LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc . RT-SB-06-12-13

ALS vial : 8 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-BG121323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO600O70.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.14e 5 9 21 rvB 94357 170169 2.97% 0.712%
2 4.462 228 234 242 rBV 129791 207288 3.61% 0.867%
3 5.068 330 337 347 rBV 1712040 2632247 45.87% 11.006%
4 7.112 678 685 693 rBV 613172 1026076 17.88% 4.290%
5 7.958 821 829 836 rBV 268671 456582  7.96% 1.909%

6 9.116 1018 1026 1035 rBV 566626 992666 17.30% 4.150%
7 10.761 1298 1306 1312 rBV 361877 652202 11.37% 2.727%
8 13.217 1717 1724 1734 rVB 2102287 3101330 54.04% 12.967%
9 13.417 1751 1758 1764 rBV3 56272 96241 1.68% 0.402%

10 14.492 1936 1941 1947 rBV3 94969 154947 2.70% 0.648%
11 14.598 1950 1959 1965 rBV 642350 1038988 18.11% 4.344%
12 14.985 2021 2025 2030 rVB2 48898 74085 1.29% 0.310%
13 15.438 2099 2102 2108 rVB 85806 117762 2.05% 0.492%
14 15.638 2131 2136 2142 rBV3 57251 98131 1.71% ©.410%
15 15.849 2168 2172 2177 rVB3 44608 67502 1.18% ©.282%
16 16.301 2245 2249 2257 rBV 135844 275278 4.80% 1.151%
17 17.101 2382 2385 2390 rVV2 115913 147686 2.57% 0.617%
18 17.153 2391 2394 2399 rVB3 57295 75763 1.32% ©.317%
19 17.341 2421 2426 2430 rBV 909172 1381343 24.07% 5.776%
20 17.388 2430 2434 2439 rVB 380951 582738 10.15% 2.437%
21 17.477 2445 2449 2452 rVB2 102096 119367 2.08% ©.499%
22 17.841 2507 2511 2516 rBV 168320 228487 3.98% 0.955%
23 18.534 2625 2629 2633 rBV3 194561 282168 4.92%  1.180%
24 19.163 2734 2736 2740 rVB 174142 163748 2.85% ©.685%
25 19.398 2772 2776 2782 rBV 601332 837094 14.59%  3.500%
26 19.762 2836 2838 2843 rVB 439129 526354 9.17%  2.201%

27 19.968 2868 2873 2879 rVB 4396370 5738446 100.00% 23.993%
28 21.619 3149 3154 3158 rVB2 891617 1413521 24.63%
29 24.815 3694 3698 3706 rVB 569461 1258666 21.93% 5.263%
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Sum of corrected areas: 23916875
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc . RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060070.D\data.ms
5000000

4000000
3000000

2000000 5.068

1000000
7.112 9.116
10.761
140 4.462 7'9}68

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

Time--> 350 400 450 500 550 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 TIC: BG060070.D\data.ms

19.968
5000000

4000000

3000000
21.619

13.217
2000000
19.3989.76
17.341

1
000000 14508 '\N/

3.417 14.492 14.98515.48838496 301

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: BG060070.D\data.ms

5000000
4000000
3000000

2000000
24.815

1000000 M

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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.
3.140 7.45 ng 170169 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1-Pentanamine 87 C5H13N 000110-58-7 32

4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 32
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 23

Abundance Scan 9 (3.140 min): BG060070.D\data.ms (-5) (-) m/z 73.10 100.00%

3.1

%

5000
GO R
] l w1 2921 600, 3.203.303.403.50
ol 24rt 2ot 222 m/z 43.10  48.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LA B L L LRI BB B
3.203.303.403.50
m/z 55.05 32.18%
O‘\\“\\L‘J‘l”\\‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0

3.203.303.403.50
5000 m/z 87.10 21.78%

o
Il

—

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2141: 1-Pentanamine M
30.0 3.203.303.403.50
m/z 45.10  14.95%
5000
87.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.462 9.08 ng 207288 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H1e0 000763-93-9 87
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 87
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86

Abundance Scan 234 (4.462 min): BG060070.D\data.ms (-228) (-) m/z 55.10 100.00%

55.1
5000

“ 4.20 4.40 4.60 4.80
I

7.0 208.1 262.1 357.0 458..

