LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM0@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc :

ALS Vvial : 10 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@44817.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 67 70 80 rBV 47352 70435 1.57% 0.244%
2 5.275 366 372 384 rBV 1662673 2389249 53.29% 8.283%
3 6.846 632 639 652 rBV 1572619 2525315 56.33% 8.755%
4 7.663 772 778 786 rBV 414562 657478 14.66%  2.279%
5 8.828 967 976 990 rBV 917246 1563176 34.87% 5.419%
6 10.439 1241 1250 1264 rBV 498416 889285 19.83% 3.083%
7 12.928 1666 1673 1693 rBV 2082203 3052804 68.09% 10.584%
8 14.310 1901 1908 1916 rBV 703491 1058684 23.61% 3.670%
9 14.539 1940 1947 1953 rVB3 23754 54536 1.22% 0.189%
10 15.810 2156 2163 2176 rBV 1638428 2442755 54.48% 8.469%
11 17.068 2370 2377 2381 rBV 880867 1248481 27.85% 4.328%
12 17.110 2381 2384 2391 rVV 262662 367283 8.19% 1.273%
13 17.204 2394 2400 2405 rVB2 48170 76017 1.70% 0.264%
14 17.480 2440 2447 2457 rBV2 29402 72369 1.61% 0.251%
15 17.945 2522 2526 2528 rBV 36871 51710 1.15% 0.179%
16 17.980 2528 2532 2543 rVB2 353654 553305 12.34% 1.918%
17 18.139 2555 2559 2563 rBV2 43125 74016 1.65% 0.257%
18 18.845 2674 2679 2689 rBV2 235874 415927  9.28% 1.442%
19 19.009 2703 2707 2714 rVB2 27774 50619 1.13% 0.175%

2.

20 19.133 2722 2728 2737 rBV 434836 627115 13.99%

21 19.268 2747 2751 2759 rBV3 153083 233539 5.21%
22 19.498 2781 2790 2799 rBV 385576 600570 13.40% 2.082%
23 19.715 2819 2827 2839 rVB 3493794 4483439 100.00% 15.544%

()
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)
R

24 19.827 2841 2846 2853 rVV5 31241 73955 1.65% ©.256%
25 19.962 2865 2869 2872 rBVe6 26751 50169 1.12% 0.174%
26 20.004 2872 2876 2879 rVB3 34791 54820 1.22% 0.190%
27 20.156 2898 2902 2907 rVB3 33219 49217 1.10% 0.171%
28 20.751 2999 3003 3009 rBV3 52164 84830 1.89% 0.294%
29 20.998 3040 3045 3050 rBV3 335302 459779 10.26% 1.594%
30 21.268 3084 3091 3095 rBV2 1269029 1812131 40.42% 6.283%
31 21.303 3095 3097 3105 rVB 214843 259973 5.80% ©.901%
32 22.333 3269 3272 3281 rVB3 180189 256144 5.71%  ©.888%
33 22.833 3353 3357 3363 rBV 171780 393568 8.78% 1.364%
34 23.403 3450 3454 3462 rVB 148008 281653 6.28% ©.976%
35 23.503 3465 3471 3477 rVW 787306 1509283 33.66% 5.233%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc

ALS Vvial : 10 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
Sum of corrected areas: 28843629

8270-BM032824.M Mon Apr 01 15:52:49 2024 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Mar 2024 15:01
: MA/JU
. P1879-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
BM044817.D

: 10 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc

ALS Vvial : 10 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 unknown3.499 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.499 2.14 ng 70435  1,4-Dichlorobenzene-d4 7.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 40
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 2,2-Dichloroethyl methyl ether 128 C3H6C120 034862-07-2 9
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 9
Abundance  Scan 70 (3.499 min): BM044817.D\data.ms (-67) (-) m/z 44.95 100.00%
45.0
5000 k
REREEEE e
3.20 3.40 3.60 3.80
Obrrrprereplher 820 4200 2088wz 43.00  18.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1085: Propylene Glycol
45.0
5000 DL DL I
3.20 3.40 3.60 3.80
m/z 61.00 6.70%
. 150 || 760
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1091: R-(-)-1,2-propanediol
45.0
SR D U
3.20 3.40 3.60 3.80
5000 m/z 44.00 6.04%
19.0
Y T - —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1093: (S)-(+)-1,2-Propanediol R R A
45.0 3.20 3.40 3.60 3.80
m/z 46.00 2.92%
5000
0 19'0\\\ Al | 0
R B A B o e R REaE R
m/z--> 20 40 60 80 100 120 140 160 180 200 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@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc

ALS Vvial : 10 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 8.86 ng 553305 Phenanthrene-d10 17.068
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 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2532 (17 980 min): BM044817.D\data.ms (-2528) (- | m/z 72.95 100.00%

%

5000
128.9
2131
‘ 171.0 ‘ 256.1 18.00
032 H‘W g LU L T 854 s 4308 86.77%
m/z--> 100 150 200 250 300 350
Abundance #143510.n-Hexadecanok:add
5000 129.0 T
18.00
m/z 59.95 83.87%
‘ 171.0 213.0 256.0
0! w\\‘”\‘\\‘\‘h‘\““‘ \‘\\\“‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
e
18.00
5000 ITI/Z 41.00 70.92%
129.0
29. 185.0 228.0
oL ““ ‘M‘\‘H‘\ ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ e e
m/z--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecanok:add =
18.00
m/z 55.00 68.69%
5000 129.0
‘ 199.0 2420
oL g Ll L
m/z--> 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@32924\
Data File : BM@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc

