LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22 Instrument :
Operator : CG/JU BNA_M

Sample : M1238-01 ClientSampleld :
Misc : HD-02-012621

ALS Vvial : 14 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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28578.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 305 312 320 rBV2 6914 10803 1.17% 0.175%
2 5.522 390 397 404 rBvV 336668 492850 53.46% 7.988%
3 7.163 670 676 691 rBV 317203 544043 59.02%  8.818%
4 7.969 807 813 819 rBV 97028 151576 16.44%  2.457%
5 9.139 1004 1012 1022 rBV 204803 328285 35.61% 5.321%
6 10.781 1284 1291 1299 rVB 126560 205300 22.27% 3.327%
7 13.233 1702 1708 1715 rBV 461279 662926 71.91% 10.745%
8 14.069 1845 1850 1855 rVB 9509 13158 1.43% 0.213%
9 14.610 1935 1942 1949 rBV2 171271 249331 27.05% 4.041%
10 16.098 2189 2195 2207 rVB 365860 508071 55.11%  8.235%
11 17.086 2351 2363 2367 rBV5 5156 9894 1.07% 0.160%
12 17.345 2401 2407 2412 rBV 209478 290214 31.48% 4.704%
13 17.710 2463 2469 2477 rBV6 5358 10791 1.17% 0.175%
14 17.998 2514 2518 2522 rVB 20078 23990 2.60% ©0.389%
15 18.109 2531 2537 2542 rBV3 7396 12489 1.35% 0.202%
16 18.221 2551 2556 2565 rBV 103710 150113 16.28% 2.433%
17 18.509 2600 2605 2611 rBV5S 7500 15212 1.65% 0.247%
18 18.709 2636 2639 2645 rVB 8228 13505 1.47% 0.219%
19 18.974 2678 2684 2688 rBV 52718 69252 7.51% 1.122%
20 19.062 2694 2699 2706 rBV 16421 24883 2.70% 0.403%
21 19.127 2706 2710 2713 rBV3 28513 38209 4.14% 0.619%
22 19.156 2713 2715 2719 rVB 39923 44228 4.80% 0.717%
23 19.380 2749 2753 2766 rVV2 30762 67399 7.31% 1.092%
24 19.492 2768 2772 2783 rVWV 52000 85247 9.25% 1.382%
25 19.604 2787 2791 2795 rVB 16407 19462 2.11% 0.315%
26 19.745 2811 2815 2823 rVB2 17532 25775 2.80% 0.418%
27 19.939 2843 2848 2854 rBV 739672 921841 100.00% 14.941%
28 20.127 2878 2880 2886 rVB 8738 10439 1.13% 0.169%
29 20.233 2896 2898 2902 rVB2 9726 9909 1.07% 0.161%
30 20.603 2958 2961 2968 rVB 19235 28919 3.14% 0.469%
31 20.809 2992 2996 3000 rBV 67903 77604  8.42% 258%
32 20.856 3001 3004 3008 rVB 15499 16407 1.78% 266%

33 21.180 3055 3059 3064 rBV 127536 159508 17.30%
34 21.480 3106 3110 3115 rBV 285329 386215 41.90%
35 23.744 3490 3495 3504 rVB2 190641 366501 39.76%
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36 24.256 3579 3582 3591 rVB 73609 125511 13.62% 2.034%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc

ALS Vvial : 14 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-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 6169860
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM028578.D\data.ms
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400000
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300000
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100000 7.969
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Time--> 350 4.00 4.50 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM028578.D\data.ms

19.939
700000

600000

500000 13.233

400000 16.098

300000

17.345
200000 14.610

100000
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Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM028578.D\data.ms
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21.480
400000
300000

200000
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Time--> 21.00 2150 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@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.221 10.35 ng 150113  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Isopropyl palmitate 298 C19H3802 000142-91-6 64

Abundance Scan 2556 (18.221 min): BM028578.D\data.ms (-2551) (-  m/z 43.05 100.00%

43.0 73.1
5000
129.1
2132 T ‘ T T ‘ T
171.1 256.3 18.00 18.50
OWWMH m/z 73.10 93.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U T
18.00 18.50
1710 2130 2560 m/z 60.00 91.43%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72643: Tridecanoic acid
73.
43.0 0
— ——
18.00 18.50
5000 129.0 ITI/Z 41.05 78.66%
171.0
‘ ‘ ‘ 214.0
0 H““:H‘U‘H“!‘M
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid = T
43.0 ,73.0 18.00 18.50
m/z 55.05 76.48%
5000 129.0
‘ 199.0 2420
0 m_‘m‘i‘:‘u“!”‘ 18, = ——
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.974 4.77 ng 69252  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 72
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 47
3 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 37
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 35
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 32
Abundance Scan 2684 (18.974 min): BM028578.D\data.ms (-2678) (- m/z 57.10 100.00%
57.1
19.00
169.2 :
ob— w“‘ A ‘u A 52000 280 p7 113,10 48.57%
miz-> 50 100 150 200 250
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T
19.00
113.0 m/z 97.10 44.62%
b g ‘ \‘ 168.0
O\\\\‘H\‘\“\“‘\“\”\\\‘\‘\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #54934: Octane, 2-bromo-
57.0
T
19.00
5000 m/z 55.05 29.69%
113.0
2 .0 ‘
ol Ll L a0 a0
miz--> 50 100 150 200 250
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion: T
57.0 19.00
m/z 83.10 18.51%
5000
97.0
0 27‘\-0“‘\ ‘m . | | 1470177.0 219.0 2610
— e e ——
m/z--> 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22

Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 9,12-Octadecadienoic acid (... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.127 2.63 ng 38209 Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000P60-33-3 76
2 (R)-(-)-14-Methyl-8-hexadecyn-1-01 252 C17H320 064566-18-3 70
3 9-Methyl-Z,7-10,12-hexadecadien-... 294 C19H3402 1000130-89-6 64
4 Ethanol, 2-(9,12-octadecadienylo... 310 C20H3802 017367-08-7 60
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 58

Abundance Scan 2710 (19.127 min): BM028578.D\data.ms (-2706) (-

67.00 100.00%

7.0
99.1
5000
‘ 185.1 20‘6-1 281.0 19.00 1950
N I T S il 41.05  94.10%
miz--> 50 100 150 200 250
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000
19.00 19.50
2o 09.0 57.10  91.51%
280.0
ol 1 L\\‘mmm Il ‘uh 145001820 2230 TP
miz--> 50 100 150 200 250
Abundance #104165: (R)-(-)-14-Methyl-8-hexadecyn-1-0
81.0
19.00 19,50
o 55.05  88.09%
r230
o ‘hh ML oo 20
miz--> 100 150 200 250
Abundance #139723: 9—Methyl—Z,Z—lO,12—hexadecadien—l—o| acetate
430 19.00 19.50
m/z 99.10  69.48%
5000
81.0
10 2340 o9,
ob—— “\‘W L \hh\ M ‘\\\‘\:!-5‘20 — ‘\‘ e A A'/V\A‘/\‘/\ [ ‘M/\M
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 10-Octadecenoic acid, methy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.157 3.05 ng 44228  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 90

Abundance Scan 2715 (19.156 min): BM028578.D\data.ms (-2713) (- m/z 55.10 100.00%

55.1
5000
—r —
37.1 41gpq 222.2 2641 19.00 19.50
0 ll It - m/z 41.10 56.95%
Mz 150 200 250 300
Abundance #141285. 10-Octadecen0|c acid, methyl ester
55.0
5000 — —
19.00 19.50
264.0 m/z 69.10 51.20%
\‘ | ‘ 180.0 2220 296.0
ok “‘ H\ ‘mm‘w”\‘h bl “ i 1“‘\ 1 “‘ . ‘
miz--> 50 150 200 250 300
Abundance  #141314: trans—lS—Octadecenmc acid, methyl ester
55.0
—r —
19.00 19.50
5000 m/z 74.85 48.15%
97.0
264.0
38.0 1800 222.0
01‘5"0\\‘ | ‘\HH m u‘H\ ‘HM ‘ﬁ‘ alli ‘\h ) S ‘ ‘h‘ ‘2‘960
Miz--> 50 100 150 200 250 300 [\
Abundance #141283: 15-Octadecenoic acid, methyl ester —r——5 i =
55.0 19.00 19.50
m/z 83.05 42.95%
5000 87.0
264.0
L, o =0 T
ok “\‘ “\‘\“ ‘u\ ‘\\‘MM‘\\H‘H \h‘w‘ }‘ - ;H i — ‘ — e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.380 4.64 ng 67399  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 94
2 Pyrene 202 CléH1e 000129-00-0 87
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 81
4 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 56
5 Anthracene, 9-(2-nitroethenyl)- 249 C16H11NO2 058349-77-2 38
Abundance Scan 2753 (19.380 min): BM028578.D\data.ms (-2749) (-  m/z 202.10 100.00%
202.1
5000
— e
571 1010 o ‘H 19.00 19.50
0 bl P05 28 k000 20.23%
miz-> 50 100 150 200 250
Abundance #62828: Fluoranthene
202.0
5000 — F—
19.00 19.50
101.0 m/z 203.10 19.59%
o270 630 | 1500
T T T T ‘ T T T T ‘ T T T T [ T T T T T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #62826: Pyrene
202.0
— ——
19.00 19.50
5000 m/z 201.10 16.94%
101.0
0 27.0 630\\ I \\M 1590 L il
e i —
miz--> 50 100 150 200 250
Abundance  #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- — ——
202.0 19.00 19.50
m/z 101.00 13.28%
5000
o st o || ]
mlz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.492 4.41 ng 85247 Chrysene-d12 21.480
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2772 (19.492 min): BM028578.D\data.ms (-2768) (- m/z 43.10 100.00%

