LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126273.D

Acqg On : 20 Dec 2021 12:29
Operator : JU/CG

Sample : M5146-01

Misc :

ALS vial : 6 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126273.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.205 16 20 25 rVB 30745 39942 1.28% 0.164%
2 4.399 390 393 399 rVB 43214 47975 1.54% 0.197%
3 5.022 494 499 508 rVB 1272871 1551726 49.75% 6.382%
4 5.428 563 568 571 rBV 3217931 3049714 97.78% 12.543%
5 5.828 633 636 643 rVB 174386 153713 4.93% 0.632%

6 6.440 735 740 753 rBV 3072317 3119011 100.00% 12.828%

7 6.816 800 804 807 rBV 1372660 1080671 34.65% 4.445%

8 7.375 894 899 902 rBV 2205989 2040586 65.42% 8

9 8.098 1018 1022 1025 rBV 1700714 1469453 47.11% 6.044%
9.175 1200 1205 1208 rBV 3342013 3034769 97.30% 12.482%

11 9.263 1216 1220 1224 rVB 61155 67157  2.15%
12 9.851 1316 1320 1331 rBV 1678818 1518580 48.69%
13 10.633 1449 1453 1463 rBV 1643008 1633960 52.39%
14 11.298 1562 1566 1569 rBvV2 62972 67767  2.17%
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15 11.333 1569 1572 1576 rBV 1515929 1288006 41.30% 297%
16 11.733 1637 1640 1645 rVB 37842 33679 1.08% ©0.139%
17 12.139 1703 1709 1712 rBV 71889 84004 2.69% 0.346%
18 12.922 1838 1842 1845 rBV 2437824 2164271 69.39%  8.901%
19 13.916 2001 2011 2016 rBV7 23339 83469 2.68% 0.343%
20 13.969 2016 2020 2029 rVV 919960 893558 28.65% 3.675%

21 14.069 2033 2037 2046 rVB 102262 123149 3.95%
22 15.416 2261 2266 2271 rBV 597660 768570 24.64%  3.161%
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Sum of corrected areas: 24313730
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\

BF126273.D
: 20 Dec 2021 12:29
Ju/CG
: M5146-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
: 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\BF122021\
Data File : BF126273.D

Acqg On : 20 Dec 2021 12:29
Operator : JU/CG

Sample : M5146-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.022 28.72 ng 15517360 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# 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 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 499 (5.022 min): BF126273.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 BB B e e e
831 4.60 4.80 5.00 5.20 5.40
ottt m/z 59.80 56.07%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T[T T T T[T T[T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00  18.48%
15.0 101.0
‘ Wl | 83.0 | ‘
O\\\\‘\\\\‘}\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R
4.60 4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 16.15%
101.0
0“1‘5‘,‘.0‘“1“‘ “‘w L ‘8‘3"0““””‘””‘”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RARRRRARE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.25%
5000 41.0
126.0142.0
O H“ ‘ wM AL e S e e e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122021\
Data File : BF126273.D

Acqg On : 20 Dec 2021 12:29
Operator : JU/CG

Sample : M5146-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.828 2.84 ng 153713  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 636 (5.828 min): BF126273.D\data.ms (-633) (-) m/z 43.00 100.00%

43.0 73.1
5000
Gl L RRR R
56.1 1001 1151 5.60 5.80 6.00 6.20
Ol 889 0T L myz 73.10 86.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L B I L LI LN B
5.60 5.80 6.00 6.20
m/z 115.10 10.64%
150 200 || 560 100.0 1150
O \\‘\\‘\\‘\\\H‘\\H‘\”H‘H}W‘H\\‘\‘H\’\H\’\\H‘\\H‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2398: Propane, 2-methoxy-2-methyl-
73.0
T B ARREEEEEE
5.60 5.80 6.00 6.20
5000 m/z 41.05 8.70%
41.0 57.0
27.0
o 340 0 b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- —
43.0 5.60 5.80 6.00 6.20
m/z 39.00 6.24%
5000 59.0
oo ga0 1010 \
e e e R ARARERE
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\BF122021\
Data File : BF126273.D

Acqg On : 20 Dec 2021 12:29
Operator : JU/CG

Sample : M5146-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.069 2.76 ng 123149  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 70
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 43
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 38
Abundance Scan 2037 (14.069 min): BF126273.D\data.ms (-2033) (-  m/z 277.05 100.00%
277.1
5000
77.0 199.0 7 T
152.0 14.00
38. ‘ 115.0 ‘ ‘ !
ob— %‘ el “‘”u - g‘u —— m/z 278.10  32.77%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 i :
152.0 14.00
m/z 77.00  23.14%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : ?3"3-‘0‘ R
miz-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00
5000 m/z 199.00 22.20%
77.0 183.0
ohg 10l “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy — ‘
277.0 14.00
m/z 183.00  20.32%
5000
77.0 183.0
e
Y SN S R S T R AT
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\BF122021\
Data File : BF126273.D

Acqg On : 20 Dec 2021 12:29
Operator : JU/CG

Sample : M5146-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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|
2-Pentanone, 4-... 5.022 28.7 ng 1551730 1 6.816 1080670 20.0
2-Pentanone, 4-... 5.828 2.8 ng 153713 1 6.816 1080670 20.0
Triphenylphosph... 14.069 2.8 ng 123149 5 13.969 893558 20.0
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