LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061522\
Data File : BP010731.D

Acqg On : 15 Jun 2022 16:05
Operator : CG/JU

Sample : PB145556BL

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_ P\Methods\8270E-BP060722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@10731.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.963 314 319 327 rBV 42926 65018 1.02% 0.233%
2 5.422 390 397 415 rBV 2007035 3010044 46.99% 10.773%
3 7.010 660 667 683 rBVY 1808738 3064857 47.85% 10.969%
4 7.834 800 807 822 rBV 349718 568915 8.88% 2.036%
5 8.998 996 1005 1022 rBV 1155614 2034116 31.76% 7.280%

6 10.634 1274 1283 1299 rBV 394802 730984 11.41% 2.616%
7 13.098 1694 1702 1718 rBV 2783455 4137255 64.59% 14.807%
8 14.475 1930 1936 1944 rBV 600380 911072 14.22%  3.261%
9 15.969 2183 2190 2212 rBV 2245916 3360550 52.47% 12.027%
10 17.233 2397 2405 2417 rBV 710372 1065020 16.63%  3.812%

11 19.792 2835 2840 2852 rBV 5475229 6405127 100.00% 22.

12 21.321 3095 3100 3109 rBV 892739 1202923 18.78%  4.305%
1
3

13 21.439 3116 3120 3127 rVB 220304 299559  4.68%
14 23.727 3502 3509 3518 rVB2 517290 1085415 16.95%

Sum of corrected areas: 27940855
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 15 Jun 2022 16:05
: CG/JU
: PB145556BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061522\
BP010731.D

: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060722.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_P\Data\BP061522\
Data File : BP010731.D

Acqg On : 15 Jun 2022 16:05
Operator : CG/JU

Sample : PB145556BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060722.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.963 2.29 ng 65018 1,4-Dichlorobenzene-d4 7.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 37
3 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33
4 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 319 (4.963 min): BP010731.D\data.ms (-314) (-) m/z 43.00 100.00%

3.0
100.8 T
‘ 280.9 4.60 4.80 5.00 5.20
b 1928 200934044048 4918 m/z 58.95 57.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B B L B
4.60 4.80 5.00 5.20
m/z 100.85 22.29%
101.0
O‘\\‘I\‘JI‘“W\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9238: 1,3-Dioxane, 4,4-dimethyl-
43.0
e AARRmEES REE
101.0 4.60 4.80 5.00 5.20
5000 m/z 58.00 16.55%
OJ“L*"*,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #165726: Succinic acid, heptyl 2-methoxyethyl ester  E  EBRAREEEEE SR o
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.77%
5000
159.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061522\
Data File : BP010731.D

Acqg On : 15 Jun 2022 16:05
Operator : CG/JU

Sample : PB145556BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060722.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 1
R.T. EstConc Area Relative to ISTD R.T.

21.439 4.98 ng 299559  Chrysene-di12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 78
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 38
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 37

Abundance Scan 3120 (21.439 min): BP010731.D\data.ms (-3116) (- m/z 276.85 100.00%

276.9
5000
77.0 198.8 T
‘ \ 138)7 ‘ “ 354.9 2150
Ok 38 kL 3549 4305 5025 - n; 277,90 30.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 L
21.50
77.0 199.0 m/z 76.95 21.65%
14.0 ‘
O‘\\\\‘[‘\\‘\\‘\\\\‘JI\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

-

21.50
5000 m/z 198.85  20.01%
77.0

183.0

L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0

o

S

=
21.50
m/z 182.85  18.54%

5000

7.0 183.0
],

%

O‘H“_‘H““J‘J hﬂ| ‘

N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061522\
Data File : BP010731.D

Acqg On : 15 Jun 2022 16:05
Operator : CG/JU

Sample : PB145556BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060722.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-... 4.963 2.3 ng 65018 1 7.834 568915 20.0
Triphenylphosph... 21.439 5.0 ng 299559 5 21.321 1202920 20.0
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