LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122922\
Data File : BGO56163.D

Acqg On : 29 Dec 2022 20:59
Operator : CG/JU

Sample : N6226-01

Misc :

ALS Vvial : 17 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56163.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.364 7 13 27 rVB 430696 747363 21.87% 5.708%
2 5.379 350 356 363 rVB 79828 121300 3.55% 0.926%
3 5.855 430 437 445 rBV 290950 465081 13.61%  3.552%
4 7.465 704 711 721 rVB 181098 314102 9.19% 2.399%
5 8.335 850 859 871 rBB 138668 234152 6.85% 1.788%
6 9.510 1049 1059 1068 rBV 349495 637153 18.64% 4.866%
7 11.167 1332 1341 1352 rBV 182217 319406 9.35% 2.439%
8 11.425 1378 1385 1392 rBB 60088 95048 2.78% 0.726%
9 12.935 1632 1642 1646 rBv4 18890 34974 1.02% 0.267%
10 13.570 1743 1750 1761 rVB 1346493 2147047 62.82% 16.397%

11 14.945 1974 1984 1992 rBV 335182 520602 15.23%
12 15.656 2099 2105 2113 rBV 28688 40395 1.18%
13 16.419 2229 2235 2250 rBV 767326 1201935 35.17%
14 17.677 2442 2449 2457 rBV 496789 762434 22.31%
15 18.599 2601 2606 2615 rVB2 25042 39409 1.15%
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16 20.250 2881 2887 2893 rBV 2690043 3417886 100.00% 26.
17 21.560 3105 3110 3121 rVB3 78351 140864 4.12%
18 21.972 3173 31860 3188 rVB2 521413 912813 26.71%
19 25.426 3757 3768 3779 rVB2 307846 941929 27.56%
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Sum of corrected areas: 13093893
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122922\
Data File : BG@56163.D

Acq On : 29 Dec 2022 20:59
Operator : CG/JU

Sample : N6226-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056163.D\data.ms
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Abundance TIC: BG056163.D\data.ms
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Abundance TIC: BG056163.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122922\
Data File : BG@56163.D

Acq On : 29 Dec 2022 20:59
Operator : CG/JU

Sample : N6226-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
3.364 63.84 ng 747363 1,4-Dichlorobenzene-d4 8.335
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9

Abundance Scan
73

13 (3.364 min): BG056163.D\data.ms (-7) (-)
.0

m/z 73.00 100.00%

5000
 RRARama R
‘ 3.403.503.603.703.80
ol bl 1380 2875 42 .. g7.00 28.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T T T[T T[T T[Tt
3.403.503.603.703.80
m/z 43.00 15.56%
29.(“ ‘
O\“‘\‘\M[”\\‘f\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R Aama AR
3.403.503.603.703.80
5000 m/z 55.00 12.29%
29.
R —
m/z--> 50 100 150 200 250 300 350 400
Abundance #15755: 3-Hexanol, 2,4-dimethyl- R RaRE e R R
73.0 3.403.503.603.703.80
m/z 71.00 10.51%
5000
29.
ol MMM N —
m/z--> 50 100 150 200 250 300 350 400 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122922\
Data File : BG@56163.D

Acq On : 29 Dec 2022 20:59
Operator : CG/JU

Sample : N6226-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Butanoic acid, 4-(2,4,5-tri... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

5379 1036 ng 121300  1,4-Dichlorobenzene-dd  8.335

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Butanoic acid, 4-(2,4,5-trichlor... 296 C11H11C1303 025333-21-5 64

2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 43
4 Butanoic acid, 4-iodo-, methyl e... 228 C5H9I02 014273-85-9 40
5 Isopropyl methyl carbonate 118 C5H1003 051729-83-0 32
Abundance Scan 356 (5.379 min): BG056163.D\data.ms (-350) (-) m/z 59.00 100.00%
59.0
101.0
5000
R R CRERRRE
H ‘ 5.00 5.20 5.40 5.60 5.80
oLl L2184 8040 L 43,00 90.37%
miz--> 50 100 150 200 250 300
Abundance #193198: Butanoic acid, 4-(2,4,5-trichlorophenoxy)-, met
15.0 59.0 101.0
5000 LI L B L B L L R I
5.00 5.20 5.40 5.60 5.80
m/z 101.00 73.98%
0 \“\ “1“‘ \‘“‘\‘\ “M\‘ :\1_97”3\9‘ rH\ \1\9‘6“10\ T ‘26\5\0\2\98‘(\)
miz--> 50 100 150 200 250 300
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R e R ERE
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 18.11%
101.0
o—afd 4
miz--> 50 100 150 200 250 300 K
Abundance #4555: Thiocyanic acid, propyl ester e AREEEaREE
43.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00 14.98%
101.0
5000
oLl e Y £ S ——
m/z--> 50 100 150 200 250 300 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122922\
Data File : BG@56163.D

