LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc :

ALS Vvial : 10 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-BG010824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60371.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.505 403 411 430 rBV 3781494 6079993 27.10% 5.205%
2 7.097 674 682 698 rBV 3709807 6587787 29.36% 5.639%
3 7.926 816 823 831 rBV 826325 1439847 6.42% 1.233%
4 9.089 1012 1021 1036 rBV 2257024 4078005 18.18%  3.491%
5 10.734 1287 1301 1309 rBV 1044525 2011532 8.97% 1.722%

6 12.144 1531 1541 1546 rBV 169577 281744  1.26%
7 13.190 1711 1719 1728 rBV 6271498 9713571 43.30%
8 13.384 1747 1752 1760 rVB 284612 418149 1.86%
9 14.453 1929 1934 1939 rBV 369671 486567 2.17%
10 14.565 1943 1953 1961 rVV 1963218 3152153 14.05%

NOO® O
w
(9]
(o]
R

11 15.405 2091 2096 2101 rVB 406533 506410 2.26%
12 15.810 2155 2165 2170 rBV2 136087 339832 1.51%
13 16.057 2197 2207 2214 rBV 5124349 7842246 34.96%
14 16.269 2238 2243 2246 rBV 427665 606031 2.70%
15 17.e62 2373 2378 2382 rBV 375374 448409 2.00%

(SO RN e) BV R ]
~N
[ty
w
S

16 17.315 2415 2421 2427 rBV 2533346 3801973 16.95%
17 17.802 2500 2504 2508 rBV 338067 400517 1.79%
18 17.979 2528 2534 2539 rVB 3959272 4911424 21.89%
19 18.202 2567 2572 2577 rBV 552890 792862 3.53%
20 18.496 2618 2622 2626 rBV 303074 366081 1.63%

[CRCINE RN
N
()
2
R

21 19.118 2722 2728 2731 rBV 17384938 22434276 100.00% 19.204%
22 19.154 2731 2734 2744 rVB2 9896325 13295621 59.26% 11.381%
23 19.283 2751 2756 2761 rVB 1896579 2188384 9.75% 1.873%
24 19.365 2767 2770 2777 rVB 134548 245031 1.09% 0.210%
25 19.700 2824 2827 2830 rBV 253678 299765 1.34% ©.257%

26 19.735 2830 2833 2839 rVB 170181 254563 1.13% 0.218%
27 19.935 2861 2867 2876 rVB 10206882 13849845 61.74% 11.856%
28 20.376 2938 2942 2945 rBvV2 189539 235811 1.05% ©0.202%
29 20.728 2998 3002 3005 rBV 221910 252247 1.12% 0.216%
30 21.222 3081 3086 3090 rBV 521548 723053 3.22% 0.619%

31 21.574 3140 3146 3163 rVB2 2406910 4255075 18.97%  3.642%
32 22.362 3277 3286 3289 rVB3 159070 268800 1.20% .230%
33 24.747 3677 3686 3701 rVB 1503002 4250930 18.95% .639%

w o

Sum of corrected areas: 116818534
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\

BGO60371.D
19 Jan 2024 16:20

: MA/JU
. P1181-01

Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.

