LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM044814.D

Acqg On : 29 Mar 2024 13:11
Operator : MA/JU

Sample : P1879-02

Misc :

ALS vial : 7 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-BM032824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@44814.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.499 66 70 78 rBV 53324 84163 2.13% 0.309%
2 5.275 366 372 381 rBV 1708577 2464701 62.48% 9.062%
3 6.846 630 639 651 rBV 1634775 2580595 65.41% 9.489%
4 7.663 770 778 785 rBV 394941 623472 15.80%  2.292%
5 8.828 968 976 988 rBV 954461 1626555 41.23% 5.981%

6 10.445 1239 1251 1257 rBV 467903 819547 20.77%  3.013%
7 11.204 1373 1380 1387 rBV2 19404 41101 1.04% ©.151%
8 12.928 1666 1673 1684 rBV 2011543 2947687 74.72% 10.838%
9 14.310 1900 1908 1915 rBV 641223 963006 24.41%  3.541%
10 15.810 2154 2163 2182 rBV 1642268 2424925 61.47%  8.916%

11 17.069 2370 2377 2381 rBV 777596 1118173 28.34% 4.111%
12 17.110 2381 2384 2389 rVB 187802 249884 6.33% 0.919%
13 17.204 2395 2400 2405 rVB 35368 50409 1.28% ©.185%
14 17.468 2441 2445 2454 rBV3 20212 43360 1.10% ©.159%
15 17.945 2520 2526 2528 rBV 58965 81778 2.07% ©0.301%
16 17.980 2528 2532 2544 rVB2 571323 879413 22.29%  3.234%
17 18.139 2554 2559 2563 rBV2 53716 101029 2.56% ©.371%
18 18.180 2563 2566 2572 rVB 37963 51149 1.30% ©.188%
19 18.457 2608 2613 2617 rBV 28187 42762 1.e8% 0.157%
20 18.845 2674 2679 2688 rBV2 297821 530410 13.44%  1.950%

21 19.015 2703 2708 2714 rBV6 34542 61838 1.57%
22 19.133 2722 2728 2738 rBV 266029 448105 11.36%
23 19.268 2747 2751 2761 rBV2 274264 402038 10.19%
24 19.498 2782 2790 2799 rVB 300838 469139 11.89%
25 19.715 2821 2827 2832 rBV 3127523 3945058 100.00% 14.506%

R, R RO
o
A
00
R

26 19.821 2842 2845 2853 rBV6 30184 67522 1.71% 0.248%
27 19.968 2865 2870 2872 rBV5 30096 56178  1.42% 0.207%
28 19.998 2872 2875 2879 rVB2 47600 68889 1.75% 0.253%
29 20.157 2898 2902 2907 rVB4 47763 64532 1.64% 0.237%
30 20.292 2922 2925 2930 rBV 30195 43739 1.11% 0.161%
31 20.345 2931 2934 2939 rVB2 29943 41100 1.04% 0.151%
32 20.751 3000 3003 3009 rVB 33148 50381 1.28% 0.185%
33 20.998 3041 3045 3051 rBV3 252424 342015 8.67% 1.258%
34 21.268 3084 3091 3095 rBV2 1099326 1605013 40.68% 5.901%
35 21.304 3095 3097 3105 rVB 172312 210500 5.34% ©.774%

36 22.333 3269 3272 3280 rVB2 181127 250214 6.34% 0.920%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44814.D

Acqg On : 29 Mar 2024 13:11
Operator : MA/JU

Sample : P1879-02

Misc

ALS vial : 7 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-BM032824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 23.498 3465 3470 3478 rBV 746566 1346361 34.13% 4.950%

Sum of corrected areas: 27196741
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Mar 2024 13:11
: MA/JU
. P1879-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
BM044814.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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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TIC: BM044814.D\data.ms

