LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36138.D

Acqg On 1 06 Aug 2022 02:44
Operator : CG/JU

Sample : N3960-17

Misc :

ALS Vvial : 18 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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36138.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.957 311 318 323 rBV 90987 128167 1.41% 0.205%
2 5.446 394 401 413 rBV 3231555 4582774 50.47% 7.315%
3 7.069 669 677 687 rBV 3079353 4737903 52.18% 7.562%
4 7.857 803 811 819 rBV 1006598 1562923 17.21% 2.495%
5 9.028 1002 1010 1024 rBV 1934642 3170390 34.92% 5.060%

6 10.657 1280 1287 1294 rBV 1299599 2189755 24.12%  3.495%
7 12.327 1563 1571 1581 rBV3 30281 91293 1.01% ©.146%
8 13.121 1698 1706 1718 rBV 5004427 7177425 79.05% 11.456%
9 14.151 1874 1881 1887 rBV3 79998 152829 1.68% 0.2447%
10 14.221 1887 1893 1901 rVB 139928 220534  2.43% 0.352%

11 14.498 1933 1940 1948 rBV 1855571 2753411 30.33%
12 15.986 2185 2193 2199 rBV 3686051 5484938 60.41%
13 16.204 2226 2230 2240 rBV6 42275 110811 1.22%
14 17.145 2385 2390 2397 rBV5 53773 116831 1.29%
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15 17.239 2398 2406 2410 rVV 2168066 2985000 32.88% 764%
16 17.280 2410 2413 2417 rVB 234637 290039 3.19% 0.463%
17 17.368 2424 2428 2434 rVB 97821 135493 1.49% 0.216%
18 17.627 2464 2472 2481 rBV3 128793 272184 3.00% 0.434%
19 17.909 2516 2520 2525 rVB 195361 237144  2.61% 0.379%
20 18.139 2552 2559 2567 rBV3 493295 844135 9.30% 1.347%
21 18.209 2567 2571 2574 rBV 200985 225836 2.49%  ©.360%
22 18.304 2583 2587 2592 rBV2 89045 169873 1.87% 0.271%
23 18.427 2605 2608 2614 rBV3 60462 104920 1.16% 0.167%
24 18.998 2701 2705 2708 rBV 188640 255013 2.81% ©0.407%
25 19.027 2708 2710 2714 rVV 111898 173904 1.92% 0.278%
26 19.086 2716 2720 2724 rVB2 483028 577214 6.36% 0.921%
27 19.215 2739 2742 2748 rVB 172945 199342 2.20% ©.318%
28 19.292 2751 2755 2762 rBV 428475 744757  8.20%  1.189%
29 19.415 2774 2776 2779 rBV2 88760 95245 1.05% 0.152%
30 19.656 2813 2817 2825 rVB 582797 870112 9.58%  1.389%

31 19.862 2847 2852 2857 rBV 7745712 9079615 100.00% 14.492%
32 20.145 2898 2900 2903 rBV2 100651 97471 1.07%
33 20.450 2949 2952 2956 rBV = 142099 179746 1.98%
34 21.127 3064 3067 3074 rVB3 1068844 1361427 14.99%
35 21.415 3111 3116 3120 rBV 2725629 3632119 40.00%
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36 23.050 3390 3394 3399 rBV2 888377 1501556 16.54% 2.397%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36138.D

Acqg On : 06 Aug 2022 02:44
Operator : CG/JU

Sample : N3960-17

Misc

ALS Vvial : 18 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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.103 3401 3403 3416 rVB2 698543 1131532 12.46% 1.806%
38 23.774 3512 3517 3524 rVB2 1573091 3021436 33.28% 4.823%
39 24.374 3615 3619 3628 rVB 955300 1985798 21.87% 3.170%

Sum of corrected areas: 62650895
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 06 Aug 2022 02:44
: CG/IU
: N3960-17

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
BM036138.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BM036138.D\data.ms
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Time-->
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TIC: BM036138.D\data.ms
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Time-->
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TIC: BM036138.D\data.ms
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Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36138.D