L

TIC Integration Parameters: LSCINT.P

Abundance

1.6e+07

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

Time-->

TIC: BG060371.D\data.ms

5.505 7.097
9.089

7.926

10.734
12.144

ol

3.50 4.00 450 5.00

550 6.00 650 7.00 750 8.00 850 9.00 950

10.00 10.50 11.00 11.50 12.00 12.50

Abundance

1.6e+07

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

Time-->

13.190

14.565

3.384 14.453
| A

TIC: BG060371.D\data.ms

19.118

19154

16.057
17.979

17.315

154055 81916269  17.062|  17.8048-248.406

jipeee

19.935

21.574

| 20.3720.728 21.222 22.362

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

1.6e+07

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

Time-->

24.747

TIC: BG060371.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Decane, 2,3,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.144 2.80 ng 281744  Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58
4 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 52
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 50
Abundance Scan 1541 (12.144 min): BG060371.D\data.ms (-1531) (- | m/z 57.10 100.00%
5711
o JJ»LA
e —
145.0 12.00 12.50
TTT ‘\“"\ |\\ \"\“‘ Tt \“.\ T \2\0‘6\\7\ \2‘6\7\\0\ BRR \3‘6\\7\6\ ‘4\2\5\\2‘ T \5\0‘3\.‘ m/Z 71.10 58.4300
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 psy e
12.00 12.50
m/z 43.05 50.85%
141.0
\\J‘\‘\‘\l\\‘\“‘\\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
Pt =
12.00 12.50
5000 m/z 85.10 33.07%
J\ L ,‘111‘3-0 169.0 226.0
R B B
m/z--> 50 100 150 200 250 300 350 400 450 500 kﬂWA
Abundance #59044: Dodecane, 4-methyl- ey 5
43.0 12.00 12.50
m/z 41.05 22.19%
5000
‘ ‘ 140.0
S g M
miz--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
BGO60371.D

: 19 Jan 2024 16:20
: MA/JU
: P1181-01

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2 Hexadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.384  2.65ng 418149 Acenaphthene-dle 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 206 Cl6M34 000544-76-3 91

1000432-25-9 81
062238-11-3 80
000630-02-4 74
1000382-54-3 72

2 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34
3 Decane, 2,3,5-trimethyl- 184 C13H28
4 Octacosane 394 (C28H58
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403

Abundance Scan 1752 (13.384 min): BG060371.D\data.ms (-1747) (-~ ' m/z 57.10 100.00%
57.1
— —
‘ 1271 1982 13.00 13.50
b A RE L, T99.2 266.1323.3 394.6 461.8 9331 myz 71.10  63.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 e —
13.00 13.50
m/z 43.10 61.44%
J‘ ‘ﬂ270 226.0
\\11‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
— —
13.00 13.50
5000 ITI/Z 85.10 35.22%
‘ 141.0
L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- == =
57.0 13.00 13.50
m/z 41.10 27.86%
5000
141.0
N O N sl o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Tetradecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.453 3.09 ng 486567  Acenaphthene-d10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 93
2 Hexadecane 226 C16H34 000544-76-3 80
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
Abundance Scan 1934 (14.453 min): BG060371.D\data.ms (-1929) (- | m/z 57.10 100.00%
57.1
- JNL
=
“ 1131 14.50
LA 161.02120  826.7 3953 462. .. 71.05  66.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 1 1
14.50
m/z 43.10 56.72%
155.0
T \‘f“J\hL\ﬂ‘\J“ Y\\‘\ f‘ “\ T \\2(‘1\1\.(\)\ ‘ TT 1T ‘3\2\4:.\0‘ T 1T ‘ TT 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107218: Hexadecane
57.0
—
14.50
5000 m/z 85.05 41.21%
i ‘ 113.0 1690 226.0
— A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #33097: Nonane, 3,7-dimethyl- T
57.0 14.50
m/z 41.10 25.72%
5000
‘ | 127.0
‘ Il -
R N LA B A o o B e ——
miz--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.405 3.21 ng 506410  Acenaphthene-d10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 78
2 Hexadecane 226 C16H34 000544-76-3 76
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 53
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 52

Abundance Scan 2096 (15.405 min): BG060371.D\data.ms (-2091) (+ | m/z 57.10 100.00%

