LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc :

ALS Vvial : 13  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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60767.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.099 12 19 26 rBV3 36042 93517 2.63% 0.401%
2 3.176 26 32 49 rVB 541959 968149 27.24% 4.154%
3 3.687 114 119 127 rBV 42296 70415 1.98% 0.302%
4 5.538 427 434 446 rBV 1208236 1948845 54.83%  8.363%
5 7.118 694 703 712 rBV 1029467 1729872 48.67% 7.423%
6 7.958 836 846 852 rBV 266199 430981 12.13%  1.849%
7 9.110 1034 1042 1049 rBV 633498 1083353 30.48% 4.649%
8 10.755 1314 1322 1330 rBV 336880 597403 16.81% 2.563%
9 13.211 1733 1740 1747 rBV 1514749 2305874 64.87% 9.895%
10 13.428 1770 1777 1784 rBV 20712 35932 1.01% 0.154%
11 14.503 1954 1960 1965 rBV 54725 75039  2.11% 0.322%
12 14.586 1966 1974 1982 rVV 541747 855520 24.07% 3.671%
13 14.815 2005 2013 2017 rVB4 28430 65476 1.84% 0.281%
14 15.455 2118 2122 2128 rVB 80497 97272 2.74% 0.417%
15 15.867 2185 2192 2197 rBV 31890 64580 1.82% 0.277%
16 16.072 2220 2227 2236 rVB 1350221 2041015 57.42% 8.758%
17 16.266 2256 2260 2264 rBV2 28184 41944 1.18% 0.180%
18 16.319 2265 2269 2273 rVW 103517 145128 4.08% 0.623%
19 16.348 2273 2274 2282 rVB3 36267 43314 1.22% 0.186%
20 17.118 2400 2405 2409 rBV 101710 125996 3.54% 0.541%

21 17.171 2410 2414 2421 rVB2 39589 68773 1.93%
22 17.335 2435 2442 2446 rBV 690777 1091386 30.71%
23 17.371 2446 2448 2454 rVB 88336 118267 3.33%
24 17.858 2527 2531 2535 rBV 94906 112640 3.17%
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25 18.246 2592 2597 2605 rBV 559636 727674 20.47% 122%
26 18.399 2620 2623 2627 rBV5 25140 36564 1.03% 0.157%
27 18.552 2645 2649 2654 rVB 81720 102080 2.87% 0.438%
28 19.186 2752 2757 2763 rBV 86300 152241 4.28% ©.653%
29 19.398 2785 2793 2803 rBV2 403009 983462 27.67% 4.220%
30 19.521 2810 2814 2821 rBV 299164 411284 11.57% 1.765%

31 19.750 2848 2853 2858 rVB2 205130 351035 9.88%
32 19.956 2883 2888 2898 rVB 2645712 3554404 100.00% 15.
33 20.291 2942 2945 2950 rBV 70091 86765 2.44%
34 21.278 3110 3113 3120 rVB4 131688 226812 6.38%
35 21.595 3161 3167 3172 rBV2 753376 1283892 36.12%

Ui o Uk
w
~N
N
R

36 24.739 3694 3702 3716 rVB 426627 1177553 33.13% 5.053%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS Vvial : 13  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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 23304457
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060767.D\data.ms

2500000

2000000

1500000

5.538

7.118
1000000

3.176 9.110

500000
7.958 10.755
.099 3.687

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060767.D\data.ms

19.956
2500000

2000000

13.211
1500000 16.072

1000000 21.595

17.335

14.586

500000 21.278

20.291

i3,423 14.503 815 15.4595 86

Time--> 13.00 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: BG060767.D\data.ms

2500000
2000000
1500000

1000000
24.739

- W@Lw%

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.176  44.93 ng 968149 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 32 (3.176 min): BG060767.D\data.ms (-26) (-) m/z 73.10 100.00%
73.1
43.0
5000
87-1 \\\‘\\\\‘\\\\‘\
| ko ‘ 320 340 3.60
0 wH‘W‘Hﬂﬂwu‘mmju‘WLM‘M‘H‘HH‘H‘W‘H‘_‘HM‘H m/z 43.05 54.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B BB B B B B
43.0 3.20 340 3.60
' 87.0 m/z 55.05 36.97%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘f\f\‘\f\‘f“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N
3.20 340 3.60
5000 41.0 55.0 m/z 87.10 24.30%
27.0
Ol e 1229, 3290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e e
73.0 3.20 340 3.60
m/z 41.10 17.05%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e N e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 (S)-(+)-1,2-Propanediol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.687 3.27 ng 70415 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 40
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Ethane, 1,1-diethoxy- 118 C6H1402 000105-57-7 9

