LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61165.D

Acqg On : 10 May 2024 16:16
Operator : MA/JU

Sample : P2422-05

Misc :

ALS vial : 7 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-BG043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO61165.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.067 8 13 22 rVW4 11549 25928 2.03% 0.361%
2 3.149 22 27 41 rVB2 188718 303248 23.70% 4.225%
3 5.052 346 351 355 rBV 9431 14114 1.10% 0.197%
4 5.522 425 431 438 rBV 302460 472336 36.91% 6.582%
5 7.109 693 701 714 rVB 317585 540710 42.25% 7.534%
6 7.931 834 841 847 rVB2 103928 167427 13.08% 2.333%
7 9.083 1028 1037 1048 rBV 204730 361317 28.23% 5.035%
8 10.722 1309 1316 1326 rVB 132764 235386 18.39%  3.280%
9 13.178 1727 1734 1741 rBV 508600 806423 63.01% 11.237%
10 14.559 1962 1969 1976 rBV 228105 337767 26.39% 4.706%
11 14.776 1998 2006 2009 rBV5 8589 17752 1.39% 0.247%
12 16.051 2216 2223 2234 rBV 435533 695654 54.36% 9.693%
13 16.275 2257 2261 2265 rBV2 9697 15047 1.18% 0.210%
14 17.309 2430 2437 2442 rVV 280587 416579 32.55% 5.805%
15 17.350 2442 2444 2448 rVB 22008 25571 2.00% 0.356%
16 19.359 2781 2786 2791 rVB 54255 76748 6.00% 1.069%
17 19.723 2839 2848 2856 rBV2 46877 89704 7.01% 1.250%
18 19.923 2877 2882 2895 rVB 954249 1279797 100.00% 17.833%
19 20.223 2928 2933 2934 rBV3 11267 15776 1.23% 0.220%
20 20.317 2945 2949 2953 rVB3 9636 13144 1.03% 0.183%
21 21.233 3100 3105 3114 rBv4 41873 86974 6.80% 1.212%
22 21.562 3154 3161 3167 rBV2 295893 522805 40.85% 7.285%
23  22.362 3292 3297 3301 rBV6 17934 35069 2.74% 0.489%
24 23.701 3519 3525 3526 rBv4 14073 24724  1.93%  0.345%
25 23.813 3542 3544 3551 rVB7 17333 27647 2.16% 0.385%
26 24.541 3661 3668 3671 rBV8 13368 33812 2.64% 0.471%

27 24.688 3684 3693 3709 rBV 159597 535228 41.82% 7.458%

Sum of corrected areas: 7176687
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 May 2024 16:16
: MA/JU
: P2422-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
BGO61165.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

0

200000 3-149

TIC: BG061165.D\data.ms

5.522 7.109

7.931
067 5.052

9.083

10.722

Time-> 3.00 350 400 450 500 550 600 650 7.00 7.50 8.00 850 9.00

9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG061165.D\data.ms
19.923
800000
600000
13.178
16.051
400000
21.562
17.309
14.559
200000
19.3599.723
0 4.776 6.275 17350
B B e i o e e e e L e L A e e e e L L e I
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: BG061165.D\data.ms
800000
600000
400000
200000 24.688
223813 24.5
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\BG051024\
Data File : BGO61165.D

Acqg On : 10 May 2024 16:16
Operator : MA/JU

Sample : P2422-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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 unknown3.067 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.067 3.10 ng 25928 1,4-Dichlorobenzene-d4 7.931

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 32
2 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 32
3 1,5-Diazabicyclo[3.1.0]hexane 84 CAH8N2 013090-31-8 9
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 9
5 Oxetane, 2,3,4-trimethyl- 100 C6H120 053778-61-3 9