Acqg On : 06 Aug 2022 02:44
Operator : CG/JU

Sample : N3960-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1 n-Hexadecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
18.135 5.6 ng 844135 Phenanthrene-dio 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 74
Abundance Scan 2559 (18 139 min): BM036138.D\data.ms (-2552) (- m/z 73.00 100.00%
5000
129.0 \MAMMWﬁﬂRVN«MWmA
2131 T ‘ T T ‘ T
H‘ ‘ 171 1 ‘ 256.1 18.00 18.50
ol Ao JL L L T 84 a0 83.25%
miz--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
1
430 256.0
5000 —— ——
129.0 18.00 18.50
3.0 213.0 m/z 43.10  75.53%
‘ ‘ 171.0 ‘
0 \\\“ ‘ whh‘\\‘““\\\\ \ “ \‘\‘\”"\\\\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
73.0
P e
18.00 18.50
5000 129.0 m/z 57.106 62.92%
185.0
228.0
oLl gl Ll e
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50
m/z 55.00 62.17%
5000 129.0
29.
‘ 199.0 2420
ol M L L L S
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36138.D

Acqg On : 06 Aug 2022 02:44
Operator : CG/JU

Sample : N3960-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.086 3.87 ng 577214  Phenanthrene-d10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
4 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 99
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
Abundance Scan 2720 (19.086 min): BM036138.D\data.ms (-2716) (- | m/z 55.00 100.00%
55.0
R \
19.00
. 3419 4008 m/z 74.00 67.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — :
19.00
11.0 m/z 69.05 66.97%
‘ | 1800 2640
I 1l Ayl of 4 ! l .
O\\‘\“ ‘\H\“\“\‘\\1\‘\J\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
R \
264.0 19.00
5000 m/z 41.00 64.96%
110.0
180.0
I N NN
m/z--> 50 100 150 200 250 300 350 400
Abundance #194445: 9-Octadecenoic acid, methyl ester, (E)- —— ‘
55.0 19.00
m/z 83.10 53.54%
264.0
5000 11.0
180.0
ol b g
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36138.D

Acqg On : 06 Aug 2022 02:44
Operator : CG/JU

Sample : N3960-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 5-Octadecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.127 7.50 ng 1361430  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 1-Octadecene 252 C18H36 000112-88-9 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91

Abundance Scan 3067 (21.127 min): BM036138.D\data.ms (-3064) (- m/z 57.10 100.00%
A

57
5000

7
21.00 21.50

1 2261
o_Hu_‘H‘mﬁ»,mH‘am,w'f????’?%w?9,37:3‘_‘”_”” m/z 43.05 79.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 — ——
21.00 21.50

m/z 83.10 67.36%

IS
‘\H\‘HH‘H\.\’HH‘\\H"H\\‘\H\‘HH‘HH‘\\H’HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance
43.0

7
21.00 21.50
5000 m/z 55.05 66.84%

125.0
252.0
T S S
m/z—-> 0 50 100150200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester 7
57.0 21.00 21.50
m/z 71.10 61.51%

- /\i\J\\
| %ﬁ?A 2520 3699 648.(

O pr e S e e —— ——
m/z--> 0 50 100 150200 250 300 350 400 450 500 550 600 650 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36138.D

Acqg On : 06 Aug 2022 02:44
Operator : CG/JU

Sample : N3960-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Nonadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.374 13.14 ng 1985800  Perylene-di12 23.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3619 (24.374 min): BM036138.D\data.ms (-3615) (- | m/z 57.10 100.00%
57.1
e JL
— ——
’ ﬁﬂ&llsg 1995 1 . 24.00 24.50
oAl L A091225.12820 3793 4471 5331 .. 711 74.12%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane
57.0
5000 — ——
24.00 24.50
m/z 43.10 56.08%
0 \‘ \‘ ‘ | lel ?40‘\1\6.9‘0 26\80
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
— ——
24.00 24.50
5000 m/z 85.10 54.86%
113.0
169.0225.0282.0
(R E R A NNNE ts E E
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl- — —
57.0 24.00 24.50
m/z 55.10 22.51%
- $/\AAAL
} } 1’13'0169 0
obililill 169022500810 3650
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80522\
Data File : BM@36138.D

Acqg On : 06 Aug 2022 02:44
Operator : CG/JU

Sample : N3960-17

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
n-Hexadecanoic ... 18.139 5.7 ng 844135 4 17.239 2985000 20.0
9-Octadecenoic ... 19.086 3.9 ng 577214 4 17.239 2985000 20.0
5-Octadecene, (E)- 21.127 7.5 ng 1361430 5 21.415 3632120 20.0
Nonadecane 24.374 13.1 ng 1985800 6 23.780 3021440 20.0
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