LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
Data File : BM@47339.D

Acqg On : 23 Aug 2024 18:47
Operator : RC/JU

Sample : P3640-01

Misc :

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-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47339.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.257 60 63 77 rBvV 260667 390744 3.55% 0.575%
2 4.563 278 285 292 rBV 266161 370673 3.37% 0.545%
3 5.010 355 361 379 rBV 3721887 5470583 49.73%  8.049%
4 6.575 620 627 641 rBV 3494115 5709046 51.90%  8.400%
5 6.987 692 697 707 rBV 78530 152069 1.38% 0.224%

6 7.351 752 759 768 rBV 1311703 1993715 18.12% 2
7 8.498 945 954 967 rBV 2377599 3887530 35.34% 5
8 10.104 1219 1227 1245 rBV 1585750 2622317 23.84%  3.858%
9 10.869 1350 1357 1371 rBV 261106 545696 4.96% ©
10 12.616 1645 1654 1671 rBV 5756741 8881100 80.73% 13.

11 14.010 1884 1891 1901 rBV 2364951 3506877 31.88%
12 14.245 1925 1931 1932 rBV 113473 127129 1.16%
13 14.263 1932 1934 1940 rVB 134171 182512 1.66%
14 14.845 2028 2033 2040 rBV 90616 124114  1.13%
15 15.521 2141 2148 2159 rBV 4112749 6076686 55.24%

[c BRI IRV,
N
[e)]
o
B

16 16.774 2356 2361 2366 rBV 2658454 3856029 35.05%
17 16.815 2366 2368 2373 rVB 202908 241219 2.19%
18 16.904 2379 2383 2392 rVB2 89242 152835 1.39%
19 17.651 2506 2510 2515 rBV2 123738 180954 1.64%
20 17.715 2515 2521 2529 rBV2 831329 1235441 11.23%

Lo OoOOoOWwV
N
N
%
R

21 18.856 2709 2715 2719 rBV 554103 782914  7.12%

22 19.009 2738 2741 2750 rBV 206190 301115 2

23 19.221 2770 2777 2783 rBV 406046 641784  5.83%

24 19.445 2809 2815 2826 rVB 8953778 11000641 100.00% 1
25 20.750 3033 3037 3047 rVB2 956868 1436280 13.06%

NOO® O R
[t
a
B
xR

26 20.956 3068 3072 3075 rBV 706795 795280  7.23%
27 21.015 3076 3082 3086 rBV 2383798 3305116 30.04%
28 21.762 3206 3209 3221 rVB 486494 851355  7.74%
29 23.709 3533 3540 3554 rVB 1327527 3143375 28.57%

FNE N
[oe]
[e)}
w
®

Sum of corrected areas: 67965129
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
Data File : BM@47339.D

Acqg On : 23 Aug 2024 18:47
Operator : RC/JU

Sample : P3640-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM047339.D\data.ms
8000000
6000000 12.61¢
4000000 5.010 6.575
8.498
2000000
7351 10.104
. 3%;7 4?63 6.987 A 10.869
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Abundance TIC: BM047339.D\data.ms
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Abundance TIC: BM047339.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
Data File : BM@47339.D

Acqg On : 23 Aug 2024 18:47
Operator : RC/JU

Sample : P3640-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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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Peak Number 1 Propylene Glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.257 3.92 ng 390744  1,4-Dichlorobenzene-d4 7.351

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance  Scan 63 (3.257 min): BM047339.D\data.ms (-60) (-) m/z 45.05 100.00%

45.0
5000 /\\
R REEEE R
3.00 3.20 3.40 3.60
(
ol 720 11611469 2080 2800 /7 43.05  18.52%
miz-> 50 100 150 200 250
Abundance #1083: Propylene Glycol
45.0
5000 LI AL L LA L B
3.00 3.20 3.40 3.60
m/z 61.10 6.86%
0189 | 760
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
e RARREEEEEEE
3.00 3.20 3.40 3.60
5000 m/z 44.05 5.64%
o150y | 750
e — — —
miz--> 50 100 150 200 250
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R R e
45.0 3.00 3.20 3.40 3.60
m/z 42.05 2.96%
h &
ob—dlily %0 S
m/z--> 50 100 150 200 250 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
Data File : BM@47339.D

Acqg On : 23 Aug 2024 18:47
Operator : RC/JU

Sample : P3640-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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.
4.563 3.72 ng 370673 1,4-Dichlorobenzene-d4 7.351

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Hexanamide 115 C6H13NO 000628-02-4 9
5 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 9

Abundance Scan 285 (4.563 min): BM047339.D\data.ms (-278) (-) m/z 43.05 100.00%

3.0
59.1
5000
e Toaksmab
83.0 - . : :
S wl“‘w”wu i 1280 m/z 59.10  60.96%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I L LA BN R B
59.0 4.20 4.40 4.60 4.80
m/z 101.10 23.71%
0 27\\\ Ll | 830 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
T
4.20 4.40 4.60 4.80
5000 m/z 58.05 14.47%
101.0
15.0 ‘
ol 00840 L
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.20 4.40 4.60 4.80
m/z 41.05 10.01%
0 \H\‘ \‘M 12\6'0 142.0
1 N RRRREEEEEEEENEE
m/z--> 20 40 60 80 100 120 140 4.20 4.40 4.60 4.80