O e e e T T T e e m/z 83.05 82.70%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3553: 3-Hexen-2-one
55.0
5000 L L L I LA AL

m/z 43.05 39.89%

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #3653: 3-Penten-2-one, 4-methyl-

83.0

4.20 4.40 4.60 4.80

4.20 4.40 4.60 4.80
‘ m

o

5000 ITI z 39.10 25.03%
m/z--> 0 0 100 150 200 250 300 350 400 450
Abundance #3812: 2-Pentene, 4,4-dimethyl-, (E)-
55.0 4.20 4.40 4.60 4.80

m/z 98.10 22.07%

o 1‘,1 ‘ A

m/z--> 0 50 100 150 200 250 300 350 400 450 4.20 4.40 4.60 4.80
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG121823\

Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33
Operator : MA/JU

Sample : 05796-03

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

RT-SB-06-12-13

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

5.068 115.30 ng 2632250 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 32
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 337 (5.068 min): BG060070.D\data.ms (-330) (-) m/z 43.10 100.00%
3.1
5000
P e e
1011 4.80 5.00 5.20 5.40
ob b 18212291 32113744 452. /7 59.05  54.34%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L B I B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 16.06%
O \\H\““‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R AR
4.80 5.00 5.20 5.40
5000 ITI/Z 58.05 14.94%
101.0
ok e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RRREEEESEE T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.56%
5000
0 “ I 12\6.0
- T e T
m/z--> 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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, 2,6,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.492 2.98 ng 154947  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
2 Pentadecane 212 C15H32 000629-62-9 64
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
4 Tridecane 184 C13H28 000629-50-5 59
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 50

Abundance Scan 1941 (14.492 min): BG060070.D\data.ms (-1936) (- | m/z 57.10 100.00%
57.1

5000
173.9 1
‘ 258.8 321.8 4221 501.1 14.50
o Ml EE L, 2088 3218 | 4221 SOLL L, 43.10  86.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90202: Dodecane, 2,6,10-trimethyl-
57.0
5000 T T

14.50
m/z 71.05 55.75%

127.0
UL 1ss0
‘\\\\H\J‘\‘\\f‘Wl\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90192: Pentadecane
57.0
m,m/wf\/

T
14.50

5000 m/z 41.10 48.73%

o

‘ | 113.0 2120
|1 H\l.

A B W R AmmEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- ——
57.0 14.50

m/z 85.10  26.83%

5000
o 11| 1130 1830 2530 g

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc . RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.438 2.27 ng 117762  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Hexatriacontane 507 C36H74 000630-06-8 72
3 Tridecane 184 C13H28 000629-50-5 64
4 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 2102 (15.438 min): BG060070.D\data.ms (-2099) (- | m/z 57.10 100.00%
57.1
- M
15.50
113.1 232.1 :
ol bl m IRAZSE 0 3203 | 42034807 47 43.05  84.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0
5000 T
15.50
m/z 71.10 44.02%
. “ | 130160.0225.0 296.0
‘\\f\[\f!f{\\11‘\1\\‘\1\1’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339056: Hexatriacontane
57.0
—
15.50
5000 m/z 85.10 33.31%
0 H j‘ﬁlﬁ-‘o‘l@g.ozzs.o 295.0 365.0 435.0 506.0
_“w‘H"H‘w"H‘H“W‘H,‘H‘_“W‘H“H‘w"H
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59026: Tridecane T
57.0 15.50
m/z 41.10 31.75%
5000
\ ‘J 113.0 184.0
T o —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc . RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.301 3.99 ng 275278  Phenanthrene-di10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Docosane 310 C22H46 000629-97-0 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tridecane 184 C13H28 000629-50-5 81
5 Pentadecane 212 C15H32 000629-62-9 76
Abundance Scan 2249 (16.301 min): BG060070.D\data.ms (-2245) (- | m/z 57.10 100.00%
57.1
— —
141.8 195 0248.3 305.3355.0 474.1 16.00 1650
0L b g S o i m/z 43.18  89.08%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane
57.0
5000 e ——
16.00 16.50
m/z 71.05 45.86%
113.
0 \‘\‘\’\‘l\‘\”‘\“’\'3\‘(\)\‘::-‘\6\9;(\)‘\\\\2‘6\\8.\9‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212282: Docosane
57.0
—— —
16.00 16.50
5000 m/z 41.10 44.40%
113.0
‘ ‘ ’ 1 183.0 2390 310.0
o L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123959: Heptadecane T —
57.0 16.00 16.50
m/z 55.10 37.59%
- W\MJ\WMW
‘ | \ | 11301690 2400
0wH,“w‘w‘w‘w“’M“wM‘w‘wH‘Hw1‘wwu‘uu‘uu‘uu’uu L — L —
m/z--> 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\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Tricosane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.101 2.14 ng 147686  Phenanthrene-di10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 50
2 Pentadecane 212 C15H32 000629-62-9 42
3 Nonadecane 268 C19H40 000629-92-5 42
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 30
5 Dodecyl isobutyl ether 242 C16H340 1000406-32-6 30

Abundance Scan 2385 (17.101 min): BG060070.D\data.ms (-2382) (- | m/z 57.10 100.00%

57.1
5000

‘\\\’\\\\‘\\\\’\1\\‘1\\1‘\\\\‘1\\\‘\\\\’\\\\‘\\\\’\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90193: Pentadecane
57.0

