LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

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

Signal : TIC: BGO60729.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 14 19 27 rBVS5 22707 54761 1.44% 0.185%
2 3.181 27 33 45 rVB 340490 570326 14.98% 1.925%
3 5.538 426 434 445 rBV 976804 1593457 41.85% 5.378%
4 7.118 694 703 713 rVB 1124665 1906796 50.08% 6.436%
5 7.958 838 846 853 rBV 385041 624004 16.39%  2.106%
6 9.110 1034 1042 1050 rBV 663036 1156264 30.37% 3.903%
7 10.532 1277 1284 1293 rBV 311176 494286 12.98% 1.668%
8 10.755 1313 1322 1329 rBV 528837 947280 24.88% 3.197%
9 12.200 1561 1568 1572 rBV3 23902 42089 1.11% 0.142%
10 13.211 1733 1740 1748 rVV 1647600 2559011 67.22% 8.638%
11 13.434 1772 1778 1782 rBV 44390 70023 1.84% 0.236%
12 14.509 1956 1961 1965 rBV2 73325 94915 2.49% 0.320%
13 14.586 1965 1974 1980 rBV 767582 1224609 32.17% 4.133%
14 15.132 2063 2067 2074 rVB6 28699 50988 1.34% 0.172%
15 15.461 2119 2123 2128 rVB 104537 119323 3.13% 0.403%
16 15.872 2187 2193 2197 rVB 43728 76616 2.01% 0.259%
17 16.072 2220 2227 2237 rVB 1275176 1913775 50.27% 6.460%
18 16.325 2266 2270 2273 rBV 129958 172582 4.53% 0.583%
19 16.354 2273 2275 2283 rVB2 65676 85524 2.25% 0.289%
20 16.736 2337 2340 2345 rBV5 29078 42522 1.12% 0.144%
21 17.118 2401 2405 2409 rBV 127598 166951  4.39% 564%
22 17.177 2411 2415 2420 rVB 69589 101725 2.67% 343%

23 17.335 2436 2442 2446 rBV 877545 1342959 35.27%
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R

24 17.377 2446 2449 2454 rVB 86872 121763 3.20% 411%
25 17.858 2528 2531 2535 rBV 132325 164924  4.33% 557%
26 18.029 2557 2560 2565 rVB2 59139 72346 1.90% 0.244%
27 18.246 2593 2597 2604 rVB2 237494 341828 8.98% 1.154%
28 18.552 2645 2649 2655 rBV = 141283 196977 5.17% ©.665%
29 19.169 2750 2754 2756 rBV 243591 314311 8.26% 1.061%
30 19.386 2787 2791 2799 rBV 204319 325216  8.54% 1.098%

31 19.750 2849 2853 2861 rVB2 197023 416672 10.94%
32 19.956 2883 2888 2894 rBV 2513813 3272796 85.96% 11.
33 20.297 2943 2946 2950 rBV2 145770 170337 4.47%
34 21.301 3111 3117 3123 rVB2 255357 526126 13.82%
35 21.595 3162 3167 3173 rBV 769717 1338534 35.16%
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36 22.083 3247 3250 3256 rVB2 272562 386614 10.15% 1.305%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

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

37 22.465 3310 3315 3323 rVB 923948 1541303 40.48% 5.202%
38 23.493 3485 3490 3504 rVB 574900 1218938 32.02% 4.114%
39 23.969 3564 3571 3586 rVB 1551925 3807158 100.00% 12.850%

Sum of corrected areas: 29626629
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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: BG060729.D\data.ms
2500000
2000000
1500000

7.118
1000000 5.538

500000, 104 7958

.099

9.110

10.755
10.53

12.200

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

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG060729.D\data.ms

2500000

2000000
13.211
1500000

16.072

1000000

500000

19.