21.268
23.498

22.333
20.998 304

D.751

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44814.D

Acqg On : 29 Mar 2024 13:11
Operator : MA/JU

Sample : P1879-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 Propylene Glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.499 2.70 ng 84163 1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 40
Abundance  Scan 70 (3.499 min): BM044814.D\data.ms (-66) (-) m/z 45.00 100.00%
45.0
5000 lt
REREEEEEEE S
3.20 3.40 3.60 3.80
(

0 A 760 1829 2070 2804 4/ 43.00  19.96%

miz-> 50 100 150 200 250

Abundance #1083: Propylene Glycol

45.0
5000 DL DL I
3.20 3.40 3.60 3.80
m/z 61.00 6.48%
0l159] | 1760
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 #1091: R-(-)-1,2-propanediol
45.0
R R A
3.20 3.40 3.60 3.80
5000 m/z 43.95 6.40%
lﬁ'\o‘h‘m ‘ 176.0
ol bl el T2 —r e e
miz--> 50 100 150 200 250
Abundance #342: Isopropyl Alcohol R
45.0 3.20 3.40 3.60 3.80
m/z 42.00 4.71%
5000
15.0‘ ‘
o“““““““‘m Y -
m/z--> 50 100 150 200 250 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44814.D

Acqg On : 29 Mar 2024 13:11
Operator : MA/JU

Sample : P1879-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.980 15.73 ng 879413  Phenanthrene-di10 17.069
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 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2532 (17.980 min): BM044814.D\data.ms (-2528) (- | m/z 73.00 100.00%
43.0 73.0

5000
129.0

-

H‘ 1570185121‘3'l 256.1 18.00
W H“‘w‘w‘: wwH‘W‘H_‘HWWMMJ,W,W m/z 43.00 93.93%

o

o1

m/z--> 20 40 6 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT

18.00
m/z 59.95 92.74%

157.0 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
=
43.0 18.00
5000 ITI/Z 41.00 78.35%
129.0
185.0 228.0
0h WHM‘wu‘uumﬂwwuwu‘_mwuu,uuwu
m/z--> 20 40 6 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid =
430 73.0 18.00
' m/z 55.00 72.70%
5000
129.0
‘ ‘ 1710 2140
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44814.D

Acqg On : 29 Mar 2024 13:11
Operator : MA/JU

Sample : P1879-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.845 9.49 ng 530410 Phenanthrene-d10 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 1-Octadecanol 270 C18H380 000112-92-5 94
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 93

Abundance Scan 2679 (18.845 min): BM044814.D\data.ms (-2674) (- | m/z 55.00 100.00%
3.0
7.0
5000
| o | 5000
39.0 . :
ol | M L1900 18202241 2820 3411 ./, 43.00  94.54%
miz--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
55.0
97.0
5000 = s
18.50 19.00
m/z 57.05  83.96%
39.0 224.0
0 \“\ ‘ ““1 ‘\ \“\‘H“ 1‘ \“\ ‘“ "‘\1\8\]-.\0’ T \‘\ T ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecano
43.0 83.0
= =
18.50 19.00
5000 m/z 83.05 81.77%
25.0
LI asn0_z2s0
0 ‘V“*‘n“wl‘ﬂ‘ﬂphm i B e
miz--> 50 100 150 200 250 300 350 ﬂjk
Abundance #173730: 9-Eicosene, (E)- = T
57.0 18.50 19.00
m/z 69.05 77.75%
97.0
5000
oL 1L i 1901810 2230 2600 SN N—
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44814.D

