LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55565.D

Acqg On : 11 Nov 2022 13:39
Operator : CG/JU

Sample : N5531-13

Misc :

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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55565.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.326 3 6 11 rVB 118716 149003 3.17% 0.774%
2 4.707 235 241 248 rVB 55145 83640 1.78% 0.434%
3 5.324 339 346 355 rBV 394418 622045 13.23%  3.229%
4 5.794 419 426 440 rVB 1153049 1848480 39.32% 9.596%
5 7.404 692 700 716 rBV 1106299 1906485 40.55% 9.897%
6 8.268 838 847 854 rBV 168758 281137 5.98% 1.459%
7 9.437 1038 1046 1056 rBV 638901 1126021 23.95% 5.846%
8 10.841 1279 1285 1299 rBV 37119 67026 1.43%  0.348%
9 11.099 1321 1329 1340 rBV 205443 374951 7.98% 1.947%
10 13.514 1732 1740 1747 rBV 1683762 2588830 55.07% 13.440%
11 14.883 1966 1973 1981 rVB 326731 517028 11.00% 2.684%
12 16.364 2218 2225 2240 rBV 1494497 2260104 48.08% 11.733%
13 17.621 2434 2439 2446 rBV 451152 690143 14.68% 3.583%
14 18.268 2545 2549 2554 rBV 39196 49344 1.05% ©0.256%
15 19.554 2764 2768 2772 rBV 40194 47682 1.01% 0.248%

16 20.212 2874 2880 2889 rBV 3572409 4701182 100.00% 24.
17 21.528 3099 3104 3114 rBV2 69519 119924  2.55%
18 21.922 3164 3171 3181 rBV2 495460 881289 18.75%
19 23.708 3471 3475 3482 rVB3 33243 58032 1.23%
20 25.336 3743 3752 3768 rVB2 293643 890368 18.94%

s
I
(&)
Is)
R

PO b
U
N
U
R

Sum of corrected areas: 19262714
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55565.D

Acq On : 11 Nov 2022 13:39
Operator : CG/JU

Sample : N5531-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055565.D\data.ms
3500000

3000000
2500000
2000000

1500000
5.794 7.404
1000000
9.437
500000 5.324

8.268 11.099
326 4.707 10.841

0\‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\A\T\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055565.D\data.ms
3500000 20.p12

3000000

2500000

2000000

13.514

1500000 16.364

1000000
21.922

17.621
500000 14.883
18.268 19.554 L 21.528

Time--> 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: BG055565.D\data.ms
3500000

o

3000000
2500000
2000000
1500000
1000000

500000 25.336
23.708

O\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55565.D

Acq On : 11 Nov 2022 13:39
Operator : CG/JU

Sample : N5531-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.326 10.60 ng 149003 1,4-Dichlorobenzene-d4 8.268

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 6 (3.326 min): BG055565.D\data.ms (-3) (-) m/z 73.00 100.00%
5000 43.0 /k
87'1 \\\’\\\\‘\\\\‘\\\\‘\\\\’\
‘ 570 ‘ 3.403.503.603.70
Obrrrrrr et b b e e | M/z 43.00 0 46.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL LR R R R R L B
43.0 3.403.503.603.70
' 87.0 m/z 55.00 31.247%
29.0
M‘ \‘\“ LQO ‘ |
O \‘HH‘\\H‘\H\‘\f\‘f“\\\\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 RN A
3.403.503.603.70
5000 41.0 55.0 m/z 87.10 25.94%
27.0
0 H\ ‘m \“ I 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 3.403.503.603.70
m/z 71.00 13.61%
5000 43.0
58.0
29.0 ‘ 87.0
o 1 A N — R —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55565.D

Acq On : 11 Nov 2022 13:39
Operator : CG/JU

Sample : N5531-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.707 5.95 ng 83640 1,4-Dichlorobenzene-d4 8.268