D56

21.595

22.465

22.083

O L B e o L A e L LA B e

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: BG060729.D\data.ms

2500000 23.969

2000000
1500000 23.493

1000000

500000

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\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.181 18.28 ng 570326  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 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 12
Abundance  Scan 33 (3.181 min): BG060729.D\data.ms (-27) (-) m/z 73.10 100.00%

73.1
5000 430

320 340 3.60
0ol e 2988 m/z 43.05 51.32%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e e
320 340 3.60
43.0

‘ m/z 55.85  35.11%
!

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0

o

41.0 3.20 340 3.60
5000 m/z 87.10 25.13%
15.0 97.0
0! T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8502: 2-Methyl-5-hexen-3-ol T
73.0 3.20 340 3.60

m/z 41.00 16.18%

43.0 w/\j\kﬁvw
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.532 10.44 ng 494286  Naphthalene-d8 10.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 59
5 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 53
Abundance Scan 1284 (10.532 min): BG060729.D\data.ms (-1277) (- | m/z 45.00 100.00%
5000 ]\
75.1 10N !
10.50
101.1
o I— M wl W20 1320 1661 L 5710 og.8a%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 i :
10.50
29.0 75.0 m/z 41.05 34.86%
100.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
N \
10.50
5000 m/z 56.05 14.90%
29.0
75.0
‘ 1000 1320
) SNSRI F  S. —
m/z--> 200 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether ey
57.0 10.50
m/z 75.10 14.34%
5000
29.0 75.0
0 ol il | 100.0 —t
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.325 2.57 ng 172582  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
4 Hexadecane 226 C1l6H34 000544-76-3 86
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 68
Abundance Scan 2270 (16.325 min): BG060729.D\data.ms (-2266) (- | m/z 57.10 100.00%
57.1
. /\A/\L\/\
— ——
99.0 1311 184.1 16.00 16.50
ol i 29t 2R 2208 2891 /7 43.10 80.37%
miz--> 0 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
5000 — e
16.00 16.50
m/z 71.10 46.42%
99.0
0 7T \“‘\ ‘\“ ‘”h‘\ “!‘ \‘H‘\ H“ \“‘ T %4}‘0‘\ :‘!-8\2.\0‘ f \2\49‘0\ T
miz--> 0 50 100 150 200 250
Abundance #59025: Tridecane
57.0
— ——
16.00 16.50
5000 m/z 85.05 34.94%
AR RN TECT I
miz--> 0 50 100 150 200 250
Abundance #59045: Dodecane, 2-methyl- i T
43.0 16.00 16.50
m/z 41.05 33.39%
5000 85.0
141.0
020 LWLl aese T
m/z--> 0 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BG@60729.D

Acqg On 2 Apr 2024 00:21

Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: 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 4 Octadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.118 2.49 ng 166951  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Decane 142 C1OH22 000124-18-5 86

Abundance Scan 2405 (17.118 min): BG060729.D\data.ms (-2401) (- | m/z 57.10 100.00%
57.1
20 NWuJ\AAA/\A
—— —
‘ 9.0 iro1021 17.00 17.50
ol d L L7, | 19521928 2642290.1326. /. 4305  74.30%
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
5000 —r ——
17.00 17.50
‘ 990 m/z 71.05 43.79%
0 \“\ ““‘\ ‘H‘ \‘H‘\ HL \“‘ \%41}‘(‘)\ :‘\1_8\3\0‘ T T \25‘4\0\ LA B
miz-> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.10 29.51%
99.0
02301 | | 90 1410 1830 260
miz--> 50 100 150 200 250 300
Abundance #123961: Heptadecane T —
57.0 17.00 17.50
m/z 41.10 28.24%
o M!\JAVWAWA
. L0 100 4ss0 200
N S N S B B o e e o B —— ——
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.858 2.46 ng 164924  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tetracosane 338 C24H50 000646-31-1 78
Abundance Scan 2531 (17.858 min): BG060729.D\data.ms (-2528) (- | m/z 57.05 100.00%
57.0
20 mﬁywﬁdkmﬂj{mwkyﬂvﬂwv
— ——
‘ %9 0402 203.0 17.50 18.00
ol b A [1,2402 2030249129513410 393. /7 4310 70.10%
miz--> 50 lOO 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000 — e

