LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82924\
Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :

Misc : S-865-N-SO-1-1.5-082824

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-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47394.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 75 rVB 58354 91312 1.29% 0.148%
2 4.557 276 284 290 rBV 130413 188986 2.67% 0.307%
3 5.004 354 360 380 rBV 1974693 2926125 41.34% 4.748%
4 6.569 619 626 641 rBV 1875933 3115824 44.02% 5.056%
5 7.345 747 758 770 rBV 824689 1338808 18.91% 2.172%
6 8.492 945 953 963 rBV 1293518 2133588 30.14% 3.462%
7 10.098 1217 1226 1236 rBV 1040210 1747648 24.69% 2.836%
8 10.869 1349 1357 1367 rBV 107406 236841 3.35% 0.384%
9 12.610 1646 1653 1665 rBV 3239923 4888078 69.05% 7.932%
10 14.004 1884 1890 1898 rBV 1657824 2517733 35.57% 4.085%
11 14.239 1925 1930 1932 rBV4 61568 94766  1.34% 0.154%
12 14.480 1966 1971 1979 rBV2 143862 231161 3.27% 0.375%
13 14.863 2029 2036 2048 rVB 316939 556993 7.87%  0.904%
14 15.057 2064 2069 2075 rVB5 34685 73392  1.04% 0.119%
15 15.410 2123 2129 2137 rVB 112162 196015 2.77% 0.318%
16 15.521 2142 2148 2157 rBV 2894729 4346479 61.40% 7.053%
17 15.927 2213 2217 2224 rBV3 52292 102677 1.45% 0.167%
18 16.215 2262 2266 2273 rBV 151872 236179 3.34% 0.383%
19 16.562 2321 2325 2328 rBV2 67598 88044 1.24% 0.143%
20 16.727 2349 2353 2356 rBV 107109 139755 1.97% 0.227%
21 16.774 2356 2361 2365 rVV 2231361 3054573 43.15% 4.957%
22 16.815 2365 2368 2374 rVB 256281 335875 4.74% 0.545%
23 16.904 2379 2383 2389 rVB2 122522 207255 2.93% 0.336%
24 16.986 2393 2397 2402 rBV2 90471 133584 1.89% 0.217%
25 17.086 2410 2414 2420 rVB 114158 158241  2.24% 0.257%

26 17.192 2430 2432 2447 rVB2 70643 151938 2.15% 0.247%
27 17.580 2494 2498 2503 rBV7 60434 115928 1.64% ©.188%
28 17.715 2513 2521 2527 rBV 4301112 6988394 98.72% 11.340%
29 17.768 2527 2530 2539 rVB 521201 863694 12.20% 1.401%
30 18.133 2587 2592 2595 rBV3 97546 140050 1.98% 0.227%

31 18.256 2609 2613 2622 rVB 176949 265659 3.75%
32 18.580 2665 2668 2675 rVB4 81335 120936 1.71%
33 18.851 2710 2714 2729 rBV 874075 1454995 20.55%
34 19.009 2736 2741 2753 rBV 2367517 3724246 52.61%
35 19.221 2769 2777 2782 rVWW 770763 1325277 18.72%
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36 19.274 2782 2786 2797 rVB2 179791 350528 4.95%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82924\
Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :

Misc : S-865-N-SO-1-1.5-082824

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-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.439 2809 2814 2819 rBV 5568553 7078975 100.00% 11.487%
38 19.727 2860 2863 2869 rVvB2 129847 192781 2.72% 0.313%
39 19.833 2878 2881 2886 rBvV2 98284 133282 1.88% 0.216%
40 20.745 3033 3036 3041 rVB 548084 653366 9.23% 1.060%
41 20.950 3067 3071 3075 rBV 550288 675138 9.54% 1.096%
42 21.015 3076 3082 3087 rVV2 2448895 3915105 55.31% 6.353%
43 21.056 3087 3089 3098 rVB 445464 561397 7.93% 0.911%
44 22.874 3393 3398 3404 rBV 282928 693293 9.79% 1.125%
45 23.715 3534 3541 3559 rVB 1252937 3082632 43.55% 5.002%

Sum of corrected areas: 61627546
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82924\
Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :
Misc S-865-N-SO-1-1.5-082824

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM047394.D\data.ms
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Abundance TIC: BM047394.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82924\
Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :

Misc S-865-N-SO-1-1.5-082824

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.557 2.82 ng 188986 1,4-Dichlorobenzene-d4 7.345

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
3 3-Hexanol 102 C6H140 000623-37-0 28
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 ©053951-43-2 25
5 Tetraglyme 222 C10H2205 000143-24-8 23
Abundance Scan 284 (4.557 min): BM047394.D\data.ms (-276) (-) m/z 43.05 100.00%
43.0
5000
101.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ 4.20 4.40 4.60 4.80
Ob et 120, 12801491 2090 y/; s9.10  61.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B LI B B
4.20 4.40 4.60 4.80
m/z 101.10  25.81%
101.0
0\‘\H\“\\"Hi\\}‘\\\\"\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
 Rammats e R
4.20 4.40 4.60 4.80
m/z 58.10 15.14%
5000 101.0
27.0 ‘
o‘_‘\W,Hl"!w‘HM,HH‘uHu_‘H_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4970: 3-Hexanol  EAARSaRESEEEE s
59.0 4.20 4.40 4.60 4.80
m/z 41.05 9.15%
50001 310
0 840
! R e B MR A e EAaRRTE
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\BM@82924\
Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :

Misc : S-865-N-SO-1-1.5-082824

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.869 2.71 ng 236841 Naphthalene-d8 10.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 1-Amino-3-phenoxypropan-2-ol 167 C9H13NO2 004287-19-8 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
Abundance Scan 1357 (10.869 min): BM047394.D\data.ms (-1349) (- | m/z 94.05 100.00%
94.0
5000 JX
152.1 - P
51.0 h | ‘ 10.50 11.00
O e b 29302810 Ly 77.10 26.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 — —
10.50 11.00
152.0 m/z 152.05 18.68%
45.0 ‘ ‘
O]\-ﬁ.‘()\\‘\\““\‘\“\\"‘\H\H“‘H\‘\‘\‘!\\“HH‘\H‘\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
e e
10.50 11.00
5000 m/z 78.05 15.42%
45.0 152.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #42865: 1-Amino-3-phenoxypropan-2-ol T —
94.0 10.50 11.00
m/z 108.10  13.97%
5000 123.0
56.0
‘ ‘ ‘ 167.0
0 \u‘u‘\H}‘Hl\‘L‘w,‘;h\\‘\”‘\\‘h‘\‘1\w‘h\\‘\\‘\\,\m\,\\u‘\m‘\m‘\m‘\m,u
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82924\

Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :

Misc . S-865-N-SO-1-1.5-082824

ALS vial : 7 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .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 3 n-Hexadecanoic acid Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
17.715 45.76 ng 6988390  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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2521 (17.715 min): BM047394.D\data.ms (-2513) (- m/z 73.10 100.00%

%

5000
129.1
213.2 —— ——
‘ | ‘17‘12‘ ‘ 256.3 17.50 18.00
0.3 i LU L L 385 se.es  77.59%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

%

60.0
5000 129.0 L 1
17.50 18.00
‘ 1710 213.0 256.0 m/z 43.10 72.77%
0! » \\h“\ ;‘H‘\‘ it ‘\ ‘ “‘ “ “‘ \‘ “\ S ‘ L‘ T

B

m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
== =
17.50 18.00
5000 m/z 57.10 61.62%
129.0
29. 185.0 228.0
0 ;M‘\‘u} ‘\ | \‘m‘\ “\‘ \‘ . “\‘ e T
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid = =
73.0 17.50 18.00
m/z 55.10 58.41%
5000
29.
129.0
‘ 171.0 2140
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82924\
Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :

Misc : S-865-N-SO-1-1.5-082824

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 2
R.T. EstConc Area Relative to ISTD R.T.
19.009 19.02 ng 3724250  Chrysene-d12 21.015
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 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tridecane 184 C13H28 000629-50-5 25

Abundance Scan 2741 (19.009 min): BM047394.D\data.ms (-2736) (- | m/z 73.05 100.00%

73.0
5000 129.0
1852 241.2 =T
‘ ‘ 284.3 19.00
0 Ml b b L8210 s 4310 84.32%
mi/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0 284.0
50007 28.0 1
1850 2410 19.00
m/z 60.10 79.43%
0! H‘\‘““‘\“M ”\“ T b \L o “ . \“\ \‘ "\ T \‘\ L
mi/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid

73.0
—
19.00

5000 129.0 m/z 57.10 71.64%

29.0
‘ 199.0 242.0
0 ; ‘L‘ H‘ ““h‘\“ “‘\\‘\‘u} “““ “ ;“ ‘i — “\’ T
0

%

m/z--> 5 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid =
73.0 19.00

m/z 55.10 63.94%
5000
129.0
29. 185.0 228.0
0 . ““ “ML‘H} “ i \‘m‘\ “\‘ \‘ ; “\‘ L L B e

T
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82924\
Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :

Misc : S-865-N-SO-1-1.5-082824

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.744 3.34 ng 653366  Chrysene-di2 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83

Abundance Scan 3036 (20.745 min): BM047394.D\data.ms (-3033) (- | m/z 57.10 100.00%
7.1

5
5000
229.1

—— —
%5_1 373.9393.9 20.50 21.00
O b d s e e e m/z 43.10 80.36%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000

m/z 83.10 69.44%

okl FF,O 2520 " 3690 648
‘\\H‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-

57.0

5000 ITI/Z 55.10 67.31%
ez nn
0 T \U\ f Tt
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #318054: Nonadecy! pentafluoropropionate e e
57.0 20.50 21.00

m/z 69.10  65.29%

B &w
9.0
‘ ‘\E] ) 266.0 412.0

m/z--> 0 50 100150200 250300 350400450500550600650 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82924\
Data File : BM@47394.D

Acqg On : 29 Aug 2024 15:06

Operator : RC/JU

Sample : P3775-02 :

Misc : S-865-N-SO-1-1.5-082824

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@82624.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|
2-Pentanone, 4-... 4.557 2.8 ng 188986 1  7.345 1338810 20.0
1-Phenoxypropan... 10.869 2.7 ng 236841 2 10.098 1747650 20.0
n-Hexadecanoic ... 17.715 45.8 ng 69883990 4 16.774 3054570 20.0
Octadecanoic acid 19.009 19.0 ng 3724250 5 21.015 3915110 20.0
Pentadecafluoro... 20.744 3.3 ng 653366 5 21.015 3915110 20.0
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