57.1
5000
5
‘ 1 113.2 171.9226.4280.8 391.0 495, 1550
O A e e PSR R ERE S R s m/z 71,10 64.11%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 T
15.50
m/z 43.10 55.14%
‘ 140.0
’\\\‘\"‘\‘\‘\'\J‘\“\‘\!‘\\\“\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107219: Hexadecane
57.0
—
15.50
5000 m/z 85.10 42.68%
‘ 1P&0169022&0
N U 0 i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59038: Dodecane, 2-methyl- T
43.0 15.50
m/z 41.10 26.51%
- Wbuj\%\/\w/
9.0
,‘,J%’mﬂ%-o B
m/z--> 0 50 100 150 200 250 300 350 400 450 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.810 2.16 ng 339832  Acenaphthene-d10 14.565
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 87
2 Decane, 2-methyl- 156 C11H24 006975-98-0 87
3 Dodecane 170 C12H26 000112-40-3 81
4 Tridecane 184 C13H28 000629-50-5 81
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 2165 (15.810 min): BG060371.D\data.ms (-2155) (- | m/z 57.10 100.00%
57.1
- m
‘ 15%6 5656
113.0 ; . .
— J‘ ‘1 LLLE, O] 2891 2074 3548 429 700 10 57,359
m/z--> 50 100 150 200 250 300 350 400
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 . .
15.50 16.00
113.0 ITI/Z 43.10 44 ., 80%
.0
lT1‘11‘21530
m/z--> 50 100 150 200 250 300 350 400
Abundance #33083: Decane, 2-methyl-
57.0
— T
15.50 16.00
5000 m/z 85.10 28.27%
‘ 112.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #45478: Dodecane T —
57.0 15.50 16.00
m/z 41.10 22.42%
5000
[l ] (1120 179.0
A |
et — —
miz--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Nonadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.269 3.19 ng 606031  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 86
3 Heptacosane 380 C27H56 000593-49-7 72
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 68

Abundance Scan 2243 (16.269 min): BG060371.D\data.ms (-2238) (- | m/z 57.10 100.00%
57.1
5 o
113.1169.0 240.2 16.00 16.50
ob A LT 1090 2402 3338 4262 4931 .., 7110  67.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0
5000 T e
16.00 16.50
m/z 43.10 52.51%
113.0
\\“\‘“\”\l‘\l“\‘l\d\{‘}‘ic‘\g;lo\“!\\\2‘6\§.\0\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59038: Dodecane, 2-methyl-
43.0
— —
16.00 16.50
5000 m/z 85.10 46.10%
9.0
11%.‘168-0,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane e B
57.0 16.00 16.50
m/z 41.10 23.43%
h AN\ALJ\MW
1111301600 22502810 3800
B e e e AR —— —
miz--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Tridecane, 6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.062 2.36 ng 448409  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 2378 (17.062 min): BG060371.D\data.ms (-2373) (-~ ' m/z 57.10 100.00%
57.1
RN \
H\ 131 1682 2542 439, 17.00
ol AbA LT 1682 2542 3207 3872439 ., 7195 64.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
5000 — |
17.00
m/z 43.10 54.92%
L ‘ 113.0 169.0 226.0
\\\[\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107222: Tridecane, 6-propyl-
43.0
RN \
17.00
5000 m/z 85.10 45.68%
126.0 183.0
S O N —
mlz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T ‘
57.0 17.00
m/z 41.10 24.08%
5000
113.0
UL 0 2250 280 -
mlz--> 50 100 150 200 250 300 350 400 17.00

8270-BGO10824.M Mon Jan 22 ©3:23:49 2024 Page: 9



Data Path : Z:
Data File : BG

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
060371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.802 2.11 ng 400517  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72

Abundance Scan 2504 (17.802 min): BG060371.D\data.ms (-2500) (+ | m/z 57.10 100.00%
57.1

5000

=

1 197 1 17.50 18.00
L1271 210.0 283.0 355.0 446.4 537. m/z 71.18  65.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane

57.0

=

5000 \ \ \ \
17.50 18.00

m/z 43.10 56.16%

411270 1970 2670 3800

‘HH‘H‘H“\H“HH‘H\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45490: Undecane, 3-methyl-

57.0

-

17.50 18.00
5000 m/z 85.10  44.29%
141.0

\"‘ bl

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

=

Abundance #228591: Tetradecane, 1-iodo- ; : :

57.0 17.50 18.00

m/z 41.10 27 .46%
5000
LU gTe Tore
1l L ib [
A e e e e T = A=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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.
17.979 25.84 ng 4911420  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80

