LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acqg On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc :

ALS vial : 6 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_ G\Methods\8270-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55161.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.322 3 6 13 rBV 322856 420188 17.51%  3.298%
2 3.880 96 101 107 rBV 21301 31421 1.31% 0.247%
3 5.343 343 350 357 rBV 142761 222373 9.27% 1.745%
4 5.819 424 431 439 rBV 569535 905229 37.72% 7.105%
5 7.429 698 705 718 rBV 579996 1017291 42.39% 7.984%

6 8.299 845 853 860 rBV 105635 179787 7.49% 1
7 9.474 1045 1053 1061 rBV 347632 624897 26.04% 4
8 10.878 1285 1292 1300 rBV 19113 34480 1.44% 0.271%
9 11.131 1328 1335 1343 rVB 159939 280816 11.70% 2
10 13.540 1738 1745 1753 rBV 998494 1525988 63.59% 11.

11 14.909 1969 1978 1985 rVB 268362 433594 18.07%  3.403%
12 16.383 2222 2229 2240 rBV 914051 1383879 57.66% 10.861%

13 17.641 2431 2443 2453 rVB 376508 583151 24.30% 4.577%
14 18.498 2583 2589 2599 rBV2 49428 86752 3.61% ©0.681%
15 18.986 2664 2672 2682 rBV3 43187 93659 3.90% ©.735%
16 19.750 2798 2802 2811 rBV3 25130 43863 1.83% 0.344%

17 19.985 2835 2842 2854 rVB 70563 147987 6.17% 1.161%
18 20.220 2876 2882 2888 rVB 1859219 2399867 100.00% 18.835%
19 20.802 2974 2981 2988 rBV 76162 153666 6.40%  1.206%
20 21.007 3010 3016 3019 rBV3 17781 25585 1.07% 0.201%

21 21.530 3099 3105 3114 rBV 87468 157458 6.56%
22 21.624 3115 3121 3129 rVB 68104 135046
23 21.924 3165 3172 3181 rVB 374427 623826 25.99%
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24 22.106 3199 3203 3208 rVB 20858 28442 1.19% 223%
25 22.553 3272 3279 3289 rVB2 47121 121892 5.08% 957%
26 22.746 3308 3312 3318 rBv2 23390 42263 1.76% 0.332%
27 23.463 3427 3434 3448 rBV5 39879 120765 5.03% 0.948%
28 23.628 3455 3462 3471 rBV3 27382 88401 3.68% 0.694%
29 24.350 3579 3585 3594 rVB3 17483 37510 1.56% 0.294%
30 24.909 3672 3680 3688 rBV6 19291 62224 2.59% 0.488%
31 25.349 3744 3755 3768 rVB 223078 674224 28.09% 5.292%
32 26.407 3924 3935 3950 rBVS8 13787 54858 2.29% 0.431%
Sum of corrected areas: 12741382
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055161.D\data.ms

1500000

1000000

5.819 7.429

500000
B22 9.474

5.343 8.299 11.131
3.880 10.878
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055161.D\data.ms

20.220

1500000

1000000 13240 16.383

500000 17.641 21.924

14.909

18.49818.986 1938989 2090%07 “28%4 55 106222834
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055161.D\data.ms

1500000

1000000

500000

25.349

23%5828 24.350 24.909 26.407

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.322  46.74 ng 420188 1,4-Dichlorobenzene-d4 8.299

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (3.322 min): BG055161.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
R R BARsammzmsE SRR
‘ ‘ 3.403.503.603.70
Ottt i b m/z 43.00 44.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T[T [T Trrr1
43.0 3.403.503.603.70
550 87.0 m/z 55.00  28.17%
w0 |
O\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
40 55, 87.0 3.403.503.603.70
5000 ’ m/z 87.00 26.14%
29.0
15.0 M\ ‘ Iy \H
o+t e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- ST
73.0 3.403.503.603.70
m/z 41.00 14.21%
5000 43.0
58.0
29.0 87.0
o) v PN 1S S
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 unknown3.880 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.880 3.50 ng 31421 1,4-Dichlorobenzene-d4 8.299

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 Formamide 45 CH3NO 000075-12-7 5
5 Isopropyl Alcohol 60 C3H80 000067-63-0 4