8270-BM081024.M Sat Aug 24 04:04:14 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
Data File : BM@47339.D

Acqg On : 23 Aug 2024 18:47
Operator : RC/JU

Sample : P3640-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.869 4.16 ng 545696 Naphthalene-d8 10.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 Carbonic acid, (3,4,4-trimethyl-... 252 C13H1605 109123-69-5 59
Abundance Scan 1357 (10.869 min): BM047339.D\data.ms (-1350) (- | m/z 94.05 100.00%
94.0
5000 /k
152.1 T T
45.1 h ‘119 1 ‘ 10.50 11.00
Ot perrelbb BTOL L MR L2070 s 77.05  27.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 = o
10.50 11.00
152.0 m/z 152.05 18.56%
45 O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30136: 1-Propanol, 2-phenoxy-
94.0
— =
10.50 11.00
5000 m/z 78.10 16.13%
152.0
31.0 66.0 ‘ 12‘1'0 ‘
Ottt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy- = e
94.0 10.50 11.00
m/z 108.10  15.32%
5000
45.0 152.0
0 Letol |z e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
Data File : BM@47339.D

Acqg On : 23 Aug 2024 18:47
Operator : RC/JU

Sample : P3640-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 2
R.T. EstConc Area Relative to ISTD R.T.
17.715 6.41 ng 1235440  Phenanthrene-d10 16.774
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2521 (17.715 min): BM047339.D\data.ms (-2515) (- m/z 73.10 100.00%

73.1
5000 1290
213.2

P
3900 171.1 256.3 17.50 18.00

0 i , | Lol 18019341 s 16 79, 69%

m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
GMO

5000 129.0 LT
17.50 18.00
m/z 60.05 78.79%

171.0 213.0 256.0

O' ‘\Sﬂ‘h‘P‘\““‘\ h} \‘ ’ “\ \‘ T ‘ T “ \“ T ‘\ T ‘ “\ L ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
T —
17.50 18.00
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129.0
29. 185.0 228.0
0 LM ‘HM“ ‘\‘H‘L “ML‘ il ‘\ | L m‘\ “\‘ \‘ —_ ‘\‘ T
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid T ——
73.0 17.50 18.00

m/z 41.10 60.85%

5000
9.
0 e H Wh
u‘u \‘u‘\h“ wh‘\\ ‘w“ L ‘ | ‘\

‘ T :
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i

8270-BM081024.M Sat Aug 24 04:04:16 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
Data File : BM@47339.D

Acqg On : 23 Aug 2024 18:47
Operator : RC/JU

Sample : P3640-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.750 8.69 ng 1436280  Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3037 (20.750 min): BM047339.D\data.ms (-3033) (- | m/z 57.10 100.00%

57.1
5000 1111

—
A || 1682 229.12803 : 2050 HO
O AL L0 2 C20 20D 867.2417.2 475, mjz 83.10  88.18%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0

5000 111.0 U
20.50 21.00
m/z 55.10 87.16%

O\\\h‘ \\\\H“l‘\“‘\“\l]?G\Z.\q’\\\\2‘6\6\.\0\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #244231: 1-Tetracosene
43.0 97,0

2&50 2£00
5000 m/z 43.10 86.60%
o L0 oo JL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol e e
57.0 20.50 21.00

m/z 69.10 81.90%

111.0
5000
I “\‘ |167.0 2220 278.0 378.0

(IEEREEE § NN et T M AL -

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00

8270-BM081024.M Sat Aug 24 04:04:17 2024 Page: 7



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
BM@47339.D
: 23 Aug 2024 18:47

Operator : RC/JU

Sample
Misc
ALS vial : 15

Quant Method
Quant Title

TIC Library

. P3640-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .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 Nonacos-1-ene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.762 5.15 ng 851355  Chrysene-di2 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 Heptacos-1-ene 378 C27H54 015306-27-1 86

Abundance Scan 3209 (21.762 min): BM047339.D\data.ms (-3206) (- m/z 83.10 100.00%

83.1
5000
F 2150  22.00
9.1 . .
242.1
ol kbW L 27 3811 3973 4845 9719 89.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #306022: Nonacos-1-ene
57.0
5000 111.0 —— —
21.50 22.00
m/z 69.10 85.09%
| b7 406.0
0\\‘\“‘\ \\‘\‘\“\}“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho
83.0
—— —
21.50 22.00
5000 ITI/Z 55.10 83.15%
29.0 ‘
o LT o0 2800
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #249113: 1-Docosanol, methyl ether —— —
83.0 21.50 22.00
m/z 43.10 66.21%
5000
29.
308.0
0 111,,19502520\ ———
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82324\
Data File : BM@47339.D

Acqg On : 23 Aug 2024 18:47
Operator : RC/JU

Sample : P3640-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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|
Propylene Glycol 3.257 3.9 ng 390744 1  7.351 1993720 20.0
2-Pentanone, 4-... 4.563 3.7 ng 370673 1 7.351 1993720 20.0
1-Phenoxypropan... 10.869 4.2 ng 545696 2 10.104 2622320 20.0
n-Hexadecanoic ... 17.715 6.4 ng 1235440 4 16.774 3856030 20.0
1-Heneicosanol 20.750 8.7 ng 1436280 5 21.015 3305120 20.0
Nonacos-1-ene 21.762 5.2 ng 851355 5 21.015 3305120 20.0
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