LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131657.D

Acqg On : 15 Dec 2022 19:30
Operator : CG\JU

Sample : N6038-10

Misc :

ALS Vvial : 18 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_ F\Methods\8270-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131657.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1  2.140 3 9 15 rVB 409704 495138 23.18%  3.352%
2 4.457 399 403 410 rVB 86591 97372 4.56% 0.659%
3 5.093 506 511 520 rVvB 378894 491606 23.02%  3.328%
4 5.498 575 580 583 rBV 1747937 1764314 82.60% 11.943%
5 6.510 747 752 755 rBV 1864361 1890029 88.48% 12.794%
6 6.881 811 815 818 rBV 547526 442118 20.70% 2.993%
7 7.445 906 911 914 rBV 1263025 1216604 56.96%  8.236%
8 8.169 1030 1034 1037 rBV 659277 553893 25.93% 3.750%
9 9.251 1212 1218 1221 rBV 2433608 2135994 100.00% 14.459%
10 9.933 1329 1334 1337 rBV 797711 662416 31.01% 4.484%
11 10.651 1452 1456 1459 rBV 116512 94785 4.44% 642%

12 10.728 1464 1469 1472 rBV 1227383 1127107 52.77%
13 11.428 1584 1588 1591 rBV 825536 701660 32.85%

OO0 PN
~
U1
[}
3%

14 11.527 1602 1605 1608 rBV2 29149 23646  1.11% 160%
15 12.645 1792 1795 1798 rVB 52176 44064  2.06% 298%
16 12.874 1829 1834 1838 rVB 49833 48724  2.28% 330%

17 13.022 1854 1859 1862 rBV 2243695 1863665 87.25% 12.
18 13.921 2008 2012 2031 rBV3 53422 181039  8.48%

ONENO
N
N
o))
3R

19 14.080 2034 2039 2042 rBV 438181 423607 19.83% 868%
20 14.174 2050 2055 2060 rVB 35766 42250  1.98% 286%
21 15.133 2214 2218 2222 rBV 16459 26284 1.23% 0.178%
22 15.510 2278 2282 2289 rBV 15460 24204 1.13% 0.164%

23 15.580 2289 2294 2303 rVW 333626 421845 19.75%  2.856%

Sum of corrected areas: 14772364

8270-BF120822.M Fri Dec 16 12:39:49 2022 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131657.D

Acq On : 15 Dec 2022 19:30
Operator : CG\JU

Sample : N6038-10

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131657.D\data.ms
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Abundance TIC: BF131657.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131657.D

Acq On : 15 Dec 2022 19:30
Operator : CG\JU

Sample : N6038-10

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.140  22.40 ng 495138  1,4-Dichlorobenzene-d4 6.881

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 9 (2.140 min): BF131657.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
43.0
87'1 \\\‘\\\\‘\H\‘\\\\‘\\\\‘\
9.0 2.202.302.402.50
OO m/z 43.05  33.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B B BB B
43.0 2.202.302.402.50
' 87.0 m/z 87.10  25.87%
29.0
M‘ I ‘\‘ ‘ Lgo ‘ | ‘
OH‘\H\‘\H\‘f\f\‘\\f‘\“\H\[HH‘HH‘HH‘H\\‘\H\‘\H\‘\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 R
2.202.302.402.50
5000 41.0 550 m/z 55.00 24.74%
27.0
byl 1120 1200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- A
73.0 2.202.302.402.50
m/z 71.10 10.85%
5000
45.0
29.0
0““‘Mhu“HML“‘H?Q(QH‘yilH““w“%pﬂﬂq“u““u““u R N Ll
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131657.D

Acq On : 15 Dec 2022 19:30
Operator : CG\JU

Sample : N6038-10

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 3-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.457 4.40 ng 97372  1,4-Dichlorobenzene-d4 6.881