17.50 18.00
m/z 71.10 50.92%

169.0 ' '
Ot"d“_‘h“hu\"\‘MW_Hzef‘s.‘o‘H_m_m
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
1%50 1&00
5000 m/z 41.10 35.00%

%%9141018302260

o

=

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

Abundance #123961: Heptadecane “ T
57.0 17.50 18.00

m/z 85.10  31.15%

- NM\AJ\M\/\

L %9"14101830 2400

L o N oo o — —
m/z--> 50 100 150 200 250 300 350 17.50 18.00

8270-BG032924.M Tue Apr 02 13:26:45 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.246 5.09 ng 341828 Phenanthrene-d10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Octadecanoic acid 284 C18H3602 000057-11-4 58

Abundance Scan 2597 (18.246 min): BG060729.D\data.ms (-2593) (- | m/z 43.10 100.00%

43.1
5000 1291

2132 T T T

H\‘ \ | 72.1326.9381.1 490. 18.00 18.50
o,mH,J“"“”“”HMHmaw_wam_m, m/z 60.00 93.48%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 T j\‘\
129.0 18.00 18.50

m/z 73.00  83.59%

O’\\\‘“"‘ T‘f‘lmlulf\\\"
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109280: Tetradecanoic acid
73.0
P

e
18.00 18.50
5000 1290 2280 m/z 41.00  73.02%
0"’ “}“J\ m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75716: Dodecanoic acid T —
60.0 18.00 18.50
m/z 57.10 71.66%
5000 129.0
L=
OW‘LMJJWMﬁuﬂ‘ﬂ“k“w‘u“u“_“w“u“u‘, —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 10
R.T. EstConc Area Relative to ISTD R.T.
18.552 2.93 ng 196977  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 98
2 Eicosane 282 C20H42 000112-95-8 96
3 Pentadecane 212 C15H32 000629-62-9 95
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 87
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2649 (18.552 min): BG060729.D\data.ms (-2645) (- | m/z 57.10 100.00%
57.1
5000 MLA
T \
Fg L 155 1 197 1 245.0 18.50
ol bl fy o0 000 29502871 3380 myz 43.e5  71.31%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —— :
18.50
m/z 71.10 41.55%
O T \‘\ : ‘ \‘“‘ “‘\ ““ \“\]‘-\4\]_‘0\1\-8\3\0‘ T 1T ‘2§§9\ ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
T \
18.50
5000 m/z 85.05 33.36%
9.0
o110 141018302050 2820
ey
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane T
57.0 18.50
m/z 41.10 26.63%
- A/WVAVwAWWNAWNQWMWWWMMN
M I F901410 212.0
WL I e e
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 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 8 9,12-Octadecadienoic acid, ... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.169 4.68 ng 314311 Phenanthrene-d10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
2 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 97
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 95
4 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 91
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 91

Abundance Scan 2754 (19.169 min): BG060729.D\data.ms (-2750) (- | m/z 67.05 100.00%

67.0
5000

09.1

—
150.0 2111 19.00 19.50

oL s iy 2000 3142 3620403, gy g9 78259

| L
miz--> 50 100 150 200 250 300 350 400
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0

5000 — —
19.00 19.50
09.0 m/z 55.10  76.40%
150.0
o] L‘“““\‘H\H\\‘L‘H"‘ ”hm‘“h“‘“\\‘ W“ S m ‘2‘6‘?‘9 “‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0
— —
19.00 19.50
5000 m/z 41.05 73.79%
09.0 294.0
LGS
ol bkl 2200 4
m/z--> 50 100 150 200 250 300 350 400

Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester ——
67.0 19.00 19.50
m/z 95.10 50.84%

