ——
15.50 16.00
152.0
ol L2210 281 77,00 66.25%
miz--> 50 100 150 200 250
Abundance #56927: Benzophenone
105.0
182.0
5000 —— —
15.50 16.00
51.0 m/z 182.05  62.46%
152.0
O T T T T } T \m\ T ‘ T T T T "H T T \H T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
T —
15.50 16.00
5000 ITI/Z 50.95 22.45%
51.0
152.0
ol
m/z--> 50 100 150 200 250
Abundance #32010: Acetophenone, 2-chloro- — P
105.0 15.50 16.00
m/z 181.00 9.92%
5000
51.0
0 14.0 I \‘ uol 1540
e T — g P
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.074 15.99 ng 2328370  Phenanthrene-d10 17.168
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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 83

Abundance Scan 2565 (18.074 min): BM049821.D\data.ms (-2558) (- | m/z 73.00 100.00%
73.0

5000 129.0

—

213.2 —
\“uh‘\\ W‘H‘\‘h} A ‘ “‘ ‘L \‘u“‘ T ‘L‘ e ‘3‘4‘1-‘1‘ m/z 60.00 78.98%
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

3%1
50
60.0
5000 129.0 CT
18.00
1710 213.0 256.0 m/z 43.05 74.57%

0- \\‘\‘\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid

0

—

~
w
o

18.00
5000 m/z 57.05 61.38%
129.0
29. 185.0 228.0
0 LM {ML‘H} “ i \‘\u“ “\‘ \‘ ; “\‘ T
50

m/z--> 100 150 200 250 300 350

Abundance #92068: Tridecanoic acid ——
73.0 18.00

m/z 55.10 60.45%

o

5000
9

129.0
‘ 171.0 214.0

o

\NLM
L L S M =
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 6 trans-Sinapyl alcohol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

18.392 2.46 ng 357515 Phenanthrene-d10 17.168

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 97
2 Syringylacetone 210 C11H1404 019037-58-2 49
3 3-Phenylbicyclo(3.2.2)nona-3,6-d... 210 C15H140 073830-83-8 49
4 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 43
5 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 43

Abundance Scan 2619 (18.392 min): BM049821.D\data.ms (-2615) (- | m/z 167.10 100.00%
16y.1 210.1

5000
77.0

%

121.1 ‘
J\M‘MMHMLJMMMJM\M‘M ne W 251.0 281(

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #86880: trans-Sinapyl alcoho
210.0

18.00 18.50
m/z 210.10  98.84%

o

167.0

%

5000
18.00 18.50

m/z 154.00  38.66%

70 4910

’\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #86874: Syringylacetone
167.0

o

B

-

24

18.00 18.50
5000 m/z 77.00 33.59%

210.0

430 g9 ‘12f0 |

O et e b e e
m/z—-> 20 40 60 80 100120140160 180200220240 260 280

Abundance  #87637: 3-Phenylbicyclo(3.2.2)nona-3,6-dien-2-one
210.0 18.00 18.50

m/z 149.00  33.45%

:

167.0
5000

02,?\9_?\\_mww\”mm\‘_\Mm_AM_WW

m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25

Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 7 Isopropyl palmitate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.498  2.28ng 331658  Phenanthrene-die 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 208 Cl0H3802 060142-91-6 72
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

003396-99-4 27
000926-27-2 25
010233-13-3 22

3 .alpha.-D-Galactopyranoside, methyl 194 C7H1406
4 Heptanoic acid, 2,2-dimethyl-6-o0... 186 C10H1803
5 Dodecanoic acid, 1-methylethyl e... 242 C15H3002