Abundance  Scan 13 (3.067 min): BG061165.D\data.ms (-8) (-) m/z 56.00 100.00%

56.0
e
‘ m | 3.103.203.303.403.50
b e L e Mz 78,00 40.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1675: 1-Pentene, 2-methyl-
56.0
41.0
A
5000 RN RN RN R R R
27.0 69.0 84.0 3.103.203.303.403.50
‘ m/z 55.00 39.48%
O\\\‘1\4\”‘\()\‘\\}1‘\\\‘}}\‘\\\i‘\‘}‘\‘H\‘\i\\\\‘\\‘\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7598: 1-Hexene, 3,4-dimethyl-
56.0
N A RaamaRa
41.0 3.103.203.303.403.50
5000 m/z 41.05 38.73%
84.0
27, 70.0
O et 970, 1120,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1538: 1,5-Diazabicyclo[3.1.0]hexane R ANARAREELEEEEEAS N
28.0 3.103.203.303.403.50
m/z 39.10 35.67%
5000 560
42.0 83.0
14.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61165.D

Acqg On : 10 May 2024 16:16
Operator : MA/JU

Sample : P2422-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.149 36.22 ng 303248 1,4-Dichlorobenzene-d4 7.931

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 37
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 33
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 33
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 25
Abundance  Scan 27 (3.149 min): BG061165.D\data.ms (-22) (-) m/z 73.10 100.00%
73.1
43.0
5000
87.1
T
‘ ‘ 9.0 | 320 3.40
O bl e e M/z 42,95 64.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B B
43.0 3.20 3.40
87.0 m/z 55.00 40.61%
20 | o
OH’HH‘\\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
e AR E A
55.0 320  3.40
5000 m/z 87.10 28.40%
41,0
27.0 ‘
0‘w‘Hw‘HMﬂH:HL‘_MWM‘HqHHVH‘WH‘WH‘W‘HW‘H‘_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol —
73.0 320 3.40
87.0 m/z 41.05 18.93%
5000 41.0 55.0
27.0
0 11, ‘ 112.0 129.0
HM‘H_‘H_‘H_‘H_H‘_H‘_H‘_H‘_HW‘HW‘HW‘HW‘H‘ BRI
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 320 3.40

8270-BGR43024.M Sat May 11 06:58:56 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BG@61165.D

Acqg On : 10 May 2024 16:16

Operator : MA/JU

Sample : P2422-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024 .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 3 Carbonic acid, hexadecyl is... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.233 3.33 ng 86974  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, hexadecyl isobuty... 342 C21H4203 1010314-61-3 68

2 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 58
3 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 52
4 Butyl hexadecyl ether 298 C20H420 1010406-40-5 52
5 E-14-Hexadecenal 238 C16H300 330207-53-9 50

Abundance Scan 3105 (21.233 min): BG061165.D\data.ms (-3100) (- | m/z 57.05 100.00%

57.0
5000
97.0

226.0 —— —
\ \‘ ‘ Wil | 5.1,,311.3 355 = ooy
oL Hm u H bt gy 2 H‘ S m/z 43.10 98.30%
m/z--> 50 100 150 200 250 300 350
Abundance #251417: Carbonic acid, hexadecyl isobutyl ester
57.0
5000 — —
21.00 21.50

97.0 m/z 55.85 67.51%

2250
e \uH ‘H\ d‘u \h 13901810 *PT
m/z--> 50 100 150 200 250 300 350
Abundance #199815: Isobutyl tridecyl carbonate

57.0

21.00 21.50
5000 m/z 41.00 40.36%

97.0
Ll 220
ot bl 500 0 g
m/z--> 50 100 150 200 250 300 350

Abundance #279618: Carbonic acid, isobutyl octadecyl ester —— ——
57.0 21.00 21.50

m/z 83.05 37.48%

5000
97.0
I H \M“d$ M%390 183.0 253.0

ol AL S AT T — —
miz--> 50 100 150 200 250 300 350 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051024\
Data File : BGO61165.D

Acqg On : 10 May 2024 16:16
Operator : MA/JU

Sample : P2422-05

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG043024.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|
unknown3.067 3.067 3.1 ng 25928 1 7.931 167427 20.0
Butane, 2-metho... 3.149 36.2 ng 303248 1 7.931 167427 20.0
Carbonic acid, ... 21.233 3.3 ng 86974 5 21.568 522805 20.0
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