Abundance Scan 2534 (17.979 min): BG060371.D\data.ms (-2528) (- | m/z 74.05 100.00%
74.0

—

5000
H‘ 143.0 227.1 18.00
ob bl [ o [ 2083 4088 5242 g7 05 7354y
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 ]

-
*®
o
S

m/z 43.10  25.27%

143.0
\‘”LWLMW”\M‘”Me%%?”‘W‘”‘M‘”\”‘W‘”‘M‘”\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161209: Hexadecanoic acid, methyl ester
74.0

T
18.00

5000 m/z 55.10 21.33%
15. ‘ 143.0 270.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143572: Pentadecanoic acid, methyl ester

=
74.0 18.00
m/z 41.05 18.57%

5000

N

‘ V ‘ 143.0 256.0
MHUM \‘\ [

P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.202 4.17 ng 792862  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 60
5 Eicosane 282 C20H42 000112-95-8 53
Abundance Scan 2572 (18.202 min): BG060371.D\data.ms (-2567) (- | m/z 73.05 100.00%
73.0
129.1 2131 i N
“H\ l 18.00 18.50
N \“JMHM??%O 3562 4355 5246  nm/z 60.05 76.94%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T T
129.0 18.00 18.50
m/z 57.10 67.47%
WL e
\\‘“‘ 1!y!ll‘!h\\l“\!!‘\‘i\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid
73.0
T .
18.00 18.50
5000 ITI/Z 43.10 64 .69%
129.0
228.0
el L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92068: Tridecanoic acid = =
73.0 18.00 18.50
m/z 41.10 54.16%
5000
12T0 214.0
it n\m\ JU
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Data Path : Z:
Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG011924\

BGO60371.D
: 19 Jan 2024 16:20

Operator : MA/JU

Sample
Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

. P1181-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,15-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.118 118.01 ng 22434300 Phenanthrene-d1e 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97
2 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 95
3 9,12-0Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 95

5 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 95
Abundance Scan 2728 (19.118 min): BG060371.D\data.ms (-2722) (- m/z 67.10 100.00%
67.1
5000 ﬂm
F 19.00 19.50
1781 2631 ’ .
oL LT ren 28331553679 4830 L g10 83 e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,Z)-
67.0
5000 — —
19.00 19.50
m/z 55.85 64.72%
123.0 294.0
\\\‘\ }F|1\7‘8.0234.0 T \"\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #191907: 11,14-Octadecadienoic acid, methyl ester
67.0
— —
19.00 19.50
5000 ITI/Z 95.10 55.76%
294.0
‘ 1%30
AL 780 28a0] |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester —— —
67.0 19.00 19.50
m/z 68.05 45.91%
5000
f 294.0
LA 78020, | L S—
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Data Path : Z:
Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG011924\

BGO60371.D
: 19 Jan 2024 16:20

Operator : MA/JU

Sample
Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

. P1181-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (Z)-15-Octadecenoic acid me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.154  69.94 ng 13205600 Phenanthrene-d1e 17.315

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 95
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 95
3 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 93
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 90

Abundance Scan 2734 (19.154 min): BG060371.D\data.ms (-2731) (-
58.1

m/z 55.10 100.00%

i;:§g§§3=:—

5000
r3-1180.1 264.1 19.00 19.50
oy l"'wihw'wlwm L Juu_|u‘??3;9_“““‘”"?9‘-9“5?"5;; m/z 69.10  74.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester M\A
74.0
5000 — e
264.0 19.00 19.50
m/z 74.10 72.96%
138.0
| | “‘ | “H\Hlm . 2070

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194409: 9-Octadecenoic acid, methyl ester

55.0
F301800
1Ll

l‘ TR

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

Abundance #194444: 8-Octadecenoic acid, methyl ester, (E)- — =
55.0 19.00 19.50

—

— —
19.00 19.50

m/z 83.10 59.39%

5000
264.0

i;::g%;z;;=:

m/z 41.10 58.03%
264.0
5000
i
’H‘|M|hmmwﬁmell\h — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.283 11.51 ng 2188380  Phenanthrene-d10 17.315
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 91
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87

