LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

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_ G\Methods\8270-BG081823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58895.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.367 381 388 400 rBV 212873 353516 13.47%  3.796%
2 6.971 654 661 670 rBvV 212661 385067 14.67% 4.135%
3 7.788 792 800 809 rvVB 79368 136297 5.19% 1.464%
4 8.957 992 999 1006 rBV 123167 230646 8.79%  2.477%
5 10.596 1266 1278 1285 rBV 110423 221149  8.42%  2.375%
6 12.006 1511 1518 1526 rBV2 19958 34652 1.32% 0.372%
7 13.058 1691 1697 1704 rBV 286425 448175 17.07% 4.813%
8 13.258 1725 1731 1738 rVB 27412 43234 1.65% 0.464%
9 14.333 1909 1914 1920 rBV 36108 52427 2.00% 0.563%
10 14.444 1926 1933 1939 rVB 166411 265277 10.10% 2.849%
11 15.279 2069 2075 2080 rVB 41316 56450 2.15% 0.606%
12 15.684 2137 2144 2149 rBV 14671 29809 1.14% 0.320%
13 15.937 2179 2187 2193 rBV 272017 427644 16.29% 4.593%
14 16.143 2218 2222 2230 rBV 49346 86310 3.29% ©.927%
15 16.936 2351 2357 2361 rBV 48627 60699 2.31% 0.652%
16 16.983 2361 2365 2371 rVB2 16938 26444 1.01% 0.284%
17 17.188 2395 2400 2405 rBV 210770 307948 11.73%  3.307%
18 17.670 2478 2482 2487 rBV 42992 56156 2.14% 0.603%
19 17.846 2507 2512 2519 rVB 513044 659415 25.12% 7.082%
20 18.076 2546 2551 2555 rBV3 53505 74322  2.83% 0.798%
21 18.363 2596 2600 2604 rBV 39711 51751 1.97% ©.556%

22 18.998 2702 2708 2711 rBV 1911238 2625241 100.00% 28.193%
23 19.027 2711 2713 2725 rVB2 1136304 1452348 55.32% 15.597%
24 19.157 2731 2735 2741 rBV 277188 298572 11.37%  3.206%
25 19.245 2748 2750 2755 rVB 23769 32834 1.25% ©.353%

26 19.574 2803 2806 2809 rBV 28794 34263 1.31%
27 19.615 2809 2813 2819 rVB 35165 55911 2.13%
28 19.809 2841 2846 2853 rVB 408612 510844 19.46%
29 21.430 3117 3122 3133 rVB 169841 294384 11.21%
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Sum of corrected areas: 9311785
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Aug 2023 20:10
: MA/JU
. 04163-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
BGO58895.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG058895.D\data.ms
1500000
1000000
500000
5.367 6.971 6.057
. 10.596
0 1188 12.006
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 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: BG058895.D\data.ms
18.998
1500000
19/027
1000000
17.846
500000 19.809
058 15.937 19.157 21.430
14.444
3.258 143%3 152795 68416143 s 17.67(18.076.363 2480

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

1500000

1000000

500000

Time-->

TIC: BG058895.D\data.ms

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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\

BGO58895.D

: 29 Aug 2023 20:10
: MA/JU
. 04163-03

: 14  Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M

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
Concentration Rank 13

Peak Number

1 Undecane

R.T. EstConc Area Relative to ISTD R.T.
12.006 3.13 ng 34652 Naphthalene-d8 10.596
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 53
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 53
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
4 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 47
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47