Abundance Scan 119 (3.687 min): BG060767.D\data.ms (-114) (-) m/z 45.00 100.00%

45.0
5000 k
 RARN R L
3.40 3.60 3.80 4.00
Ol A 2891 sz 43,00 19.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 L R B B R
3.40 3.60 3.80 4.00
m/z 44.00 7.32%
0 19.0) ). . 75.0
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1083: Propylene Glycol
45.0
A AEEmaEEE
3.40 3.60 3.80 4.00
5000 m/z 61.00 4.57%
oL 190] L. 70
B R o o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5616: Ethanol, 2,2'-oxybis- “W““_‘ﬁ‘,u““‘u
45.0 3.40 3.60 3.80 4.00
m/z 46.10 3.76%
5000
75.0
9 |
e — SRS HY S —
m/z--> 20 40 60 80 100 120 140 160 180 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.455 2.27 ng 97272  Acenaphthene-d1e 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 83
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 78
4 1-Iodoundecane 282 C11H23I 004282-44-4 78
5 Heptadecane 240 C17H36 000629-78-7 78
Abundance Scan 2122 (15.455 min): BG060767.D\data.ms (-2118) (- | m/z 57.10 100.00%
57.1
- V\«ﬂJMUW«ﬁAwwwm¢M/\J
—
‘ Fg 1 166.0 15.50
ol b b o 10802000 8390 myz 43.05  80.24%
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 T
15.50
m/z 71.10 42.96%
o ‘\ ‘ | %9‘0‘ 141.0183.0 226.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
—
15.50
5000 m/z 41.05 34.52%
015.4 1l % | Mlo 189.0231.0273.0315.0 _ 386.C
B e e e S B B
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl- T
57.0 15.50
m/z 85.05 27.42%
5000
| %90 155.0
oL diil, Tlraeeo P
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.319 2.66 ng 145128  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Octadecane 254 C18H38 000593-45-3 80
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78

Abundance Scan 2269 (16.319 min): BG060767.D\data.ms (-2265) (- | m/z 57.10 100.00%

57.1
5000
A ke
H 99.1 1651 2 ‘ 16.00 16.50
ol bl f 2002 2L 8290 /7 43.10 83.10%
miz--> 50 100 150 200 250 300
Abundance #59025: Tridecane
57.0
5000 b =
16.00 16.50
m/z 71.10 47.27%
| Jgg.o‘ 141.0 184.0

o
o F
! L
o

m/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
— — T
16.00 16.50
5000 ITI/Z 85.05 31.41%
99.0
0230, | | %90 1410 1030 2260
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane T T
57.0 16.00 16.50
m/z 41.05 31.11%
5000
‘ 99.0
ol by dd 2410 1es0 2840 R
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 6 Dodecane, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.118 2.31 ng 125996  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
4 Eicosane 282 C20H42 000112-95-8 78
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72

Abundance Scan 2405 (17.118 min): BG060767.D\data.ms (-2400) (- | m/z 57.10 100.00%
57.1

-

5000
F 1700 17.50
9.0 . :
141.0 192.1
ol b e 8L m/z 43.10 82.37%
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
5000

T T
17.00 17.50
m/z 71.10 47.69%

9.0
02 ‘ \‘\ P 14 ]\'4;'0 184'0
L T TT ‘ L ‘ L ‘ L ‘ T T ‘ L ’ L

L5
miz--> 50 100 150 200 250 300 350
Abundance #59040: Dodecane, 4-methyl-
43.0
o o
17.00 17.50
5000 85.0 m/z 41.00  33.04%
41.0
I O it
m/z--> 50 100 150 200 250 300 350
Abundance #59103: Decane, 6-ethyl-2-methyl- P ——
57.0 17.00 17.50
m/z 85.05 27.96%
5000
%8.0 141.0
omw“wlu“_m‘_m_m‘mwm,”” — ——
m/z--> 50 100 150 200 250 300 350 17.00 17.50

8270-BGO32924.M Thu Apr 04 15:05:28 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 7 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.858 2.06 ng 112640  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 2531 (17.858 min): BG060767.D\data.ms (-2527) (- | m/z 57.10 100.00%
57.1
o LﬂLW¢VxAAJ{MWN%mmALW
99.1 1750 18.00
' 169.1 204.2 : :
ol u““h‘ loih | 41822 2003 F502 2883 wyz 43.10 72.29%
miz-> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 =2 =
17.50 18.00
m/z 71.10 47.30%
99.0
02\7‘\-0‘\“ “‘\ ‘H‘ \H‘\ H“ \“ T ‘]\-4\‘1‘0‘\ \18\3\0‘ L — ‘2\68\9 T
miz-> 50 100 150 200 250
Abundance #74017: Tridecane, 2-methyl-
43.0
— —
17.50 18.00
5000 m/z 41.00 31.16%
85.0
155.0
AR L E—
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane o T
57.0 17.50 18.00
m/z 85.10 30.91%
5000
S0 %0 1410 1ss0 2400
A e T A H B A B e e : — —
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 8 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.246 13.33 ng 727674  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2597 (18.246 min): BG060767.D\data.ms (-2592) (- | m/z 43.05 100.00%
3.0
73.0
5000
129'1 T ‘ T T ‘ T
L T O
O gl ol b b b L Im/z 60.00 78.36%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 73.0 256.0
5000 e ——
129.0 18.00 18.50
213.0 m/z 72.95 73.74%
‘ 171.0 ‘
ol 157 I VS
m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
e
43.0 730
—— —
18.00 18.50
5000 129.0 m/z 55.00 71.20%
171.0
VL L L e
ol AWl b v Ly
miz--> 0 100 150 200 250
Abundance #126202: Pentadecanoic acid = —
43.0 73.0 18.00 18.50
m/z 57.10 70.25%
5000
129.0 242.0
1 U
oL— “‘ H“‘H‘“ “U‘H“H‘M‘h“ ‘M‘\‘n} “ ‘19\430;‘\‘ " o ‘\‘ , - e —r—
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 9 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.186 2.79 ng 152241  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 81
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 81
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 74
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 74
5 Hexatriacontane 507 C36H74 000630-06-8 74

