LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126565.D

Acqg On : 10 Jan 2022 14:49
Operator : JU/CG

Sample : N1o71-04

Misc :

ALS vial : 8 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126565.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.969 486 490 495 rVB 94052 109474 3.91% 0.757%
2 5.381 556 560 564 rBvV 1340164 1233842 44.04% 8.531%
3 6.398 729 733 742 rBV 947148 765860 27.33% 5.295%
4 6.769 792 796 799 rBV 675113 552396 19.72%  3.819%
5 7.333 886 892 895 rBV 1684319 1860379 66.40% 12.862%

.051 1010 1014 1017 rBV 898850 755994 26.98%  5.227%
.133 1192 1198 1201 rBV 2809857 2801764 100.00% 19.371%
.810 1308 1313 1316 rBV 926118 788708 28.15% 5.453%
10.598 1442 1447 1451 rBV 1590158 1654471 59.05% 11.439%
10 11.292 1562 1565 1569 rBV 813108 731425 26.11% 5.057%

O O 0

11 12.892 1832 1837 1840 rBV 2246793 2211304 78.93% 15.
12 13.939 2011 2015 2019 rBV 527281 450680 16.09% 3
13 14.039 2028 2032 2038 rBV 62900 68666 2.45%  0.475%
14 15.398 2258 2263 2268 rBV 414994 478768 17.09% 3

Sum of corrected areas: 14463731
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Jan 2022 14:49

: N1o71-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
BF126565.D

Ju/CaG

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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\BF011022\
Data File : BF126565.D

Acqg On : 10 Jan 2022 14:49
Operator : JU/CG

Sample : N1071-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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.
4.969 3.96 ng 109474  1,4-Dichlorobenzene-d4 6.769

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 17
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 490 (4.969 min): BF126565.D\data.ms (-486) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A
4.60 4.80 5.00 5.20
Ll | 83.0 1 9
L L m/z 59.00  56.39%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L N B BN R B
4.60 4.80 5.00 5.20
590 m/z 101.00  19.94%
101.
27.0 ‘ H 83.0 O‘ 0
O\\\\‘\“\H\\““\\\‘i‘\r\\[‘\\r\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T
4.60 4.80 5.00 5.20
5000 59.0 m/z 58.00 17.17%
101.0
0+ ‘1‘5“.0‘“1“‘ ““\ N ‘8‘3"0“ e
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e AR RmaES S o
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.05%
5000 41.0
0 \H \‘ \‘ Il 12\6'0 142.0 |
1 R RRRLEE SRR
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011022\
Data File : BF126565.D

Acqg On : 10 Jan 2022 14:49

Operator : JU/CG

Sample : N1071-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Triphenylphosphine oxide Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.035  3.05ng 68666 Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 95

1000483-83-4 81
015990-54-2 45
1000155-20-5 43

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V

5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 37
Abundance Scan 2032 (14.039 min): BF126565.D\data.ms (-2028) (-  m/z 277.10 100.00%
277.1
5000
77.0 183.0 L — \
14.00
132.9 ‘
o “?g"qi : ‘ Pt ‘” L, gu S . m/z 278.18  32.38%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — :
152.0 14.00
m/z 77.00 23.65%
18 95.0
oL ‘ ‘ ‘ ‘\ ‘\\‘\H“ “ “\‘Muh‘\\‘ \H\‘ ”\ ‘\“ [H . r23\3\0 —
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
AL ATl :
14.00
5000 ITI/Z 183.00 22.33%
77.0 183.0
ohg 10l \\ m?f%(?_m_
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy Al
277.0 14.00
m/z 199.00 20.78%
5000
77.0 183.0
e
bbb L —L
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\BF011022\
Data File : BF126565.D

Acqg On : 10 Jan 2022 14:49
Operator : JU/CG

Sample : N1071-04

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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-... 4.969 4.0 ng 109474 1 6.769 552396 20.0
Triphenylphosph... 14.039 3.0 ng 68666 5 13.939 450680 20.0
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