LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131598.D

Acqg On : 12 Dec 2022 18:07
Operator : CG\JU

Sample : N6001-09

Misc :

ALS Vvial : 11  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: BF131598.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 1467092 1834213 79.36% 15.618%
2 5.093 507 511 519 rVB 71486 73887 3.20% 0.629%
3 5.504 577 581 584 rBV 927855 789284 34.15% 6.721%
4 6.516 749 753 756 rBV 649862 518770 22.45% 4.417%
5 6.892 813 817 820 rBV 383302 327473 14.17%  2.788%

.457 908 913 0916 rBV 1216991 1202709 52.04% 10.241%
.181 1032 1036 1039 rBV 502161 410871 17.78%  3.499%
.263 1214 1220 1223 rBV 2664522 2311284 100.00% 19.681%
.945 1332 1336 1339 rBV 602022 487485 21.09%  4.151%
10 10.739 1467 1471 1474 rBV 1614704 1458707 63.11% 12.421%

11 11.439 1587 1590 1594 rBV 568564 496096 21.46%
12 13.033 1857 1861 1865 rBV 1352860 1164883 50.40%
13 14.092 2037 2041 2045 rBV 334199 314594 13.61%
14 14.192 2053 2058 2065 rBV 59613 60115 2.60%
15 15.604 2293 2298 2307 rBV 223189 293558 12.70%
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Sum of corrected areas: 11743929
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

: 12 Dec 2022 18:07
: CG\JU
: N6001-09

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
BF131598.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Data
Data

Acq On
Operator
Sample

Misc

ALS Vial

Quant Method :

Path :
File :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
BF131598.D

: 12 Dec 2022 18:07
: CG\JU
: N6001-09

: 11 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
2.140 112.02 ng 1834210 1,4-Dichlorobenzene-d4 6.892
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 40
3 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 9 (2.140 min): BF131598.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0 /\
R REREARREEEES SRS
‘ ‘ 2.202.302.402.50
S N e ' m/z 43.05 36.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B B BB B
43.0 2.202.302.402.50
‘ m/z 87.10  26.53%
O H\\"\\\\‘\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance #15764. 2,2,4-Trimethyl-3-pentanol
73.0
R RAREARREEEES SRS
2.202.302.402.50
5000 55.0 m/z 55.10  25.24%
290
0 & 97.0 115.0
‘ H‘,““ B B s e
miz--> 80 100 120 140 160
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl- A
73.0 2.202.302.402.50
m/z 41.10 12.29%
5000
41.0
ob o |, 950 171.0
‘““,““‘“““““““““““““““ A
m/z--> 20 60 80 100 120 140 160 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131598.D

Acq On : 12 Dec 2022 18:07
Operator : CG\JU

Sample : N6001-09

Misc

ALS Vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.093 4.51 ng 73887 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
3 Acetone 58 C3H60 000067-64-1 10
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 511 (5.093 min): BF131598.D\data.ms (-507) (-) m/z 43.00 100.00%
59.0
5000
101.0 T e
| ‘ 830 4.80 5.00 5.20 5.40 ]
ottt e m/z 59.00 61.33%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I NI AL LR
59.0 4.80 5.00 5.20 5.40
m/z 101.00 22.18%
15.0 101.0
‘ 2%\ Ll | 83.0 | ‘
O\\\’\\\\‘\\H‘\H\‘H\\’\{\\‘\\‘1\‘\H\‘H\\’\‘\\\‘\\H‘\H\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0
A ARAN AR
41.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.76%
86.0
0 ‘\‘ Lty 2.0 ‘ 101.0
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #237: Acetone R AR
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.25%
5000
15.0
58.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131598.D

Acq On : 12 Dec 2022 18:07
Operator : CG\JU

Sample : N6001-09

Misc

ALS Vial : 11 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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.192 3.82 ng 60115  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 46
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 17
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 9
Abundance Scan 2058 (14.192 min): BF131598.D\data.ms (-2053) (- m/z 277.10 100.00%
277.1
5000
77.0 201.0 —— ——
s ‘ 150 1220 ‘ H 14.00 14.50
Ohr o T T i“”u TRLNE B - m/z 278.00  35.64%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — —
152.0 14.00 14.50
m/z 77.00 26.61%
18.0 95.0
oLt \‘ "M‘m‘m\‘ ‘\“‘\“\‘uuh‘\w i‘H“ j r\“ [H : ‘23‘3-‘0‘ .
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—d —t—
14.00 14.50
5000 m/z 201.00 22.97%
77.0 183.0
o9 | 120, | U‘ 2280 |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —— iy
277.0 14.00 14.50
m/z 183.00  22.05%
5000
77.0 183.0
e
) SN ES N R RS N ) S — e
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121222\
Data File : BF131598.D

Acqg On : 12 Dec 2022 18:07
Operator : CG\JU

Sample : N6001-09

Misc

ALS vial : 11 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... 2.140 112.0 ng 1834210 1 6.892 327473 20.0
2-Pentanone, 4-... 5.093 4.5 ng 73887 1 6.892 327473 20.0
Triphenylphosph... 14.192 3.8 ng 60115 5 14.092 314594 20.0
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