LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72222\
Data File : BM@35905.D

Acqg On : 22 Jul 2022 14:24

Operator : CG/JU

Sample : N3742-03

Misc : SP-303-20220714

ALS vial : 5 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-BM071822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35905.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 394 401 413 rBV 2650998 3721915 23.14% 5.282%
2 7.051 667 674 685 rBV 1407028 2112007 13.13% 2.997%
3 7.887 809 816 824 rBV 1240534 1900225 11.81% 2.697%
4 9.057 1006 1015 1028 rBV 3776841 6068230 37.72% 8.612%
5 10.692 1285 1293 1302 rBV 1538399 2541497 15.80% 3.607%

6 13.157 1704 1712 1718 rBV 8571965 12308714 76.52% 17.469%
7 14.522 1937 1944 1957 rBV 2029441 2937277 18.26%  4.169%
8 16.004 2190 2196 2207 rBV 5891984 8372145 52.05% 11.882%
9 17.263 2403 2410 2416 rBV 2165349 3102799 19.29%  4.404%
10 17.380 2427 2430 2437 rVB3 111519 171716 1.07% 0.244%

11 18.162 2554 2563 2573 rBV 735337 1208393 7.51%
12 18.433 2599 2609 2615 rBV2 182593 544289 3.38%
13 19.439 2776 2780 2789 rBV 299144 450410 2.80%
14 19.715 2821 2827 2836 rVB 318054 647909  4.03%
15 19.886 2850 2856 2866 rBV 13668096 16085778 100.00%
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16 20.645 2979 2985 2991 rBV3 354654 731454  4.55% 1.038%
17 21.392 3107 3112 3115 rBV 306706 502893 3.13% ©0.714%
18 21.439 3115 3120 3129 rVB 2524515 3187249 19.81% 4.523%
19 22.109 3231 3234 3241 rVB 270593 403821 2.51% ©.573%
20 23.809 3516 3523 3532 rBV2 1747229 3462468 21.53% 4.914%

Sum of corrected areas: 70461189
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72222\
Data File : BM@35905.D

Acqg On 122 Jul 2022 14:24

Operator : CG/JU

Sample : N3742-03

Misc : SP-303-20220714

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM035905.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72222\
Data File : BM@35905.D

Acqg On 122 Jul 2022 14:24

Operator : CG/JU

Sample : N3742-03

Misc : SP-303-20220714

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.163 7.79 ng 1208390  Phenanthrene-d10 17.262
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 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 2563 (18.162 min): BM035905.D\data.ms (-2554) (- | m/z 73.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72222\
Data File : BM@35905.D

Acqg On 122 Jul 2022 14:24

Operator : CG/JU

Sample : N3742-03

Misc SP-303-20220714

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.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 2 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.433 3.51 ng 544289  Phenanthrene-d10 17.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 76
2 Heneicosane 296 C21H44 000629-94-7 70
3 Octacosane 394 (C28H58 000630-02-4 68
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 64
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 62
Abundance Scan 2609 (18.433 min): BM035905.D\data.ms (-2599) (- | m/z 57.10 100.00%
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Abundance #298427: Octacosane 7
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m/z 55.05 23.76%
5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72222\

Data File : BM@35905.D

Acqg On 122 Jul 2022 14:24

Operator : CG/JU

Sample : N3742-03

Misc SP-303-20220714
ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.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 3 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.439 2.83 ng 450410  Chrysene-di12 21.439
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 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 2780 (19.439 min): BM035905.D\data.ms (-2776) (- | m/z 73.00 100.00%
73.0
5000 129.0 L
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72222\
Data File : BM@35905.D

Acqg On 122 Jul 2022 14:24

Operator : CG/JU

Sample : N3742-03

Misc : SP-303-20220714

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.715 4.07 ng 647909  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2827 (19.715 min): BM035905.D\data.ms (-2821) (- | m/z 57.10 100.00%

57.1
5000

T
19.50 20.00
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Data Path : Z:
Data File : BM

Acqg On : 22
Operator : CG
Sample : N3
Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@72222\
©35905.D
Jul 2022 14:24
/3U
742-03

Sample Multiplier: 1

: C:\Database\NIST20.L

SP-303-20220714

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.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 5 Hexacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.645 4.59 ng 731454  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetratetracontane 619 C44H99 007098-22-8 83

Abundance Scan 2985 (20.645 min): BM035905.D\data.ms (-2979) (- | m/z 57.05 100.00%
57.0
—= =
‘ “ i 2080 282.0 20.50 21.00
ol b d il M ppeeioe 2820 3861 429 n; 71,10 69.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 =S —
20.50 21.00
m/z 43.00 61.49%
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
—— —
20.50 21.00
5000 m/z 85.05 47 .14%
13.
ol LI LD 1990 2050 mmo
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane T =
57.0 20.50 21.00
m/z 55.10 25.94%
B A'J\W\A
LT, 1690 2250 2810 3370 3940
e “““ R e e S Ll R A —— ——
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00

8270-BM071822.M Mon Jul 25 00:54:51 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72222\
Data File : BM@35905.D

Acqg On 122 Jul 2022 14:24

Operator : CG/JU

Sample : N3742-03

Misc SP-303-20220714

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.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 6 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.109 2.53 ng 403821  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3234 (22.109 min): BM035905.D\data.ms (-3231) (- | m/z 57.10 100.00%
57.1
o NtL
2200 2250
13.1 . .
207.0 282.0
ol ‘L‘ ' WL L St 2250 36324151 4790 n/y 71.10  73.60%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 —a e
22.00 22.50
m/z 43.10 59.97%
113.0
LT 6902250 2820
O\‘\‘\‘\I\\‘\‘\\‘\}“‘\'\\‘\“\‘\\1‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
—— —
22.00 22.50
5000 m/z 85.10 51.73%
oLl || 11301600 22502810  380.0
R R e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 22.00 22.50
m/z 55.00 21.53%
- va¢rwwMﬁMAwAwwkmeV
113.0 239.0
ol ALl 1090 *P020003520 R
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@72222\
Data File : BM@35905.D

Acqg On 122 Jul 2022 14:24

Operator : CG/JU

Sample : N3742-03

Misc : SP-303-20220714

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@71822.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 ... 18.163 7.8 ng 1208390 4 17.262 3102800 20.0
Tetracosane 18.433 3.5 ng 544289 4 17.262 3102800 20.0
Octadecanoic acid 19.439 2.8 ng 450410 5 21.439 3187250 20.0
Octacosane 19.715 4.1 ng 647909 5 21.439 3187250 20.0
Hexacosane 20.645 4.6 ng 731454 5 21.439 3187250 20.0
Eicosane 22.109 2.5 ng 403821 5 21.439 3187250 20.0
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