Abundance Scan 1518 (12.006 min): BG058895.D\data.ms (-1511) (- | m/z 56.95 100.00%
57.0
5000
85.0
Ly ‘ 145.0 12.00
Ot b T m/z 43.00  85.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33079: Undecane
57.0
5000 w\“ﬁw s :
85.0 12.00
290 m/z 41.80 38.35%
ny
0\H‘\‘{H‘HH“\“H“M“!‘\HH‘HU\‘\‘\H‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
T
12.00
5000 m/z 71.10 32.86%
85.0
29.0‘ ‘ ‘
Ob o b i 1270 1560
m/z--> 20 40 60 80 100 120 140 160 180 %
Abundance #74011: Tridecane, 6-methyl- LI AT ‘A{
57.0 12.00
m/z 85.00 28.10%
5000
85.0
29.0
126.
A O™ S Y
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.258 3.26 ng 43234  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78
Abundance Scan 1731 (13.258 min): BG058895.D\data.ms (-1725) (- | m/z 56.95 100.00%
57.0
5000
85.0
T 4
| H | 112.0 13.00 13.50
0 el bl e e mM/z 43,00 78.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000 —r T
85.0 13.00 13.50
290 m/z 71.10 42.99%
0 H Ly 1130 141.0 169.0 1980
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
13.00 13.50
5000 m/z 41.00 31.93%
29.0 85.0
0 \‘ L, 130 1410 1840
R o e e RARRARRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane — —
57.0 13.00 13.50
m/z 85.00 28.57%
5000
85.0
290‘ ‘ A
0W‘“H“WHMJ‘m‘wu“‘1“1??“1“4‘1‘9‘1‘699‘1‘97‘9“2‘2‘99 N WA AP A VT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.333 3.95 ng 52427  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 72
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 59
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 1914 (14.333 min): BG058895.D\data.ms (-1909) (+ | m/z 56.95 100.00%

57.0
5000
14bd 54%6
\‘ m‘ “\ i ? ? 1| 0.1 : . 9
0l m/z 43.00 81.74%
m/z--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane
57.0
5000 — —
14.00 14.50
F m/z 41.00 39.55%
0\\“‘\‘\““ “ \“\““ \“\1‘\4\‘1‘()\\\\2‘1\‘2\()\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
— ——
14.00 14.50
5000 m/z 71.00 35.23%
015_4 11 % i 1“‘}19 189.0231.0273.0315.0 _ 386.C
e i L B e e R e
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0 14.00 14.50
m/z 85.00 29.05%
5000
0 \‘ | H\ % L 1\41 0183.0 268.0
T TR e A S o I
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Undecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.279 4.26 ng 56450  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2075 (15.279 min): BG058895.D\data.ms (-2069) (- | m/z 57.00 100.00%

57.0
5000
99.1 Hde 55%6
141.1 : :
o‘,Hmi‘mh_“‘m‘luuw“ku"uw“1,‘79“1‘HWwwww,m m/z 43.00 76.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90190: Pentadecane
57.0
5000 — —
15.00 15.50
m/z 71.00 42.88%
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\’\\H‘\H\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45492: Undecane, 2-methyl-
43.0 N,\,\J\m/
15.00 15.50
5000 m/z 85.00 34.74%
85.0
127.0
U e e TS
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0 15.00 15.50
m/z 41.00 32.51%
B mwmfkwwvmwﬂwwwWAwusw
99.0
O ‘\ |y ﬂ410 183.0 225.0 282.(
WH‘wu‘WH‘wH‘wH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘ —— —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Silane, trichlorooctadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.684 2.25 ng 29809  Acenaphthene-die 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 52
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50
4 Octadecane 254 C18H38 000593-45-3 49
5 Dodecane 170 C12H26 000112-40-3 47
Abundance Scan 2144 (15.684 min): BG058895.D\data.ms (-2137) (-~ ' m/z 57.00 100.00%
57.0
5000
T —
| ‘ | % 1731 15.50 16.00
ok b Ly S m/z 43.00 50.58%
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
5000 T —
15.50 16.00
m/z 71.00  34.22%
015.(J L] “\ | WQ 189.0231.0273.0315.0  386.C
\\\\‘ \\‘\\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
o —
15.50 16.00
5000 m/z 85.00  25.42%
9.0
0 1590 0
miz--> 50 100 150 200 250 300 350 M/\%
Abundance #45507: Decane, 3,8-dimethyl- L Ay AT
57.0 15.50 16.00
m/z 55.00 21.03%
5000
“ 113.0
ol bl ] 880 — -
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.142 5.61 ng 86310  Phenanthrene-dle 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 86
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 86

Abundance Scan 2222 (16.142 min): BG058895.D\data.ms (-2218) (+ ' m/z 57.00 100.00%

