LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
Data File : BP010696.D

Acqg On : 03 Jun 2022 17:05

Operator : CG/JU

Sample : N3170-02 :

Misc : 20220415-COMPOSITE-D

ALS Vvial : 13  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-BP©52822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO10696.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.440 393 400 415 rBV 2572907 3772159 61.66% 10.748%
2 7.034 660 671 685 rBV 2425380 3880462 63.43% 11.057%
3 7.852 801 810 817 rBV 393323 622020 10.17% 1.772%
4 9.016 997 1008 1024 rBV 1406498 2499268 40.86% 7.121%
5 10.652 1277 1286 1299 rBV 506333 900104 14.71%  2.565%

6 13.110 1697 1704 1719 rBV 3195370 4780348 78.14% 13.621%
7 14.487 1931 1938 1946 rBV 764860 1155976 18.90%  3.294%
8 15.987 2183 2193 2211 rBV 3005352 4535820 74.15% 12.924%
9 17.245 2400 2407 2414 rBV 917247 1362959 22.28%  3.884%

10 17.369 2423 2428 2437 rVB3 61873 89827 1.47% 0.256%
11 18.133 2554 2558 2564 rBv4 47795 79131 1.29% ©.225%

12 19.804 2837 2842 2848 rBV 5224001 6117289 100.00% 17.431%

13 21.045 3049 3053 3059 rBV 276745 364596 5.96% 1.039%
14 21.333 3098 3102 3112 rVB 1174603 1515088 24.77% 4.317%
15 21.445 3117 3121 3133 rBV 1236974 1833837 29.98% 5.225%
16 23.745 3506 3512 3522 rVB 742225 1586367 25.93% 4.520%

Sum of corrected areas: 35095251
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Jun 2022 17:05
: CG/IU
: N3170-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
BP010696.D

20220415-COMPOSITE-D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BP010696.D\data.ms

5.440 7.034

9.016

7852 10.652

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BP010696.D\data.ms
19.804

13.11
3.110 15.987

14.487 17.245

0
Time-->

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BP010696.D\data.ms

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
Data File : BP010696.D

Acqg On : 03 Jun 2022 17:05

Operator : CG/JU

Sample : N3170-02 :

Misc : 20220415-COMPOSITE-D

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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 Heptafluorobutyric acid, n-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.045 4.81 ng 364596 Chrysene-d12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 3053 (21.045 min): BP010696.D\data.ms (-3049) (- m/z 57.00 100.00%
57.0
105.0 LN T
21.00
205.9 276.9
ok ‘“ h b, 2109 3549 42884886547 ., 55 09 93.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
5000 — :
21.00
125.0 m/z 43.05 91.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol
57.0
T T
21.00
5000 m/z 83.00 79.12%
125.0
0 nl{ | J‘ | 1820 250.0308.0 378.0
B AR EEE e e A RRRRER
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287613: Nonadecyl trifluoroacetate —— ‘
57.0 21.00
m/z 69.00 70.28%
5000
125.0
l ‘ I 238.0 311.0
0 Mu""W‘Mwwm",J"‘_mwwww_ e
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060322\
Data File : BP010696.D

Acqg On : 03 Jun 2022 17:05

Operator : CG/JU

Sample : N3170-02 :

Misc : 20220415-COMPOSITE-D

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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.
21.445 24.21 ng 1833840  Chrysene-d12 21.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 53
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 47
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
Abundance Scan 3121 (21.445 min): BP010696.D\data.ms (-3117) (- m/z 276.90 100.00%
276.9
5000 Jt
77.0 198.8 i
‘ 139(0 L “ 21.50
Ok 4 330:8402.6461.0 5350 p/; 277.85  32.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 LN
21.50
77.0 199.0 m/z 76.95  23.22%
Ol‘-%\.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
e
21.50
5000 m/z 198.85 20.99%
o 183.0
o]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro P
277.0 21.50
m/z 200.85 19.58%
5000
199.0
77.0 \
SCLNINEE- NS N7 1 I .
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\BP060322\
Data File : BP010696.D

Acqg On : 03 Jun 2022 17:05

Operator : CG/JU

Sample : N3170-02 :

Misc : 20220415-COMPOSITE-D

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052822.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|
Heptafluorobuty... 21.045 4.8 ng 364596 5 21.333 1515090 20.0
Triphenylphosph... 21.445 24.2 ng 1833840 5 21.333 1515090 20.0
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