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, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
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 403 (4.457 min): BF131657.D\data.ms (-399) (-) m/z 83.00 100.00%
55.0 83.0
5000
43.0 98.0
e RRRRE S
‘ ‘ 67.0 4.20 4.40 4.60 4.80
L L L m/z 55.00 87.52%
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 L LI L A BN R U
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.00 31.77%
Inf H‘ | 67.0 |
0 H\‘\H\‘H}\‘\H‘\‘\H\‘HH‘HH‘HH“HH‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 “H‘H‘WM‘H,H‘ﬁMH
290 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.00 31.36%
98.0
15.0
0 67.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R RARE RS
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.00 26.32%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 H“HLw“HM‘H:}M‘WMMM“HH}H‘WuEH“Hw‘H“ e RV S I
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\BF121522\
Data File : BF131657.D

Acq On : 15 Dec 2022 19:30
Operator : CG\JU

Sample : N6038-10

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.093 22.24 ng 491606  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 511 (5.093 min): BF131657.D\data.ms (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SN £ G——
| 83.0 4.80 5.00 5.20 5.40 ;
obr————threrdlle o e m/z 59.00 64.847%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B LA BN
59.0 4.80 5.00 5.20 5.40
m/z 101.00 23.16%
0 27\\\ i i 830 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
T Em e A RARES
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.15%
101.0
15.0
ol 00 840 L
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR A RERS
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.23%
5000 41.0
0 \H\‘ \‘M 12‘6'0 142.0 i
e T EmRE e R
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\BF121522\
Data File : BF131657.D

Acq On : 15 Dec 2022 19:30
Operator : CG\JU

Sample : N6038-10

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.651 2.86 ng 94785  Acenaphthene-d1e0 9.933
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4 023405-15-4 50
3 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 50
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
Abundance Scan 1456 (10.651 min): BF131657.D\data.ms (-1452) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
—— —
10.50 11.00
152.0
Oberprrrrprer et e A28 0 e e Mz 77.00 76.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 e e
182.0 10.50 11.00
51.0 m/z 182.080  56.79%
P L DU U 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97471: 2,5-Pyrrolidinedione, 1-(benzoyloxy)-
105.0
—— —
10.50 11.00
5000 77.0 m/z 51.00 26.90%
51.0
() EENNRSSVAS ¥ MNriN AVMSNS MMM ——————C L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61894: 2-Phenyl-4-ethylidene-2-oxazolin-5-one —— - ‘
105.0 10.50 11.00
m/z 181.00 9.99%
77.0
5000
51.0
0 || 1300 160.0 187.0 Y
A R e e RaRaa T ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131657.D

Acq On : 15 Dec 2022 19:30
Operator : CG\JU

Sample : N6038-10

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Octacosyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.922 8.55 ng 181039  Chrysene-di12 14.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 90
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 90

Abundance Scan 2012 (13.921 min): BF131657.D\data.ms (-2008) (- m/z 57.00 100.00%
57.0

-

5000
111.0
230.0
‘ ‘ ‘ ‘ 14.00
bt Mwmw}‘ e M/Z 42,95 86.17%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000 T
111.0 14.00

m/z 55.10  66.49%

ol 1L 57022202780 3640 437.0us0
\\\1‘\f\\‘\\\f‘\\\\‘1\\\‘\\\\’\\\\1\\\\’\1\\‘\\\1‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
—
14.00
5000 ITI/Z 83.05 65.66%
111.0
AL o0
oL, P20
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #320429: Tricosyl trifluoroacetate T
57.0 14.00
m/z 69.00 62.51%
5000 110

0 JIHNWUQNZMO%”M%
A PC S 2220 2980 RCA190

m/z--> 0 50 100 150 200 250 300 350 400 450 14.00

s
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121522\
Data File : BF131657.D

Acqg On : 15 Dec 2022 19:30
Operator : CG\JU

Sample : N6038-10

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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... 2.140 22.4 ng 495138 1 6.881 442118 20.0
3-Penten-2-one, ... 4.457 4.4 ng 97372 1 6.881 442118 20.0
2-Pentanone, 4-... 5.093 22.2 ng 491606 1 6.881 442118 20.0
Benzophenone l10.651 2.9 ng 94785 3 9.933 662416 20.0
Octacosyl trifl... 13.922 8.6 ng 181039 5 14.080 423607 20.0
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