57.0
5000
85.0

s
h 16.00 16.50
Ol ot A m/z 43.00  75.73%

1314410 1851
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107217: Hexadecane
57.0
5000 — ——
85.0 16.00 16.50

29.0 m/z 71.00  43.43%
0 “ H\ H\ i \1?’0141 0169.0 226.0
H\‘HH‘\H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59028: Tridecane
57.0
—r =
16.00 16.50
5000 85.0 m/z 41.00 37.28%
29.0
1840
bl L L oo a0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane — —
57.0 16.00 16.50
m/z 85.00 31.51%
5000 850
29.0
1130 /MA
ol 0000001070 2080 gt Loy oy
m/z--> 20 40 60 80 100120140160 180200220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.936 3.94 ng 60699  Phenanthrene-dio 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Dodecane 170 C12H26 000112-40-3 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 2357 (16.936 min): BG058895.D\data.ms (-2351) (- | m/z 57.00 100.00%
57.0
o Jw&m\AMMWAAwAMwwva
—
99.1 17.00
141.1
0,1820,, m/z 43.00 67.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane
57.0
5000 T
17.00
m/z 71.10 46.88%
99.0
0 T 27.0 T \H“ T \H} T “1‘\ T \H“ T }‘\ ’ \“\1\?“1\.\9‘\ ‘ T \1%\3\-\()\‘ T ?’2\§;\0‘ TTTT ‘ TTTT ’ TTT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
—r
17.00
5000 m/z 85.00 32.72%
99.0
0 270 h\ H\ [l H‘ u‘ \14\1 .0‘ 1830 2250 282(
REana L A e T e e RAARRAAR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90190: Pentadecane —
57.0 17.00
m/z 41.00 29.57%
5000
99.0
oo L L 140 repo2iz0 -
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Dodecane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.670 3.65 ng 56156  Phenanthrene-d10 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 81
4 Octacosane 394 C28H58 000630-02-4 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2482 (17.670 min): BG058895.D\data.ms (-2478) (-~ ' m/z 57.00 100.00%
57.

0
5000

T T
17.50 18.00

99.0
155.1
L O — m/z 43.00 71.81%

u“
i
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0

5000 —— =
17.50 18.00

m/z 71.00 43.91%
I n‘

0 ZQbm‘H 990 1410 1830 226.0
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 #193302: Dodecane, 1-iodo-
57.0

T T
17.50 18.00

o

5000 m/z 85.05 33.92%
99.0
20l L 20 e e
m/z--> 50 100 150 200 250
Abundance #22092: Octane, 3,5-dimethyl- — —
57.0 17.50 18.00

m/z 41.00 32.55%

5000
‘ ‘ 99.0
0 ZQLOH H A \‘ \‘ | 142.0

T a—_——
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\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 9 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.846 42.83 ng 659415  Phenanthrene-di10 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 81

