LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40722\
Data File : BF127686.D

Acqg On : 07 Apr 2022 16:26
Operator : CG\JU

Sample : PB143890BL

Misc :

ALS vial : 3  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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127686.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.222 496 499 507 rVB 70473 96687 1.86% ©.322%
2 5.593 556 562 565 rBv 3373551 3793762 73.16% 12.622%
3 6.581 723 730 733 rBV 3304109 3893128 75.07% 12.953%
4 6.963 791 795 798 rBV 1065118 825841 15.92%  2.748%
5 7.528 885 891 894 rBV 2573251 2626830 50.65% 8.740%

6 8.245 1008 1013 1017 rBV 1206230 1065514 20.55%  3.545%
7 9.328 1190 1197 1200 rBV 4902843 4637050 89.42% 15.428%
8 10.010 1307 1313 1316 rBV 1418663 1263064 24.36% 4.202%
9 10.798 1442 1447 1450 rBV 3268663 3114562 60.06% 10.362%
10 11.498 1562 1566 1570 rBV 1545035 1342947 25.90% 4.468%

11 13.098 1832 1838 1841 rBV 4747655 5185865 100.00% 17.254%
12 14.151 2013 2017 2020 rBV 1214861 1135963 21.90%
13 14.245 2027 2033 2041 rBV 93792 113980 2.20%
14 15.674 2270 2276 2287 rBV 688508 874505 16.86%
15 16.274 2366 2378 2379 rBv4 30471 86963 1.68%
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Sum of corrected areas: 30056661
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 07 Apr 2022 16:26
: CG\JU
: PB143890BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040722\
BF127686.D

: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF127686.D\data.ms
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7.528
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6.963
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Abundance TIC: BF127686.D\data.ms
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Abundance TIC: BF127686.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040722\
Data File : BF127686.D

Acqg On : @7 Apr 2022 16:26
Operator : CG\JU

Sample : PB143890BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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.
5.222 2.34 ng 96687 1,4-Dichlorobenzene-d4 6.963

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 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetamide, N-(aminocarbonyl)- 102 C3H6EN202 000591-07-1 9
Abundance Scan 499 (5.222 min): BF127686.D\data.ms (-496) (-) m/z 43.00 100.00%
43.0
5000
e
| 10‘1'1 4.80 5.00 5.20 5.40 5.60
ol 200 sz s9.00  46.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘\\\\’\\\\‘\\\\‘\\\\/}\\\
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10 14.91%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 14 .80%
101.0
2 |
0‘H“"M“‘wm“mH“H‘“H“HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime e RARES AR
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.76%
5000
101.0
150 690 .
— s e = Pl
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040722\
Data File : BF127686.D

Acqg On : @7 Apr 2022 16:26
Operator : CG\JU

Sample : PB143890BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 2 Triphenylphosphine oxide Conce
R.T. EstConc Area Relative to IS
14245 2.61ng 113986 Chrysene-d12
Hit# of 5 Tentative ID MW MolForm
1 Triphenylphosphine oxide 278 C18H150P

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo

Abundance Scan 2033 (14.245 min): BF127686.D\data.ms (-2027) (-]
277.1

arch Compound Report

BF040622.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 2

L) R.T.

""""" 14.151
CASH# Qual

000791-28-6 95
1000483-83-4 83
015990-54-2 50
299962-12-2 37
036682-12-9 25

m/z 277.10 100.00%

5000 ﬂhw
77.1
20, 1150 152.1 ‘ H 14 oo 14 50
oHHQ‘ HH“‘“‘w“gu”‘_ww_ m/z 278.10  35.25%
m/z--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000
1400 1450
77.0 199.0 m/z 77.10  23.36%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T T ‘“\ T \ T H T T T T ‘ T T ‘\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
1400 1450
5000 ITI/Z 199.00 20.92%
77.0 183.0
oo ol | s |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 1400 1450
m/z 201.00 20.89%
5000
77.0 183.0
Lo T
ol bbb o UL
m/z--> 50 100 150 200 250 300 1400 1450
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40722\
Data File : BF127686.D

Acqg On : @7 Apr 2022 16:26
Operator : CG\JU

Sample : PB143890BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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-... 5.222 2.3 ng 96687 1 6.963 825841 20.0
Triphenylphosph... 14.245 2.0 ng 113980 5 14.151 1135960 20.0
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