Abundance Scan 101 (3.880 min): BG055161.D\data.ms (-96) (-) m/z 45.00 100.00%

45.0
5000 K
e EAREEEEEE T
3.60 3.80 4.00 4.20
61.0 83.9
o1ttt m/z 43.00 20.15%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L L B L BN AL

3.60 3.80 4.00 4.20
m/z 61.00 5.43%

. 190 30 || 530610 759
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
e
3.60 3.80 4.00 4.20
5000 m/z 43.95 4.04%
29.0
o M‘ 37.0 “‘ 530510 760
et 2 L 2, e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5317: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R RAREEEEE S L
45.0 3.60 3.80 4.00 4.20
m/z 46.00 3.92%
5000
150 330
0 H“H‘H“H1“‘1““”‘1‘11“”‘9%‘:0‘”_”‘,HH‘\ I REREEEEEEsnan
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.343 24.74 ng 222373 1,4-Dichlorobenzene-d4 8.299

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 ©053951-43-2 23

Abundance Scan 350 (5.343 min): BG055161.D\data.ms (-343) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 R N Eamen e o
5.00 5.20 5.40 5.60
L, | 83.0 9
O+ e e e e m/z 59.00 57.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R R IR
5.00 5.20 5.40 5.60
101.0 m/z 101.00  18.89%
29'\0 L i 83\'0 |
O H‘\H\‘\H‘\“HH‘\H\‘H\‘\‘HH‘\\H’\H\‘HH‘\H\’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether
59.0
R R ma
5.00 5.20 5.40 5.60
m/z 58.00 15.63%
5000 41.0 101.0 /
27,
ol 140 L Ll 730 870 | 170
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9477: 3-Hexanol, 4-methyl- A EAmAaEa
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.97%
5000 41.0
27 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04

Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
lo.878 2.6 ng 34480 Naphthalene-ds 11.131
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- le2 csHis03 000112-34-5 83

2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
3 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004

018912-80-6 56
000112-73-2 56
000143-22-6 56
081327-29-9 50

Abundance Scan 1292 (10.878 min): BG055161.D\data.ms (-1285) (- | m/z 45.00 100.00%
45.0
5000
P o
| 75‘ 0 010 10.50 11.00
ol gl I wjz s7.60 98.79%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 ‘ . . M‘ TS
29.0 10.50 11.00
75.0 m/z 41.60  35.60%
Ot T \‘H“\‘ T “‘H‘\ \‘! ‘UH\ \‘1“\“ \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
— L
10.50 11.00
5000 ITI/Z 56.00 16.50%
89.0
29.0
73
bl L0 | a0 saso.
miz--> 20 40 60 80 100 120 140
Abundance  #96404: Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis- — ——
57.0 10.50 11.00
m/z 75.00 15.57%
5000
41.
75.0
‘ 101.0
TN A T O R N N SO |
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.499 2.98 ng 86752  Phenanthrene-d10 17.641
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2589 (18.498 min): BG055161.D\data.ms (-2583) (- | m/z 73.00 100.00%
43.0 73.0
5000
‘AA . A/\)‘\ A‘A/\ ‘ T
H 18.50
0“WH‘¢L‘ m/z 43.00 94.53%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
167.01g5 02130  256.0 m/z 60.00 80.85%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 L Ll dins
’ 18.50
5000 129.0 m/z 55.00 70.07%
171.0
‘ 214.0
AR IH S N
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid ¢¢ﬁmmﬂ\ =
43.0 ,73.0 18.50
m/z 57.05 67.01%
5000 129.0
199.0
N DO
0%§RkwwwwJMNMMNHW‘WH_‘JMA‘JHW‘HW‘HWH‘W‘ e ) i
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Heptacosane Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
18.986 3.21 ng 93659  Phenanthrene-d1e 17.641
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H909 007098-22-8 91

Abundance Scan 2672 (18.986 min): BG055161.D\data.ms (-2664) (- | m/z 57.00 100.00%
57.0

5000 \vwwﬁmmﬁ

e
e
omu‘w“_‘umHH_MWH_MWH m/z 71.80 72.66%
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 t L B
19.00
9.0 m/z 43.00 72.10%
olS-d ‘L‘ L] 1410183.0225.0267.0309.0  380.0
\\\\‘\\\‘\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 50 100 150 200 250 300 350