Abundance Scan 2512 (17.846 min): BG058895.D\data.ms (-2507) (- | m/z 74.00 100.00%
74.0
5000 43.0
143.1 227.2 N ‘ ‘
M s | tesa ZTP g 17.50 18.00
O bl o e S m/z 87.8 76.55%
miz--> 20 40 60 80 100120140 160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 43.0 — —
17.50 18.00
m/z 43.00 46.46%
0 H ‘H‘ [ \143.0 1850 228.0
H\‘HH‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH‘\\H’HH’
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
= =
17.50 18.00
5000 m/z 55.00 39.16%
43.0
143.0
‘ M‘ ‘ 1850 2270 270C
0m‘m‘m“m”l“u‘m ‘M‘J"""""""ww_m‘w_m‘_m,u‘u,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #60758: Decanoic acid, methyl ester a— -
74.0 17.50 18.00
m/z 41.00 34.93%
43.0
5000
143.0
P .- T O U g pUSY S0 | B0
miz--> 20 40 60 80 100120140160 180200220240260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.076 4.83 ng 74322  Phenanthrene-d1e 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2551 (18.076 min): BG058895.D\data.ms (-2546) (- | m/z 43.00 100.00%
5000
129.0
1711 213.1 1
99.0 256.1 18.00
0+ m/z 73.00 84.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
43.0
5000
129.0 18.00
185.0 228.0 m/z 57.00 82.06%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75713: Dodecanoic acid
73.0
43.0 —— :
18.00
5000 m/z 60.00 79.97%
29.0
157.0 200.0
Tl
0 ‘w‘lH‘i‘;‘u”!““‘lu “‘MH”“‘H‘M H‘H‘}‘ m"“H,m‘,HHWHWHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 /\
Abundance #143509: n-Hexadecanoic acid e
43.0 73.0 18.00
m/z 55.00 68.31%
5000 256.0
129.0
213.0
‘ L ] M 157.0 185.0
o_mww‘Hw‘w_w_HA_‘LWwHWW\_‘ )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 11 Hexadecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.363 3.36 ng 51751  Phenanthrene-d10 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
2 Octadecane 254 C18H38 000593-45-3 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2600 (18.363 min): BG058895.D\data.ms (-2596) (- | m/z 57.00 100.00%
57.0
‘ ‘ 18.00 18.50
1410 203.0 9293 : '
oL \\1‘th‘wHw“NwN R “%5?9‘93‘ m/z 43.00 72.16%
m/z--> 50 100 150 200 250
Abundance #261137: Hexadecane, 1-iodo-
57.0
5000 — ——
18.00 18.50
99.0 m/z 71.05 50.03%
’ 155.0 225.0
0 ZGLO ‘“ \“\ “‘ \‘ T ‘\ \‘ “\ ‘\ T T ‘ T \‘\ T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0
— ——
18.00 18.50
5000 m/z 85.05 38.40%
‘ 99.0
ol 2800 | { [ o 1410 1830 2540
miz--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane “ T
57.0 18.00 18.50
m/z 41.00 26.50%
5000
‘ 99.0 169.0
ol200, | || 10 T a0 SRR
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\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 12 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.998 170.50 ng 2625240  Phenanthrene-d10 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 96
2 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 93
3 9,12-Octadecadienal 264 C18H320 026537-70-2 92
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 90
5 Linoelaidic acid 280 C18H3202 000506-21-8 87
Abundance Scan 2708 (18.998 min): BG058895.D\data.ms (-2702) (- | m/z 66.95 100.00%
67.0
5000 AN
09.1 L
19.00
‘ 220 2 263 1
oL ”‘ I ”‘ ”‘ ”851 P30t m/z 55.00  84.98%
m/z--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 RN
19.00
09.0 m/z 81.00 79.20%
0 HL \H“\HH\ “ e T \2’6\?\0\ \“ T T
m/z--> 50 100 150 200 250 300
Abundance #251016 2-Chloroethyl linoleate
67.
—
19.00
5000 m/z 41.00 67.46%
09.0
263.0
ol— ! HH \H‘h hh H’u u‘ e N - ‘3‘4“2"l
m/z--> 50 100 150 200 250 300
Abundance #153468: 9,12-Octadecadienal s
41.0 19.00
m/z 54.00 52.33%
5000 81.0
HH 124.0 264.0
oAl ”umHH_H‘,‘MH_H‘ AL
miz--> 0 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 13 11-Octadecenoic acid, methy... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.027 94.32 ng 1452350  Phenanthrene-d10 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 91

Abundance Scan 2713 (19.027 min): BG058895.D\data.ms (-2711) (- | m/z 55.00 100.00%
55.0
5000
97.0
=T
0! \\ b \\H‘ ‘\m - Lo - ‘u‘ . ‘h‘ ‘2‘96‘1 m/z 41.00 64.56%
m/z--> 50 100 150 200 250 300
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
5000 97.0 1 i
19.00
264.0 m/z 43.00 47.20%
37.0 180 0 222.0
0150 H‘H‘H‘ \‘\‘u\,m\\\‘h ull ‘\M‘ b ‘h‘ ‘2‘96‘(:
m/z--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
T
19.00
5000 m/z 69.00 44.69%
97.0
264.0
so L g pono reno 220 40,0,
m/z--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester = ‘
55.0 19.00
m/z 74.00 40.94%
5000
264.0
180.0 222.0 206.C
O, T T T
miz--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 14 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.157 19.39 ng 298572  Phenanthrene-di10 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 2735 (19.157 min): BG058895.D\data.ms (-2731) (+ | m/z 73.95 100.00%
74.0