Acq On : 29 Dec 2022 20:59
Operator : CG/JU

Sample : N6226-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknownl1.425 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.425 5.95 ng 95048  Naphthalene-d8 11.167
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 27
2 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 25
3 Cyclopentanecarboxylic acid, 2-t... 198 C11H1803 1000282-42-9 22
4 Morpholine, 2,6-dimethyl- 115 C6H13NO 000141-91-3 22
5 Butyric acid, 1-propylpentyl ester 200 C12H2402 020286-46-8 22
Abundance Scan 1385 (11.425 min): BG056163.D\data.ms (-1378) (- | m/z 71.00 100.00%
71.0
115.0
5000 43.0
A
11.50
157.1 . 253.¢
o Ml S 2066 SR 7 69.00 86.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24436: 4-Heptanol, 2,6-dimethyl-
69.0
5000 ‘ /\‘ T
11.50
410 m/z 115.00 55.09%
O]\-é\.‘o\w\\““l\\w“\\h\\“}H}H%\]T\l\.‘o\\%ﬁ\s\.p\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #7604: 1-Hexene, 3,3-dimethyl-
69.0
T f\\ T ‘ T
41.0 11.50
5000 m/z 43.00 43.82%
97.0
0 "‘_‘J"W‘M“Jlu‘“!uHM"H""w""_ww_ww_w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73416: Cyclopentanecarboxylic acid, 2-tetrahydrofurylm{ | ‘A% —
71.0 11.50
m/z 87.00 24.17%
5000
41.0
0 Al LM L (1150 157.0 A
e e e e e e e o H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122922\
Data File : BG@56163.D

Acq On : 29 Dec 2022 20:59
Operator : CG/JU

Sample : N6226-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 4,7-Methano-5H-inden-5-one,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.935 2.19 ng 34974  Naphthalene-d8 11.167
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,7-Methano-5H-inden-5-one, octa... 150 C10H140 013380-94-4 92
2 1H-Inden-1-one, 2,3,3a,4,5,7a-he... 150 C10H140 1000221-37-4 64
3 Tricyclo[5.2.1.0(2,6)]decan-10-one 150 C10H140 103385-97-3 64
4 3a,6-Methano-3aH-inden-5(4H)-one... 150 C10H140 016489-26-2 50
5 1(2H)-Pentalenone, hexahydro-5-m... 150 C10H140 120587-85-1 46
Abundance Scan 1642 (12.935 min): BG056163.D\data.ms (-1632) (- | m/z 79.00 100.00%
79.0
150.0
5000
AT Y
i
ob Aty 1 m/z 106.00 68.80%
m/z--> 50 100 150 200 250 300 350
Abundance  #27603: 4,7-Methano-5H-inden-5-one, octahydro-
106.0 150.0
39.0
5000 - T
13.00
‘ m/z 150.00 52.01%
O ‘M\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #27675: 1H-Inden-1-one, 2,3,3a,4,5,7a-hexahydro-5-met
106.0
——
13.00
m/z 80.00 42.10%
5000 150.0 /
39.0
kil
m/z--> 50 100 150 200 250 300 350
Abundance #27565: Tricyclo[5.2.1.0(2,6)]decan-10-one ‘A Ho—
79.0 13.00
m/z 93.00 41.26%
5000/ 39.0 150.0
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122922\
Data File : BG@56163.D

Acq On : 29 Dec 2022 20:59
Operator : CG/JU

Sample : N6226-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.560 3.09 ng 140864  Chrysene-d12 21.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
2 1-Tetracosene 336 C24H48 010192-32-2 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 86

Abundance Scan 3110 (21.560 min): BG056163.D\data.ms (-3105) (- | m/z 83.00 100.00%

8’2
5000
41/Q 251 TP o

8.1o
\\H‘ u\‘h u‘\m Hh N \\1‘\\2‘\':]" - ‘2‘7?‘9‘ ; ‘3‘4‘0‘9‘ : ‘4‘0‘1‘ m/z 97.00 87.12%

m/z--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0
7.0 P,

5000 pdinpundl
21.50

m/z 69.00  79.25%

| ‘\“ L “‘““‘\ ‘ 139018202040 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #244230: 1-Tetracosene
55.0 97.0
Wy Wnneent

o

o

21.50
5000 m/z 54.95 52.00%
ﬂsgo 336.0
0L “ “\‘ : ‘n; I ‘\1‘\ N‘\hh ‘H‘ T “‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0 21.50

m/z 111.00 50.76%

41.0
5000
25.0
0 \h\u ‘\“ ‘\ \‘\ %6702100 280.0
L B L B B B R

m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122922\
Data File : BGO56163.D

Acqg On : 29 Dec 2022 20:59
Operator : CG/JU

Sample : N6226-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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... 3.364 63.8 ng 747363 1 8.335 234152 20.0
Butanoic acid, ... 5.379 10.4 ng 121300 1 8.335 234152 20.0
unknown11.425 11.425 6.0 ng 95048 2 11.167 319406 20.0
4,7-Methano-5H-... 12.935 2.2 ng 34974 2 11.167 319406 20.0
5-Eicosene, (E)- 21.560 3.1 ng 140864 5 21.972 912813 20.0
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