LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131061.D

Acqg On : 08 Nov 2022 12:02

Operator : CG\JU

Sample : N5460-01

Misc

ALS vial : 6 Sample Multiplier: 1
Integration Parameters:
Integrator: RTE
Smoothing : ON
Sampling : 1

Start Thrs: 0.2

Stop Thrs : @

rteint.p

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF110722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131061.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.193 10 18 24 rBV 497975 627916 26.69% 3.907%
2 2.299 32 36 40 rBV 29060 38201 1.62% 0.238%
3 4.504 407 411 416 rBvV 147871 160121 6.81% 0.996%
4 5.128 511 517 529 rVB 845289 1124511 47.80% 6.998%
5 5.522 579 584 587 rBV 2492524 2352574 100.00% 14.640%
6 5.916 647 651 654 rBV 61284 52112 2.22% 0.324%
7 6.528 749 755 758 rBV 1627429 1681765 71.49% 10.465%
8 6.898 814 818 821 rBV 485791 364073 15.48%  2.266%
9 7.463 909 914 917 rBV 1160540 1140484 48.48% 7.097%
10 8.181 1032 1036 1040 rBV 736001 673386 28.62% 4.190%
11  9.263 1215 1220 1223 rBV 2508580 2224112 94.54% 13.840%
12 9.945 1331 1336 1339 rBV 727093 629805 26.77% 3.919%
13 10.739 1466 1471 1474 rBV 1452552 1400565 59.53% 8.715%
14 11.439 1586 1590 1593 rBV 668725 603385 25.65% 3.755%
15 11.821 1650 1655 1658 rBV 54206 40688 1.73% 0.253%
16 13.027 1856 1860 1863 rBV 2119224 1827921 77.70% 11.375%
17 13.592 1950 1956 1958 rBvV2 23153 24097 1.02% 0.150%
18 13.986 2017 2023 2036 rBV6 42323 147920 6.29% 0.920%
19 14.086 2036 2040 2043 rVB 513786 442548 18.81% 2.754%
20 14.545 2115 2118 2122 rVB 31616 29702 1.26% 0.185%
21 14.857 2167 2171 2175 rBV 21541 25733 1.09% 0.160%
22 15.204 2227 2230 2235 rVB 23778 27391 1.16% 0.170%
23 15.586 2289 2295 2302 rBV 325957 405838 17.25%  2.525%
24 16.580 2460 2464 2476 rVB1o 9998 25086 1.07% 0.156%

Sum of corrected areas: 16069934
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 08 Nov 2022 12:02
: CG\JU
: N5460-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
BF131061.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131061.D

Acq On : 08 Nov 2022 12:02
Operator : CG\JU

Sample : N5460-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.193 34.49 ng 627916 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 18 (2.193 min): BF131061.D\data.ms (-10) (-) m/z 73.10 100.00%

73.1
5000 43.0 JX
S
‘ J 8.2 2. 20 2.40 2.60
ol L BB L 882wz 43.e5  46.78%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L B B B B

220 240 260

43.0
‘ m/z 55.10 30.23%
270 88.0
O\‘\\\\‘\‘\\“\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\
miz--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
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R S S I
2.20 2.40 2.60
5000 55.0 m/z 87.10 26.08%
39
R | | b e 4120 1290
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Abundance #2246: Silane, tetramethyl- Ao
73.0 2.20 2.40 2.60

m/z 41.10 15.53%
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43.0
0 15\.0 \‘ | ‘ ‘ ‘\ 88 0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131061.D

Acq On : 08 Nov 2022 12:02
Operator : CG\JU

Sample : N5460-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 2 Propane, 1,1-dimethoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.299 2.10 ng 38201 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 28
3 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
4 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance  Scan 36 (2.299 min): BF131061.D\data.ms (-32) (-) m/z 75.10 100.00%

75.1
45.1
5000
220 240 260
57.0 : : :
103.1
0 H‘_“w"H‘H‘JULH“mﬁw“wHH“u‘w‘u“m‘w‘ m/z 73.10  74.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 450 L L L L O B

220 240 260
m/z 45.10  63.52%

0 \ \‘ ‘ 5\7‘\0 i 87.0 103.0
\\\‘\\\\‘\\\\‘\\\\‘VV\\‘\\ff‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #17235: Acetic acid, dimethoxy-, methyl ester
75.0
A
220 240 260
m/z 41.10 39.99%
5000 470 /
31.0
0 ‘ . 89.0 1030
L R RN E L A IRESS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #815: Methane, isothiocyanato- T WF““‘ T
73.0 220 240 260
m/z 47.00 29.99%
5000
45.0
0 15.0 28\0\ Ll 58\'0 i A i
— 77— At
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 260