Abundance #298427: Octacosane
57.0
—
19.00
5000 ITI/Z 85.10 47 .10%
ol hhu J141018302250 281.0 337.0 394.
i B Lo A S e e
m/z--> 50 100 150 200 250 300 350 Nvm
Abundance #246481: Tetracosane e
57.0 19.00
m/z 55.00 26.43%
5000
9.0
“‘““““‘“‘““‘H““““““““‘ 5
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_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.985 4.74 ng 147987  Chrysene-d12 21.924
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 (C21H44 000629-94-7 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 2842 (19.985 min): BG055161.D\data.ms (-2835) (- | m/z 57.00 100.00%

57.0
5000
20.00
0 m“‘u“h‘ “‘u“‘ “‘\‘1“5‘?%‘ 2101 2811 m/z 43.00  71.19%
m/z--> 0 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 U
20.00
m/z 71.00 69.11%
oL LT 0 0ms0m67030m0._se7e
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
.
20.00
5000 ITI/Z 85.00 49,37%
ol h‘ | H | 141 0183.0225.0 281.0 337.0 394.
A e e S S e e e
m/z--> 0 50 100 150 200 250 300 350 wj&
Abundance #194588: Heneicosane NiSS I
57.0 20.00
m/z 41.00 27.97%
5000
9.0
015(3 Il H A h‘ | 141 01783 0225.0 296.0
B e A —
m/z--> 0 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.802 4.93 ng 153666  Chrysene-d12 21.924
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2981 (20.802 min): BG055161.D\data.ms (-2974) (- | m/z 56.95 100.00%
57.0
- JL
‘ 2050  21.00
4101831 : :
- ‘Mwh‘ I H‘ | 111018312250 2821 3361 m/z 43.00 71.48%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 s el
20.50 21.00
m/z 71.00 69.86%
9.0
0 \‘ ‘ H\ Il M‘ | 14; \01783 0225.0 282.0
\\\\[ \\‘\\\\\!\\‘\\\Y‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0 J&M
e o=
20.50 21.00
5000 m/z 85.05 47 .68%
‘ 9.0
41.0
50 L L)L 14 0mms0z2s0 2900
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane ‘M$ ‘ Py
57.0 20.50 21.00
m/z 41.00 26.37%
5000
ol I H | 1419183 0225.0 281.0 337.0 394.
‘“““‘““““““““““‘ R T —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.530 5.05 ng 157458  Chrysene-d12 21.924
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
4 Eicosyl pentafluoropropionate 444 (C23H41F502 1000351-80-8 91
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
Abundance Scan 3105 (21.530 min): BG055161.D\data.ms (-3099) (- | m/z 57.00 100.00%
57.0
T 7 \
h 197.1 281.0 2150
OB L SRR, m/z 43.05 91.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 ~— :
21.50
m/z 55.00 79.72%
ok lh‘.‘ 2520 3600 648,
\H\‘HH‘\HT‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339188: Heneicosyl heptafluorobutyrate
57.0
T 7 \
21.50
5000 m/z 83.00 60.35%
5.0
ol L JH 196.0 294.0 490.0
T W EEN N U oot Mt . 0. D SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #343754: Tetracosyl heptafluorobutyrate e ‘
57.0 21.50
m/z 71.00 55.66%
5000
5.0
o J |, 195.0264.0 336.0 532.0
‘H‘_H‘_H‘_H"H‘_H‘_H‘_H‘_HW‘HW‘HW‘HW‘HW‘ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.624 4.33 ng 135046  Chrysene-d12 21.924
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90
Abundance Scan 3121 (21.624 min): BG055161.D\data.ms (-3115) (- | m/z 57.00 100.00%
57.0
2150 22.00
41.2 : :
0 m“w L h“wﬁ a2 2808 m/z 43.00 68.28%
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 e macat
21.50 22.00
m/z 71.00 65.59%
9.0
0 \\‘ “\ A H‘ \‘ 141 0183 0 254 0
\\\\ \\‘\Y\\‘\!\\‘\\\1‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— =
21.50 22.00
5000 m/z 85.10 48.92%
ol h‘ | H | 141 0183.0225.0 281.0 337.0 394.
i A A T e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane e ¥
57.0 21.50 22.00
m/z 55.00 24.41%
41.0
SEANN w M1018302250 2080 ) )
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.553 3.91 ng 121892  Chrysene-d12 21.924
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
4 Eicosane, 1-iodo- 408 (C20H411 1000406-31-8 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
Abundance Scan 3279 (22.553 min): BG055161.D\data.ms (-3272) (- | m/z 57.00 100.00%
57.0
o UUK
‘ 22.50 |
183.1 .
oHMw“n“u_“w‘m‘uw‘HH"2‘8‘3‘?””_‘”_‘”_ m/z 43.00 67.55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
5000 i ‘
22.50
m/z 71.00 67.52%
oL ‘ | 13130 169.0 225.0 281.0 337.0 394.0
\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
U \
22.50
5000 m/z 85.00 42 .79%
ol } “\\ 77 1690 2250 2810 3650
e ‘“"H“‘“‘H“““w“““u“““_
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- ‘
57.0 22.50
m/z 55.00 27.61%
h /\/V\AJ\\/\/\V\AV
169.0
oL L1990 2250 seso ssso st v
m/z--> 50 100 150 200 250 300 350 400 450 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 13-Docosenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.463 3.87 ng 120765  Chrysene-di12 21.924
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 72
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
3 Octadecanamide 283 C18H37NO 000124-26-5 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 59
5 Palmitoleamide 253 C16H31NO 106010-22-4 59
Abundance Scan 3434 (23.463 min): BG055161.D\data.ms (-3427) (- | m/z 59.00 100.00%
59.0
5000 /\w
T ‘ A‘fW\ T M\
97.0
701791 2401 2941  354. 23.50
0! A 1 Y m/z 72.00 72.67%
m/z--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 T o
23.50
m/z 55.00 65.34%
126.0
0- ‘rh‘h‘\hh‘[“ ‘!‘“‘L\‘“M\ ok “1\7\0\0\ T \2\4(\)‘0\2\77\(\)‘ T }3\33?\
miz--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
——
23.50
5000 ITI/Z 57.00 51.21%
281.0
o189 | |, 1403500 1080230 10
m/z--> 50 100 150 200 250 300 350
Abundance #177476: Octadecanamide T
59.0 23.50
m/z 43.00 50.75%
B Mwmwd\wMA/\w/\\mmwa
o0 L, T assoxpozso -
m/z--> 50 100 150 200 250 300 350 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acq On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.628 2.83 ng 88401  Chrysene-d12 21.924
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Eicosane, 1-iodo- 408 C20H411 1000406-31-8 87
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3462 (23.628 min): BG055161.D\data.ms (-3455) (- | m/z 57.00 100.00%
57.0
e M”k&ww/\m/\\wmwwwwwﬂ
— —
h | H 11 209.0 280.9 354, 23.50 24.00
0’ b L e B e AT m/z 43.10 64.89%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 —r ——
23.50 24.00
99.0 m/z 71.00 61.43%
ol L L1 141018302250 2050 352
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
— —
23.50 24.00
5000 m/z 85.00 54.29%
99.0
oLl 11001970 0300 210
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane e ——
57.0 23.50 24.00
m/z 55.00 25.99%
5000
990
ol LIl 01802050 a0 LT e
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55161.D