43.1
5000 129.0
o1 185.1 241.2 2841 T
. 19.50
10| ‘ Ll ‘ \ 355 9
0 ‘1“““‘1““””“‘ “H‘H‘“HM‘HH‘H m/z 73.05 88.71%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 T
19.50
185.0 241.0 284.0 ITI/Z 57.05 82.56%
05— ‘| H}M‘\‘N“\‘ T 4 \‘ T “ ‘\‘ o \“ |‘\ T \‘L\ L
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
73.0
T
19.50
5000 129.0 m/z 60.00 82.22%
29.
199.0 2420
0 “\\h“‘w‘\\‘\‘m} “‘\“‘ “ }‘\‘ ‘\‘ . I e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid ey
73.0 19.50
m/z 41.10 79.78%
5000
129.0
29. 185.0 228.0
O {M‘\‘H} “ T \‘\u“ “\‘ \‘ — \‘ L B . ‘ .
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown20.809 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.809 4.02 ng 77604 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 35
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 25
32,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 25
4 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 25
5 6H-Pyrido[2,3-b][1,4]benzodiazep... 351 C19H21N502 028797-61-7 22
Abundance Scan 2996 (20.809 min): BM028578.D\data.ms (-2992) - m/z 57.10 100.00%
57.1
113.2
5000
20‘56 él‘Od
169.2 . .
207.0
- uh‘u ‘n “\ b S0 2889 AL 7 113015 55.72%
miz-> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
5000 — e
97.0 20.50 21.00
m/z 97.10 53.28%
ol5: “\ | 1690 570 311.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 50 100 150 200 250 300
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
— —
20.50 21.00
5000 m/z 55.05 28.84%
97.0
ok5.0 “‘\ | | | 1470 219.0 261.0
7
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene — ——
57.0 20.50 21.00
m/z 83.10 21.60%
5000
113.0
L ‘ \‘ 168.0
Ol b . -
m/z--> 50 100 150 200 250 300 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.180 8.26 ng 159508 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Cyclotetracosane 336 C24H48 000297-03-0 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93

Abundance Scan 3059 (21.180 min): BM028578.D\data.ms (-3055) (- m/z 57.10 100.00%

7.1
5000
— —r
H 11],167.1 2081 295 1340.9 2100 2159
y—— ‘ AL JOTE 2281 29513409 4/, a3.10  95.87%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 — e
11.0 21.00 21.50
m/z 55.05 81.77%
‘ 169.0
O\\J\‘\"‘\f\\%h““ l\\\l\‘L\\2\5‘5\.\0\\‘\\\\‘\\\4\0’6\.9\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
—r —r
21.00 21.50
5000 ITI/Z 83.10 73.79%
11.0
169.0
o AL 0 230000 s
miz--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T —
57.0 21.00 21.50
m/z 69.10 62.69%
5000 11.0 J\A&//\ﬂ\
210.0
o LLLLLLLL gos0?9%2s60  sse0 S
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Heneicosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24.256 6.85 ng 125511 Perylene-di2 23.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
4 Octadecane 254 C18H38 000593-45-3 89
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 3582 (24.256 min): BM028578.D\data.ms (-3579) (-
57.1

5000
o ‘ 2/-1 206.2 281.0 356.0
e b b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0
5000

J‘ J 1 il [%197.0 296,

O‘\\\\‘\\\\‘\H\‘\l\\‘\’\\\\‘H\\‘\\H‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

m/z 57.10 100.00%

-

— —
24.00 24.50

m/z 43.10 60.71%

-

— —
24.00 24.50
m/z 71.10 59.24%

-

— —
24.00 24.50
m/z 85.10  48.83%

-

Oy P A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecyl ester —— ——
57.0 24.00 24.50
m/z 55.10 25.28%
- Vﬂw/\ﬂwAAN]\/\WM%MJMJM
Wy, 00
O Hy el e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270-BM012021.M Thu Jan 28 15:51:18 2021

T —
24.00 24.50

Page:

12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM028578.D

Acqg On : 27 Jan 2021 20:22
Operator : CG/JU

Sample : M1238-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.221 10.4 ng 150113 4 17.345 290214 20.0
2,4,4,6,6,8,8-H... 18.974 4.8 ng 69252 4 17.345 290214 20.0
9,12-Octadecadi... 19.127 2.6 ng 38209 4 17.345 290214 20.0
10-Octadecenoic... 19.157 3.0 ng 44228 4 17.345 290214 20.0
Benzene, 1,1'-(... 19.380 4.6 ng 67399 4 17.345 290214 20.0
Octadecanoic acid 19.492 4.4 ng 85247 5 21.480 386215 20.0
unknown20. 809 20.809 4.0 ng 77604 5 21.480 386215 20.0
Heptafluorobuty... 21.180 8.3 ng 159508 5 21.480 386215 20.0
Heneicosane 24.256 6.8 ng 125511 6 23.744 366501 20.0
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