Acqg On : 29 Mar 2024 13:11
Operator : MA/JU

Sample : P1879-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 3
R.T. EstConc Area Relative to ISTD R.T.
19.268 5.01 ng 402038  Chrysene-di12 21.268
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2751 (19.268 min): BM044814.D\data.ms (-2747) (- | m/z 43.00 100.00%
43.0
5000 128.9
3.0
185.0 S —
‘ | 2412 2841 19.00 19.50
ob— B W S ‘ b2 myz 73,00 98.74%
mfz--> 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
5000 129.0 — —
19.00 19.50
284.0 o
185.0 2410 ‘ m/z 59.95 89.61%
0! MM M “‘\‘ “ “‘ " ‘\‘\‘ ‘\ ‘\‘ . ‘\‘ Eamanae o
miz-> 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
43.0
r— g
19.00 19.50
5000 m/z 55.00 76.90%
129.0 242.0
199.0
0! HM‘“HHL\“\\“‘L‘““““‘“““
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T —
19.00 19.50
m/z 57.00 76.58%
5000 129.0
171.0 213.0 256.0
I 1 N Y O | PO
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@32924\
Data File : BM@44814.D

Acqg On : 29 Mar 2024 13:11
Operator : MA/JU

Sample : P1879-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.998 4.26 ng 342015 Chrysene-d12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3045 (20.998 min): BM044814.D\data.ms (-3041) (- | m/z 43.05 100.00%
7.0
5000
——
ol L1k w“ LIP30 L 2801 35504009 . 57 65  99.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #244232: Cyclotetracosane
43.0
5000 LN
21.00
m/z 55.00  86.22%
O T “ “ “‘ ‘ “ JW‘S?\?\ \2-}\0\0\ \2‘6\5\ \0\ ‘ \3\3\?.‘()\ T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
——
21.00
5000 m/z 83.00 75.92%
0 \‘\ i \“ \\ ‘ ‘\ ]]6?0 238.0 292.0 364.0
mmE e e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecy! ester T
57.0 21.00
m/z 69.00 67.96%
5000 11.0 WJL/\
210.0
ol UL aeso?i00s50 a0 L
m/z--> 50 100 150 200 250 300 350 400 21.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\

BM044814.D
: 29 Mar 2024 13:11
: MA/JU
: P1879-02
: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032824.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 9-Octadecenamide, (Z)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.333 3.12 ng 250214  Chrysene-di12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 83
3 9-Octadecenamide 281 C18H35NO 003322-62-1 74
4 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 64
5 Palmitoleamide 253 C16H31NO 106010-22-4 59

Abundance Scan 3272 (22.333 min): BM044814.D\data.ms (-3269) (- | m/z 59.00 100.00%
59.0
5000 WNm%MVNwWNAxAM¢MMMWAN
‘ 2256 éz%d
281.0 : :
0 mk‘p ! "m b 2080, T 3550 4TS L. 72.00  60.68%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 e e
22.00 22.50
‘ m/z 55.00 57.46%
O \‘\ “\ \““ H\ J\W\M‘ ‘\“\“‘\ \l ‘ \]_\8\4\ ?\ T ’\2\8\].\(‘)\ TTT ‘ TTTT ‘ TTTT ‘ TTT1
m/z--> 100 150 200 250 300 350 400 450
Abundance #245084: 13-Docosenamide, (2)-
59.0
P P
22.00 22.50
5000 m/z 43.00 48.85%
137.0
337.0
ol AL 1520 27702
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174772: 9-Octadecenamide — —
59.0 22.00 22.50
m/z 41.00 37.28%
- f\wmwmwvaWJkWmemw
oL e mooasto e
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM044814.D

Acqg On : 29 Mar 2024 13:11
Operator : MA/JU

Sample : P1879-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 3.499 2.7 ng 84163 1 7.663 623472 20.0
n-Hexadecanoic ... 17.980 15.7 ng 879413 4 17.069 1118170 20.0
Cyclohexadecane 18.845 9.5 ng 530410 4 17.069 1118170 20.0
Octadecanoic acid 19.268 5.0 ng 402038 5 21.268 1605010 20.0
Cyclotetracosane 20.998 4.3 ng 342015 5 21.268 1605010 20.0
9-Octadecenamid... 22.333 3.1 ng 250214 5 21.268 1605010 20.0

8270-BM032824.M Mon Apr 01 15:50:34 2024 Pag 10