5000
09.0
150.0 294.0
‘ ‘ 220.0
s I

7 ‘
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

[T~

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 Tridecane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.297 2.55 ng 170337  Chrysene-di12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
2 Octadecane 254 C18H38 000593-45-3 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Nonadecane 268 C19H40 000629-92-5 83
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 83
Abundance Scan 2946 (20.297 min): BG060729.D\data.ms (-2943) (- | m/z 57.10 100.00%
57.1
5000 NJ\MA\//
‘ 2000 2050
221.1275.9 : :
oL u"ﬂhm_u”_Hw“““‘?7‘4“1“4‘?"7‘9”51“?‘ m/z 43.10  69.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
20.00 20.50
m/z 71.10 55.95%
183.0
113.0
O \\"\H\‘[T‘\\h\“\\\l\\“\\\‘\‘\\\\‘\\\3\]‘_(\)\(\)\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0
—— —
20.00 20.50
5000 m/z 85.10 35.33%
] 30600 2540
O] 0 O s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #132769: 2-Bromo dodecane —— —
57.0 20.00 20.50
m/z 41.10 27.19%
1 301690
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 Docosane, 5-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.301 7.86 ng 526126  Chrysene-d12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
2 Pentadecane 212 C15H32 000629-62-9 81
3 Hexadecane 226 C16H34 000544-76-3 74
4 Tritriacontane, 2-methyl- 479 C34H70 066214-27-5 74
5 Decane, 2-methyl- 156 C11H24 006975-98-0 72
Abundance Scan 3117 (21.301 min): BG060729.D\data.ms (-3111) (- | m/z 57.10 100.00%
57.1
2100 2150
27.1 230.1 : :
opr BT D707 29913574 4462 BI85 . 43,19 71.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275542: Docosane, 5-butyl-
43.0
5000 —r e
21.00 21.50
126.0 m/z 71.10 49.07%
309.0
0 wl}w‘\“l‘ 1.1970 L
‘\\\‘\\\\‘\!11’\1!\‘!\\\[\\T\‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
—— —
21.00 21.50
5000 m/z 85.10 32.88%
‘ 27.0 212.0
o"“‘m‘HJu'ﬁmu,um_uH‘mWm_m_m_m_m_ WL/
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane T ——
57.0 21.00 21.50
m/z 55.10  26.10%
o WMMM
0 J\ Jh,‘ 127.0  226.0
R B L e B e —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 11 13-Methyltetradecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.083 5.78 ng 386614 Chrysene-d12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Methyltetradecanal 226 C15H300 075853-51-9 93
2 Heptacosanal 394 C27H540 072934-03-3 90
3 Octadecanal 268 C18H360 000638-66-4 90
4 16-Heptadecenal 252 C17H320 1010144-57-9 90
5 17-Octadecenal 266 C18H340 056554-86-0 90
Abundance Scan 3250 (22.083 min): BG060729.D\data.ms (-3247) (- | m/z 43.10 100.00%
43.1
I8 TR
157.1 2351 302.1357.9 : :
oA LiLL “ WL SRR 30213009 4384 523 h; s57.10 98.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107160: 13-Methyltetradecanal
57.0
5000 —— :
22.00
H m/z 55.05 75.99%
O“!LJW \"Jkll\h\‘l[J\-\8\0\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298411: Heptacosanal
82.0
N T
22.00
5000 m/z 82.10 63.75%
376.0
7.0
027“ M \\ H H\ Ly \22\2\0w I ‘3\290\ | .
e B REREma R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158568: Octadecanal T ‘
43.0 22.00
m/z 41.05 49.34%
5000
i WAV/\J\\
250.0
[ MJHUiMPM"H“H“_“w“u“u“H“_“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 12 Oxalic acid, isobutyl tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.465 23.03 ng 1541300  Chrysene-d12 21.595
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 86
4 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 83
5 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 83
Abundance Scan 3315 (22.465 min): BG060729.D\data.ms (-3310) (- | m/z 57.10 100.00%
57.1
w0 JL
—
‘ ‘ﬂ 51 22.50
ob A AAELES 21112681 3411 4290 5461 n/; 43.10  82.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #251125: Oxalic acid, isobutyl tetradecyl ester
57.0
5000 L
22.50
m/z 55.10  48.50%
241.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—
22.50
5000 m/z 71.10 45,95%
5.0
oh iz %20 220 0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126386: 1-Decanol, 2-hexyl- T
57.0 22.50
m/z 41.10 34.29%
5.0
bty 196.0
O b e S e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 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 13 Octadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.493 6.40 ng 1218940  Perylene-di12 24.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Heptadecanal 254 C17H340 1000376-70-0 95
3 Tricosanal 338 (C23H460 072934-02-2 93
4 Tetracosanal 352 (C24H480 057866-08-7 93
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93