Abundance Scan 2757 (19.186 min): BG060767.D\data.ms (-2752) (- m/z 57.10 100.00%

57.1
5000

—— —
0 189.0 19.00 19.50
ol L4 % JLO g 24532000 m/z 43.10  78.75%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 — e
19.00 19.50

m/z 71.10 50.48%

obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-

57.0

T T
19.00 19.50

5000 ITI/Z 85.05 35.34%
0 1410 239.0
ol b 1101830 *P00g10330
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- T T
57.0 19.00 19.50

m/z 55.05 34.43%

B ‘J\/\jk‘/\\
1 \\ 1 141.0182.0 555 5 281.03p ¢

oL A L eee e B ——
miz--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 10 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.521 6.41 ng 411284  Chrysene-d12 21.595
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2814 (19.521 min): BG060767.D\data.ms (-2810) (- | m/z 43.10 100.00%

43.1
5000
129.0
241.2 T
T ‘ 18T2 284.3 ‘ 19.50
ol AL “‘“ Mook bbb L 8809 401y 57 10 75.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 —— ‘
129.0 19.50
m/z 73.00 72.52%
29.( 185.0 541 0284.0
0‘\“\ ! u“wu‘\m‘\““‘\]HH“H“‘HH‘HH“
m/z--> 5 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid
43.0
—— i
19.50
5000 ITI/Z 55.00 71.78%
242.0
35.0 129.0
VT To
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 60.00 67.98%
5000 129.0
H 171.0213.0256.0
0! H‘w\h”\u‘\m\“““‘\’“‘\H“HH“H“HH“ =
m/z--> 50 100 150 200 250 300 350 400 19.50
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Data Path :

Data File : BGO60767.D

Acqg On 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS Vvial : 13  Sample Multiplier:

1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 11 1-Tetracosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.278 3.53 ng 226812  Chrysene-di12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 (C24H48 010192-32-2 92
2 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
3 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87

Abundance Scan 3113 (21.278 min): BG060767.D\data.ms (-3110) (- | m/z 57.10 100.00%
57.1
5000
11.1
229.1 T T
| | 153 | 2833 3372 411 21.00 2150
ol iy ‘”“ LA ‘ e SR SRS TS m/z 43.10 89.54%
miz--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene
430 970
5000 —r— —
21.00 21.50
m/z 55.05 87.11%
0 \“\‘ “\“‘ f \‘H“ “L‘:L‘ ‘“ “\‘\8\2\(‘)\ T T T \3\3\6\?\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #298132: Eicosyl trifluoroacetate
57.0
—— —
21.00 21.50
5000 11.0 m/z 41.18  63.20%
LU s amegmonsso o
m/z--> 50 100 150 200 250 300 350 400
Abundance  #266194: Carbonic acid, heptadecyl isobutyl ester —— ——
57.0 21.00 21.50
m/z 83.10 60.14%
5000
‘ 110
239.0
ol ‘\u\‘ L gsoerg®90
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60767.D

Acqg On : 3 Apr 2024 18:12
Operator : MA/JU

Sample : P1958-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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... 3.176 44.9 ng 968149 1  7.958 430981 20.0
(S)-(+)-1,2-Pro... 3.687 3.3 ng 70415 1  7.958 430981 20.0
Hexadecane 15.455 2.3 ng 97272 3 14.586 855520 20.0
Tridecane 16.319 2.7 ng 145128 4 17.336 1091390 20.0
Dodecane, 4-met... 17.118 2.3 ng 125996 4 17.336 1091390 20.0
Nonadecane 17.858 2.1 ng 112640 4 17.336 1091390 20.0
n-Hexadecanoic ... 18.246 13.3 ng 727674 4 17.336 1091390 20.0
Octacosane 19.186 2.8 ng 152241 4 17.336 1091390 20.0
Octadecanoic acid 19.521 6.4 ng 411284 5 21.595 1283890 20.0
1-Tetracosene 21.278 3.5 ng 226812 5 21.595 1283890 20.0
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