ALS Vvial : 10 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 Cyclotetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.845 6.66 ng 415927  Phenanthrene-d10 17.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 3-Octadecene, (E)- 252 C18H36 007206-19-1 94
3 1-Octadecanol 270 C18H380 000112-92-5 94
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 Bromoacetic acid, tetradecyl ester 334 C16H31Br02 018992-01-3 91
Abundance Scan 2679 (18.845 min): BM044817.D\data.ms (-2674) (- | m/z 55.00 100.00%
55.0
97.0
5000
| 185 1900
39.1 : : :
ol bl Jw L A9 2070 2509 803. .. 4300 87.88%
miz-> 50 100 150 200 250 300
Abundance #71732: Cyclotetradecane
55.0
5000 = e
97.0 18.50 19.00
m/z 57.05 76.56%
T T ’ ‘\ \ \ ‘ T \ T ‘ T T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #138525: 3-Octadecene, (E)-
69.0
= s
18.50 19.00
5000 m/z 69.05 70.44%
29.0 11.0
ol LI LI L) 1 pst0 ageo 220
miz--> 50 100 150 200 250 300
Abundance #161350: 1-Octadecanol = T
43.0, 83.0 18.50 19.00
m/z 83.00 69.49%
5000
25.0
“ ‘ ‘ 168.0 224.0
ol J‘ H‘MMHHHW‘HH_ — ——
m/z--> 50 100 150 200 250 300 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@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc

ALS Vvial : 10 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 5
R.T. EstConc Area Relative to ISTD R.T.
19.268 2.58 ng 233539  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 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43

Abundance Scan 2751 (19.268 min): BM044817.D\data.ms (-2747) ({ | m/z 73.00 100.00%
73.0

5000 129.0 WAWwNWVMWAWMAwwaJM
50

e
185.1 24‘1'1 284.1 19.00 19.50
[

) W O RO a1
miz--> 100 150 200 250 300 350

Abundance #179091: Octadecanoic acid

43.0
5000 129.0 hes s
30 1900 1950
’ 284.0
185.0 9410 ‘ m/z 57.05 .41%
0 20 ! ‘\M\‘h\‘ ‘\“ T by \“ \“\ “ wrk \“ T s L

m/z--> 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid

43.0
P —
19.00 19.50
5000 m/z 59.95 78.82%
40 1200 242.0
0
0 o MHMNMW\M‘\JM\LH\\\H\ A I

0 m/z 43.00 88.78%

-

(o]
N
IS
=
=]

miz--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid st
60.0 19.00 19.50
m/z 55.00 75.37%

5000 129.0
171.0 213.0 256.0
M L \\hu\ \‘H‘\ u ‘ “ ‘ ‘ | ‘ I ‘

[(RRNE N R —— -
miz--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM@32824.M Mon Apr 01 15:52:56 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc

ALS Vvial : 10 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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.998 5.07 ng 459779  Chrysene-di12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclopentadecane 210 C15H30 000295-48-7 97
3 1-Docosene 308 C22H44 001599-67-3 93
4 Octacosanol 410 C28H580 000557-61-9 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 3045 (20.998 min): BM044817.D\data.ms (-3040) (- | m/z 43.05 100.00%
43.
7.0
5000
“‘
226.0 21.00
154.0 -
0rm ‘\‘ H‘ PO A 28293427 4280 . 5700 o6.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 LN
21.00
111.0 m/z 55.00  93.85%
O‘\\J’\l\‘“\\”\}‘ \‘\J‘\‘\]‘_G\?\q‘z\z\s\\o‘\z\g\o\(’)\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #87654: Cyclopentadecane
55.0
T
21.00
5000 m/z 83.00 78.61%
111.0
H ‘ } 210.0
0“W H“‘ IMHp‘J“V““‘H,“‘w““‘u“,‘u‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene =
55.0 21.00
m/z 69.00 69.89%
5000
111.0
ARV
R _"w“‘w"H“H“‘H‘,H“_“‘_“w“u e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc

ALS Vvial : 10 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 6 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.333 2.83 ng 256144  Chrysene-di12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 94
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
3 7-Nonenamide 155 C9H17NO 090949-53-4 50
4 Cyclohexanecarboxamide 127 C7H13NO 001122-56-1 49
5 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 38
Abundance Scan 3272 (22.333 min): BM044817.D\data.ms (-3269) (- | m/z 59.00 100.00%
59.0
‘ 22‘06 éZ‘Sd
14.0 . .
1929 256.0
0 mt\u ‘\‘ M b0 200 3229 43014890 75 00 65.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 = P
22.00 22.50
m/z 55.00 55.88%
337.0
O T \ \H‘ ‘U \m\m !M\lhw‘} ‘}\8\4\91?4!010\\ T ‘ T } \l\ ‘ TT T ‘ TTTT ‘ TTTT ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
— ——
22.00 22.50
5000 m/z 43.00 43.52%
AT S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #32728: 7-Nonenamide “ T
59.0 22.00 22.50
m/z 41.00 37.16%
5000
H 155.0
o‘JUJWeu\wuw\uH‘HH_‘H‘HHWHWHWH‘ — 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 : BM@44817.D

Acqg On : 29 Mar 2024 15:01
Operator : MA/JU

Sample : P1879-04

Misc

ALS Vvial : 10 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|
unknown3.499 3.499 2.1 ng 70435 1 7.663 657478 20.0
n-Hexadecanoic ... 17.980 8.9 ng 553305 4 17.068 1248480 20.0
Cyclotetradecane 18.845 6.7 ng 415927 4 17.068 1248480 20.0
Octadecanoic acid 19.268 2.6 ng 233539 5 21.268 1812130 20.0
5-Eicosene, (E)- 20.998 5.1 ng 459779 5 21.268 1812130 20.0
13-Docosenamide... 22.333 2.8 ng 256144 5 21.268 1812130 20.0
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