Abundance Scan 2756 (19.283 min): BG060371.D\data.ms (-2751) (+ ' m/z 74.10 100.00%

74.1
5000

” “ | 14‘3 1499.1255.2 19.00 1950
o_‘H,!HM‘mwH‘wHMH_3““1‘9‘3‘9?‘2‘”_“5‘95‘? m/z 87.05 74.57%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #197272: Methyl stearate
74.0
5000 —— —
19.00 19.50

m/z 43.10  27.45%

143.0
sg] 1, “mo =t
‘\\\\"\4\‘”\“‘\\‘\\‘\\\\“\\\\‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #126209: Methyl tetradecanoate
74.0

T T
19.00 19. 50

5000 ITI z 55.10 3.44%
14‘3 01990
ly .t |
“‘H,‘H“‘H“H‘“H“_“‘_“w“‘w“u“‘u“u
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #179145:Hepmdecanmcacm,meﬂwleaer
74.0 1900 1950

m/z 75.10  20.50%

5000

J\MLMH x‘ \\ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Data Path : Z
Data File
Acqg On

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
. BGO60371.D
: 19 Jan 2024 16:20

Operator : MA/JU

Sample
Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

. P1181-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetradecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.222 3.40 ng 723053  Chrysene-di2 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 93
2 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 90
3 1-Tetracosene 336 C24H48 010192-32-2 78
4 1-Docosene 308 C22H44 001599-67-3 78
5 1-Hexacosene 364 C26H52 018835-33-1 76

Abundance Scan 3086 (21.222 min): BG060371.D\data.ms (-3081) (+ | m/z 57.10 100.00%

57.1
5000

-
|| /25" 182.3230.0 3081 375.0 4463 2190 2150
L ALELETL, 182:3239.0 8081 375.0 44635030 ., 71 10

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71733: Cyclotetradecane
55.0

o

5000 — ——
21.00 21.50
111.0 m/z 43.10 60.44%
I o
\\‘\‘\}\\J\JJ\\h\l\l‘\J\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #265841: Oxalic acid, hexadecyl propyl ester
43.0
P e
21.00 21.50
5000 ITI/Z 55.10 57.38%
111.0 269.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244231: 1-Tetracosene — —
43.0 21.00 21.50
m/z 83.10 57.09%
111.0
5000
\‘”,1‘1“80,3360 st ol
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011924\
Data File : BGO60371.D

Acqg On : 19 Jan 2024 16:20
Operator : MA/JU

Sample : P1181-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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|
Decane, 2,3,5-t... 12.144 2.8 ng 281744 2 10.734 2011530 20.0
Hexadecane 13.384 2.6 ng 418149 3 14.565 3152150 20.0
Tetradecane, 1-... 14.453 3.1 ng 486567 3 14.565 3152150 20.0
Dodecane, 2-met... 15.405 3.2 ng 506410 3 14.565 3152150 20.0
Pentadecane, 2,... 15.810 2.2 ng 339832 3 14.565 3152150 20.0
Nonadecane 16.269 3.2 ng 606031 4 17.315 3801970 20.0
Tridecane, 6-pr... 17.062 2.4 ng 448409 4 17.315 3801970 20.0
Heptacosane 17.802 2.1 ng 400517 4 17.315 3801970 20.0
Tridecanoic aci... 17.979 25.8 ng 4911420 4 17.315 3801970 20.0
n-Hexadecanoic ... 18.202 4.2 ng 792862 4 17.315 3801970 20.0
9,15-Octadecadi... 19.118 118.0 ng 22434300 4 17.315 3801970 20.0
(Z)-15-Octadece... 19.154 69.9 ng 13295600 4 17.315 3801970 20.0
Methyl stearate 19.283 11.5 ng 2188380 4 17.315 3801970 20.0
Cyclotetradecane 21.222 3.4 ng 723053 5 21.574 4255080 20.0
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