Abundance Scan 2637 (18.498 min): BM049821.D\data.ms (-2633) (- | m/z 43.10 100.00%
4’2
102.0
5000
256.1
S
‘ 1711 2131 ‘ 18.50
0—— W”Wu“fg‘ J‘M”‘ﬂ‘u bty m/z 60.00 55.26%
m/z--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 ‘ A ‘
256.0 18.50
m/z 101.95 51.93%
1510 2130
O T T h‘\ ‘\““‘ ‘\H‘\ \ \ ‘\ \‘ T T ‘ \ T \ ‘ ‘\ T \2\98‘.(
mi/z--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0 J\N
18.50
5000 256.0 ITI/Z 57.05 48.13%
129.0
33.0 213.0
‘ ‘ 171.0
ol e LT L
m/z--> 50 100 15 200 250 300
Abundance #69618: .alpha.-D-Galactopyranoside, methyl =
60.0 18.50
m/z 41.05 47.32%
5000
29.0
91.0 1450
N A T aes0 e
m/z--> 50 100 150 200 250 300 18.50

8270-BM@31325.M Mon Apr 07 16:00:26 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 8 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.351 7.52 ng 13012460  Chrysene-d12 21.403
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2782 (19.350 min): BM049821.D\data.ms (-2777) (- | m/z 73.10 100.00%
5000 129.1 VWVN&NJ&MNW/VAMﬂV
185.1 241.2 — _
‘ 284.3 19.00 19.50
ol-38 b Ll b L8860 43010 85.80%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28.0 284.0 \‘ ]
1850 241.0 19.00 19.50
m/z 60.00 81.62%
0! m‘ﬂ‘\ il ‘ o~ ‘L L “ ‘\“‘ I ‘\‘ : “‘ T
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
— =
129.0 256.0 19.00 19.50
' m/z 57.18 73.07%
5000 213.0
29.0 ‘ ‘ 1‘7
0\\“ m\h‘\‘ﬂ\w‘ : HH“HH‘HH“
m/z--> 100 150 200 250 300 350
Abundance #126199 Pentadecanoic acid = —
19.00 19.50
m/z 55.10 64.82%
5000 129.0
29.0
‘ 199.0 2420
RIS 1 N N I p= S |
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 9 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.086 4.58 ng 792151  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 3077 (21.086 min): BM049821.D\data.ms (-3073) (- | m/z 57.10 100.00%
57.1

5000 111.1

%

207 0

21.00
281.0
of i «“\ ! ‘\. . h‘uHw“““‘3““%9““9‘1‘9”““7‘5?‘ m/z 83.10 91.98%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano

[&)]
13:1
o

5000 111.0
21.00
‘ m/z 55.10 87.30%
O \\“\M\“‘\‘\\\‘\‘\\“\u%??\q‘\\\\2‘6\6\\()\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho
83.0
L \
21.00
5000 ITI/Z 43.05 85.72%
29.0 %
ol LT ee0 2800
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #286432: Heptacos-1-ene T
57.0 21.00
m/z 69.10 82.77%
5000 111.0 WNwAWMﬂANJ\K“MﬂAMMWA
3780
orHLLLLLLL 702220 r~
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40425\
Data File : BM@49821.D

Acqg On : 04 Apr 2025 13:25
Operator : RC/JU

Sample : Ql694-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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-Bromopropiona... 3.016 3.4 ng 246276 1 7.786 1472140 20.0
2-Pentanone, 4-... 4.904 24.4 ng 1796890 1 7.786 1472140 20.0
2-Pentanone, 4-... 5.981 4.5 ng 334934 1 7.786 1472140 20.0
Benzophenone 15.786 11.9 ng 1473120 3 14.427 2481820 20.0
n-Hexadecanoic ... 18.074 16.0 ng 2328370 4 17.168 2912070 20.0
trans-Sinapyl a... 18.392 2.5 ng 357515 4 17.168 2912070 20.0
Isopropyl palmi... 18.498 2.3 ng 331658 4 17.168 2912070 20.0
Octadecanoic acid 19.351 7.5 ng 1301240 5 21.403 3462550 20.0
1-Heneicosanol 21.086 4.6 ng 792151 5 21.403 3462550 20.0
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