5000

::EEEE:::::_

143.0 255.2

410
g | 1T T ess :
— Pt Y R S m/z 87.00  77.40%

L \L\
m/z--> 50 100 150 200 250 300
Abundance #197273: Methyl stearate
74.0

e T
19.00 19.50

o

5000 = —1—
41,0 19.00 19.50
143.0 1990 2550 5050 m/z 43.00 51.79%
ob— h“ J ‘\\M \L\\ ‘\‘H\‘ \ﬂ“’]‘\’]f‘o\i “‘ b A [ b T L‘ :
m/z--> 50 100 150 200 250 300
Abundance #126210: Methyl tetradecanoate
74.0

T
19.00 19.50
39.27%

5000 m/z

55.00
41.0
I O P i I
m/z--> 50 100 150 200 250 300
Abundance

#197352: Heptadecanoic acid, 16-methyl-, methyl ester e I
74.0 19.00 19.50

m/z 41.00 32.89%

5000
28.0
143.0 2550 2980
| 111.0 1990 | ‘
“ I “H“H“ ol ! L (- l

‘H\M A\ ——
m/z--> 50 100 150 200 250 300 19.00 19.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 15 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.245 2.13 ng 32834  Phenanthrene-die 17.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 68
2 Fluoranthene 202 Cl6H10 000206-44-0 64
3 Pyrene 202 Cl6H1e 000129-00-0 64
4 Vasicinone 202 C11H1eN202 000486-64-6 59
5 Methyl 2-methylinden-3-on carbox... 202 C12H1003 1000214-93-4 53
Abundance Scan 2750 (19.245 min): BG058895.D\data.ms (-2748) (- | m/z 202.00 100.00%
202.0
- M
1900 1950
509 1009 1431 | 2531 3001 9.00 950
Ot i 0 m/z 203.00 17.25%
m/z--> 50 100 150 200 250 300
Abundance #78092: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0
5000 = —
19.00 19.50
m/z 201.00 13.84%
02\7\0\ F?‘\q‘\10“}?.1‘0\”\1\5?.?\‘“\ L e LA A
m/z--> 50 100 150 200 250 300
Abundance #78090: Fluoranthene
202.0
19.00 19.50
5000 m/z 200.00 13.64%
101.0
027-0 63.Q | ” 159'0 L
— e
m/z--> 50 100 150 200 250 300
Abundance #78083: Pyrene
202.0 19.00 19.50
m/z 100.90 7.02%
5000
101.0
oL 630 [ 1500 | A A M\,
e e e
miz--> 50 100 150 200 250 300 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58895.D

Acqg On : 29 Aug 2023 20:10
Operator : MA/JU

Sample : 04163-03

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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|
Undecane 12.006 3.1 ng 34652 2 10.596 221149 20.0
Tetradecane 13.258 3.3 ng 43234 3 14.445 265277 20.0
Pentadecane 14.333 4.0 ng 52427 3 14.445 265277 20.0
Undecane, 2-met... 15.279 4.3 ng 56450 3 14.445 265277 20.0
Silane, trichlo... 15.684 2.3 ng 29809 3 14.445 265277 20.0
Hexadecane 16.142 5.6 ng 86310 4 17.188 307948 20.0
Eicosane 16.936 3.9 ng 60699 4 17.188 307948 20.0
Dodecane, 1-iodo- 17.670 3.6 ng 56156 4 17.188 307948 20.0
Tridecanoic aci... 17.846 42.8 ng 659415 4 17.188 307948 20.0
Tetradecanoic acid 18.076 4.8 ng 74322 4 17.188 307948 20.0
Hexadecane, 1-i... 18.363 3.4 ng 51751 4 17.188 307948 20.0
9,12-Octadecadi... 18.998 170.5 ng 2625240 4 17.188 307948 20.0
11-Octadecenoic... 19.027 94.3 ng 1452350 4 17.188 307948 20.0
Methyl stearate 19.157 19.4 ng 298572 4 17.188 307948 20.0
Benzene, 1,1'-(... 19.245 2.1 ng 32834 4 17.188 307948 20.0
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