8270-BF110722.M Wed Nov 09 11:40:30 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131061.D

Acq On : 08 Nov 2022 12:02
Operator : CG\JU

Sample : N5460-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 3 3-Hexen-2-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.504 8.80 ng 160121  1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H1e0 000141-79-7 91
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 78
Abundance Scan 411 (4.504 min): BF131061.D\data.ms (-407) (-) m/z 83.10 100.00%
55.0 83.1
5000 43.0
98.1
R EaaRREE
4.20 4.40 4.60 4.80
ol e7o ] ;
o-——r————r——r—"—t e m/z 55.05 99.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 L B L B R
98.0 4.20 4.40 4.60 4.80
15.0 m/z 43.00 41.46%
O\\’\}‘\\‘\\1\‘\\\‘1Hl\\\“\‘\}\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
R
4.20 4.40 4.60 4.80
5000 m/z 98.10 32.53%
43.0 98.0
29.0
i \‘\ H“J 67.0 L L
Ot e et et
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3812: 2-Pentene, 4,4-dimethyl-, (E)-  AREmmaREEESE R
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.00 31.03%
5000 41.0
270 98.0
7.
i [ Y] M
o RS S vt 11 MO 4RSS FRNSSOSPU [ SINSES MBS R AR A n e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131061.D

Acq On : 08 Nov 2022 12:02
Operator : CG\JU

Sample : N5460-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.128 61.77 ng 1124510 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 517 (5.128 min): BF131061.D\data.ms (-511) (-) m/z 43.00 100.00%
3.0
50.1
5000
1011 L L L B I B I IR |
4.80 5.00 5.20 5.40
ool 830 p
b m/z 59.10 57.67%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.92%
0 27\\\ Ll i 830 101.0
\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R aREE
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 14.31%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR AR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.00%
5000 41.0
ol L 0o L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131061.D

Acq On : 08 Nov 2022 12:02
Operator : CG\JU

Sample : N5460-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.916 2.86 ng 52112  1,4-Dichlorobenzene-d4 6.898
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 37
3 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 25
4 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 16
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 12
Abundance Scan 651 (5.916 min): BF131061.D\data.ms (-647) (-) m/z 43.00 100.00%
43.0 73.1
5000
1150 T T

st 1001 115 5.60 5.80 6.00 6.20
O b el et e M/z 73010 90.30%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

5000 L L L R B B

5.60 5.80 6.00 6.20
m/z 41.10 12.94%

150 290 | 550 1000 150
0 H‘H‘\\‘\HH‘HH‘IUH‘H}‘\‘HH‘\}H’\‘H\‘HH‘HH’HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8775: 1-Methoxyethanimine, N-acetyl-
43.0
100.0
5.60 5.80 6.00 6.20
5000 ITI/Z 115.00 10.98%
200 | 580 730 g7, 115.0
oSt TS NS T . U M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15789: Butane, 2-methoxy-2,3,3-trimethyl- e
73.0 5.60 5.80 6.00 6.20
m/z 39.00 8.09%
5000
410 550
SIS0 O X1 e B O O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131061.D

Acq On : 08 Nov 2022 12:02
Operator : CG\JU

Sample : N5460-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 6 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.986 6.68 ng 147920  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 1-Tetracosene 336 C24H48 010192-32-2 90
4 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 2023 (13.986 min): BF131061.D\data.ms (-2017) (- m/z 55.05 100.00%
55.0
0
5000
39.1 '
 — M L 2B myz 43.05  89.49%
miz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
97.0
5000 T
14.00
m/z 57.10 84.60%
()]-4'.q ‘\ “‘ ‘H‘ ‘H‘ “\ T 1 0‘\1\8\1-\0‘ T T T ‘ T 1T \3‘0§.(\)\ T
miz—-> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
——
14.00
5000 97.0 m/z 83.10 78.32%
0 \‘ LI “ | ‘ 1390 1820 2230 _ 2800
il B T T
miz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene ; T
43.0 83.0 14.00
m/z 41.05 65.24%
5000
25.0
ol LUl L 0200 s -
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110822\
Data File : BF131061.D

Acqg On : 08 Nov 2022 12:02
Operator : CG\JU

Sample : N5460-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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... 2.193 34.5 ng 627916 1 6.898 364073 20.0
Propane, 1,1-di... 2.299 2.1 ng 38201 1 6.898 364073 20.0
3-Hexen-2-one 4.504 8.8 ng 160121 1 6.898 364073 20.0
2-Pentanone, 4-... 5.128 61.8 ng 1124510 1 6.898 364073 20.0
2-Pentanone, 4-... 5.916 2.9 ng 52112 1 6.898 364073 20.0
1-Docosene 13.986 6.7 ng 147920 5 14.086 442548 20.0
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