Acqg On : 13 Oct 2022 13:04
Operator : CG/JU

Sample : N5105-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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|
Butane, 2-metho... 3.322 46.7 ng 420188 1  8.299 179787 20.0
unknown3.880 3.880 3.5 ng 31421 1 8.299 179787 20.0
2-Pentanone, 4-... 5.343 24.7 ng 222373 1 8.299 179787 20.0
Ethanol, 2-(2-b... 10.878 2.5 ng 34480 2 11.131 280816 20.0
n-Hexadecanoic ... 18.499 3.0 ng 86752 4 17.641 583151 20.0
Heptacosane 18.986 3.2 ng 93659 4 17.641 583151 20.0
Hexacosane 19.985 4.7 ng 147987 5 21.924 623826 20.0
Eicosane 20.802 4.9 ng 153666 5 21.924 623826 20.0
Pentadecafluoro... 21.530 5.0 ng 157458 5 21.924 623826 20.0
Octadecane 21.624 4.3 ng 135046 5 21.924 623826 20.0
Octacosane 22.553 3.9 ng 121892 5 21.924 623826 20.0
13-Docosenamide... 23.463 3.9 ng 120765 5 21.924 623826 20.0
Pentacosane 23.628 2.8 ng 88401 5 21.924 623826 20.0
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