Abundance Scan 3490 (23.493 min): BG060729.D\data.ms (-3485) (- | m/z 57.10 100.00%
57.1

N

5000
‘H‘ H 209.1 282.0 3524 2350
ol AL ” e S, 2020 Joet 42244803 nsu 43.10 98.96%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158566: Octadecana
43.0
5000 LN
6.0 23.50
\ m/z 55.10  68.04%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141014: Heptadecana
43.0
——
23.50
5000 96.0 m/z 82.10 60.03%
ol MMl pezoz0
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #246458: Tricosanal —
82.0 23.50
m/z 41.05 51.76%
5000
320.0
‘ ‘ 207.0 264.0
0“\M““H‘MW‘H“H‘phuh‘m‘,u‘W“u‘u“‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\

Data File : BG@60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: 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 Heptadecane, 9-hexyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.969 20.00 ng 3807160 Perylene-d12 24.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 96
2 4-Methylheneicosane 310 C22H46 025117-29-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 3571 (23.969 min): BG060729.D\data.ms (-3564) (- | m/z 57.10 100.00%
57.1

-

5000
—
‘ 1271 1974 24.00
or kA LLEETT 1970 266.1 337.34005 8095 n/ 43.10  67.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #229650: Heptadecane, 9-hexyl-
43.0
5000 U
24.00
m/z 71.10  52.90%
1130 2100
IS vV o 1.7 S

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

-

Abundance #212284: 4-Methylheneicosane
—
24.00
5000 ITI/Z 85.10 37.41%
267.0
117 asn
o] S
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane T
57.0 24.00
m/z 55.05  23.46%
- /\W/L
127.0
ol oo g0 ~
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040124\
Data File : BGO60729.D

Acqg On : 2 Apr 2024 00:21
Operator : MA/JU

Sample : P1937-03

Misc

ALS Vvial : 14 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... 3.181 18.3 ng 570326 1 7.958 624004 20.0
Ethanol, 1-(2-b... 10.532 10.4 ng 494286 2 10.755 947280 20.0
Heptadecane 16.325 2.6 ng 172582 4 17.336 1342960 20.0
Octadecane 17.118 2.5 ng 166951 4 17.336 1342960 20.0
2-Bromo dodecane 17.858 2.5 ng 164924 4 17.336 1342960 20.0
n-Hexadecanoic ... 18.246 5.1 ng 341828 4 17.336 1342960 20.0
Nonadecane 18.552 2.9 ng 196977 4 17.336 1342960 20.0
9,12-Octadecadi... 19.169 4.7 ng 314311 4 17.336 1342960 20.0
Tridecane, 1l-iodo- 20.297 2.5 ng 176337 5 21.595 1338530 20.0
Docosane, 5-butyl- 21.301 7.9 ng 526126 5 21.595 1338530 20.0
13-Methyltetrad... 22.083 5.8 ng 386614 5 21.595 1338530 20.0
Oxalic acid, is... 22.465 23.0 ng 1541300 5 21.595 1338530 20.0
Octadecanal 23.493 6.4 ng 1218940 6 24.744 3807160 20.0
Heptadecane, 9-... 23.969 20.0 ng 3807160 6 24.744 3807160 20.0
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