— —
17.00 17.50

205.8 T T T
I ‘ 141 ’ 205.1 3612 440.3 522, 17.00 1750
0l W‘JNH‘uu%\h%%m‘p“w“u‘u“w“w‘u‘,u‘ m/z 43.10 65.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246490: Tricosane, 2-methyl-
43.0
5000 ‘ ‘ ‘
17.00 17.50
m/z 71.10 36.16%

5000 m/z 41.10 31.46%
“ 30 212.0
Ow*w*v*L“ﬂW“JW\*w**H\*H*\H**\H**w**w**wv**
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane — \
57.0 17.00 17.50

m/z 85.10  24.13%

B NWWA)WW'\
| 118301690  268.0

A b e ST — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 1-Iodoundecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.841 3.31 ng 228487  Phenanthrene-di10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 C11H23I 004282-44-4 76
2 Tetracosane 338 (C24H50 000646-31-1 70
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 68
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 68
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 2511 (17.841 min): BG060070.D\data.ms (-2507) (- | m/z 57.10 100.00%
57.1
200 NMJW
J T s
271 219.0 . : '
ol R WS T 3898 4945 886 n/7 43.10  78.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175097: 1-lodoundecane
57.0
5000 — e
17.50 18.00
m/z 41.10 39.09%
‘ 155.0
O ‘\\‘\\\"‘\J\‘\\L\l\\\‘l\\\\‘\\\\‘2\\8%-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0
— ——
17.50 18.00
5000 m/z 55.10 36.22%
oL L1270 197.0 267.0 3380 WWM
R e e AR A AR RARE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194594: Eicosane, 2-methyl- “ —
57.0 17.50 18.00
m/z 71.10 35.26%
- WWW
253.0
7.0
oL Al o8 | T
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\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc . RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.534 4.09 ng 282168  Phenanthrene-di10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 74
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
Abundance Scan 2629 (18.534 min): BG060070.D\data.ms (-2625) (- | m/z 57.10 100.00%
57.1
5000 W
‘ 1850 |
1411 243.2 :
b b b SRS 3298 4166 5203 4, 43,10 66.16%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
5000 —— :
18.50
‘ m/z 71.10 44.70%
O\\"\l\"\\\\‘E-\‘\‘\\l]‘-ﬁ\g\\o‘z\z\?\o‘\z\g\z\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45506: Decane, 3,6-dimethyl-
57.0
T \
18.50
5000 m/z 41.10 35.33%
M 113.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #320590: Hentriacontane T
57.0 18.50
m/z 55.10 28.09%
5000 M
1
ob i h [ 169.0225.0 300.0365.0 436.0
e e S e e e e e P
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Undecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.163 2.37 ng 163748  Phenanthrene-di10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 60
2 Heneicosane 296 C21H44 000629-94-7 53
3 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 49
4 Nonadecane 268 C19H40 000629-92-5 49
5 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 49
Abundance Scan 2736 (19.163 min): BG060070.D\data.ms (-2734) (- | m/z 57.10 100.00%
57.1
5000
1000 19.50
138.3 224.3282.0 :
Ol _‘mhﬂmMM‘wquu_wuq‘§473“ﬁ?§?u“_5ﬁ?‘ m/z 43.10  79.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33078: Undecane
43.0
5000 —r ——
19.00 19.50
m/z 71.10 39.26%
“”\J’\mlseo
O‘\\\‘1!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
—— —
19.00 19.50
5000 m/z 41.10 36.19%
0 \‘ 4 ] 'F‘Fl\ ﬂ i \197-0 296.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59056: Undecane, 4,8-dimethyl- — —
43.0 19.00 19.50
m/z 55.10 23.98%
5000
‘ } 141.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60070.D

Acqg On : 18 Dec 2023 17:33

Operator : MA/JU

Sample : 05796-03

Misc . RT-SB-06-12-13

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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... 3.140 7.5 ng 170169 1 7.952 456582 20.0
3-Hexen-2-one 4.462 9.1 ng 207288 1 7.952 456582 20.0
2-Pentanone, 4-... 5.068 115.3 ng 2632250 1  7.952 456582 20.0
Dodecane, 2,6,1... 14.492 3.0 ng 154947 3 14.598 1038990 20.0
Heneicosane 15.438 2.3 ng 117762 3 14.598 1038990 20.0
Nonadecane 16.301 4.0 ng 275278 4 17.341 1381340 20.0
Tricosane, 2-me... 17.101 2.1 ng 147686 4 17.341 1381340 20.0
1-Iodoundecane 17.841 3.3 ng 228487 4 17.341 1381340 20.0
Eicosane 18.534 4.1 ng 282168 4 17.341 1381340 20.0
Undecane 19.163 2.4 ng 163748 4 17.341 1381340 20.0
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