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 241 (4.707 min): BG055565.D\data.ms (-235) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.0
T
‘ 67.0 4.40 4.60 4.80 5.00
bt i e e e e i m/z 83.08 94.75%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LB L B I BRI B B |
43.0 98.0 4.40 4.60 4.80 5.00
29.0
m/z 42.95 42.61%
ALl H“‘\ 67.0 . .
O\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R A RRRRS
200 43.0 4.40 4.60 4.80 5.00
5000 m/z 98.00 33.98%
98.0
15.0
\‘ \‘ “\‘\ \\‘ I 67.0
Ot e Ut 2 e e i
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3812: 2-Pentene, 4,4-dimethyl-, (E)- T EEEmaEEEEE SRR
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.00 30.83%
5000 41.0
270 98.0
7.
15.0 ‘ 67.0
0 H,‘ﬁ“‘mih‘Hi}m“ﬁﬁlh‘uﬂﬂp“‘_l‘w“‘q“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55565.D

Acq On : 11 Nov 2022 13:39
Operator : CG/JU

Sample : N5531-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.324 44.25 ng 622045 1,4-Dichlorobenzene-d4 8.268

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetone 58 C3H60 000067-64-1 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 346 (5.324 min): BG055565.D\data.ms (-339) (-) m/z 43.00 100.00%
43.0
5000 59.0
o AAEEEERE RS S
83.0 101.0 5.00 5.20 5.40 5.60
Ol 708 B2 m/z 59.e0  50.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L B B
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 58.00 15.74%
O \\\‘\\‘\.\‘\\\ﬁ‘]r\o\\“u{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R RAREEESa SR
5.00 5.20 5.40 5.60
5000 57.0 m/z 101.00 15.67%
29.0
‘ 101.0
0 m"""m‘w‘m“‘l1""m‘um‘m"‘mwm“uu_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R ARmaEEs ST,
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.14%
5000
58.0
D0 a0 30 oo A
o--+—+r—tr—r———t—" e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55565.D

Acq On : 11 Nov 2022 13:39
Operator : CG/JU

Sample : N5531-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.841 3.58 ng 67026  Naphthalene-d8 11.100
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 47
Abundance Scan 1285 (10.841 min): BG055565.D\data.ms (-1279) (- | m/z 57.10 100.00%
57.1
5000
41.0
=0 10.50 11.00
101.0 : :
Ob i “M‘”Jm Jl“u‘ L ??’%‘9‘ ~  m/z 45.08  99.62%
m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ——
29.0 10.50 11.00
75.0 m/z 41.00  35.25%
0 T \‘H“\‘ T “‘H‘\ \‘! ‘UH\ \‘1“\“ \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
A A‘ A ‘/\M‘A lip b dn
10.50 11.00
5000 m/z 75.00 17.94%
89.0
29.0
73
oo Ml T30 Ly 50 o
m/z--> 20 40 60 80 100 120 140
Abundance #15681: Di-sec-Butyl ether — — }
45.0 10.50 11.00
m/z 56.10  16.83%
5000 290
101.0
83.0
oL-°13°-° — AL
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55565.D

Acq On : 11 Nov 2022 13:39
Operator : CG/JU

Sample : N5531-13

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.528 2.72 ng 119924  Chrysene-d12 21.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 93
2 Cycloeicosane 280 C20H40 000296-56-0 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
5 1-Hexacosene 364 C26H52 018835-33-1 90
Abundance Scan 3104 (21.528 min): BG055565.D\data.ms (-3099) (- | m/z 57.10 100.00%
57.1
97.0
5000
S
39.1 210. ;
S — ,u“w w“w‘”\ A %‘l }ot 1769 “?‘?‘ B0 wiz 42.95  96.57%
miz--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
5000 or.0 ~— :
21.50
m/z 55.00 85.17%
210.0
04 \h‘\ ‘\ T T \ﬂ}\?’??\ — T r‘ L B B B B B B B
miz--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane
55.0
T T
21.50
5000 97.0 m/z 83.00  78.89%
ol LLLLLL L 00 sa20 2200 200
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0 21.50
97.0 m/z 69.00 67.07%
5000
39.0
oso LLLLL 1990 o6 2690 s
m/z--> 50 100 150 200 250 300 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55565.D

Acqg On : 11 Nov 2022 13:39
Operator : CG/JU

Sample : N5531-13

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.326 10.6 ng 149003 1 8.268 281137 20.0
3-Penten-2-one, ... 4.707 6.0 ng 83640 1 8.268 281137 20.0
2-Pentanone, 4-... 5.324 44.3 ng 622045 1 8.268 1281137 20.0
Ethanol, 2-(2-b... 10.841 3.6 ng 67026 2 11.100 374951 20.0
Cyclopentadecane 21.528 2.7 ng 119924 5 21.916 881289 20.0
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