LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129142.D

Acqg On : 06 Jul 2022 14:46
Operator : CG\JU

Sample : N3562-17

Misc :

ALS vial : 7 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-BF062922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129142.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.581 555 560 564 rBV 5458685 5829745 81.32% 12.498%
2 6.581 724 730 733 rBV 5086526 5751708 80.23% 12.330%
3 6.957 790 794 797 rBV 1720495 1353833 18.88% 2.902%
4 7.516 884 889 892 rBV 4041542 3950119 55.10% 8.468%
5 8.239 1008 1012 1015 rBV 2110918 1755021 24.48% 3.762%
6 9.316 1190 1195 1198 rBV 7997114 7168982 100.00% 15.369%
7 9.998 1307 1311 1315 rBV 2164865 1829760 25.52%  3.923%
8 10.792 1441 1446 1449 rBV 4251121 4092761 57.09% 8.774%
9 10.892 1460 1463 1469 rVB 58236 82653 1.15% 0.177%
10 11.492 1561 1565 1567 rBV 1968035 1649992 23.02% 3.537%
11 11.516 1567 1569 1573 rVB 145330 123269 1.72% 0.264%
12 11.998 1646 1651 1661 rBV3 441724 641075 8.94% 1.374%
13 12.704 1767 1771 1775 rBV 312020 309165 4.31% 0.663%
14 12.786 1780 1785 1792 rBV 152834 197445 2.75% 0.423%
15 12.939 1805 1811 1817 rBV 926075 1191309 16.62% 2.554%

16 13.080 1829 1835 1838 rBV 6584585 5872447 81.91% 12.
17 14.139 2011 2015 2018 rBV 1494859 1442306 20.12%
18 14.169 2018 2020 2025 rVB 166328 145470  2.03%
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19 14.233 2027 2031 2037 rBV 460839 469484  6.55% 006%
20 14.286 2037 2040 2047 rBV 72356 112774 1.57% 242%
21 14.998 2158 2161 2165 rVB 90042 93997 1.31% ©0.202%
22 15.210 2194 2197 2200 rBV 112906 158686 2.21% 0.340%
23 15.268 2204 2207 2214 rVB 116736 142562 1.99% 0.306%
24 15.533 2249 2252 2257 rVB 80306 104803 1.46% ©.225%
25 15.598 2259 2263 2269 rVV 109474 150294 2.10% ©.322%
26 15.668 2270 2275 2285 rVB 1298172 1746357 24.36%  3.744%
27 16.133 2351 2354 2359 rVB 114133 165489 2.31% ©.355%

28 16.674 2443 2446 2453 rVB 67958 114694 1.60%  0.246%

Sum of corrected areas: 46646200
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129142.D

Acqg On : 06 Jul 2022 14:46
Operator : CG\JU

Sample : N3562-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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\BF070622\
Data File : BF129142.D

Acqg On : 06 Jul 2022 14:46
Operator : CG\JU

Sample : N3562-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.998 7.77 ng 641075  Phenanthrene-die 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Nonanoic acid 158 C9H1802 000112-05-0 45
Abundance Scan 1651 (11.998 min): BF129142.D\data.ms (-1646) (- m/z 72.95 100.00%
43.1 73.0
5000
129.1
213.2 1
| ‘ 171.1 256.1 12.00
o mm— A m/z 43.10  88.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
1710 2130 2560 m/z 59.95 87.42%
O \H‘HH“}‘HH!H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
73.0
—
430 12.00
5000 129.0 m/z 57.05 72.03%
171.0
214.0
O R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid T
43.0 73.0 12.00
m/z 41.05 64.43%
5000 129.0
‘ 199.0 2420
O‘H‘AHWMmM 198, —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129142.D

Acqg On : 06 Jul 2022 14:46
Operator : CG\JU

Sample : N3562-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.786 2.39 ng 197445  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1785 (12.786 min): BF129142.D\data.ms (-1780) (- m/z 73.05 100.00%
3.0
- JwL
1852 2412 U U
284.3 12.50 13.00
0f—rril, m/z 43.18  95.61%
m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 —r— —
129.0 12.50 13.00
3.0 ) 84.0 m/z 60.00 91.19%
‘ ‘ ‘ 185.0 241.0
0 “\‘ H‘H‘u‘ ‘H‘H‘n‘h‘\ M‘\} ‘\“‘ | “‘ \‘ -t “ T &L .
miz--> 0 50 100 150 200 250 300 350
Abundance
43.0
P =
12.50 13.00
5000 m/z 57.05 82.09%
83.0 129.0 242.0
) 199.0
I
m/z--> 0 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— —
43.0 12.50 13.00
m/z 55.05 67.82%
5000 284.0
3.0 129.0
‘ 185.0 5410
I 0 O O o A1) [ DA
m/z--> 0 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129142.D

Acqg On : 06 Jul 2022 14:46

Operator : CG\JU

Sample : N3562-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 2

R.T. EstConc Area Relative to ISTD R.T.
14.233 6.51 ng 469484  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 1H-Indol-4-0l, 2TMS derivative 277 C14H23NOSi2 1000485-28-1 33
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28

Abundance Scan 2031 (14.233 min): BF129142.D\data.ms (-2027) (|  m/z 277.10 100.00%
277.1
5000
201.1 T T T
‘ 115 11520 ‘ H 14.00 14.50
ol 390 [ ML 4 L f 2401 | 3291 .5 57816  31.98%
miz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T —
152.0 14.00 14.50
m/z 201. 18.45%
‘ 95.0
o“w‘hbuwﬁ“MMW“‘W mw‘V““\ A
miz--> 50 100 150 200 250 300 350
Abundance
277.0
[
14 OO 14 50
5000 m/z 199.00 18.12%
7o 183.0
o390 128.0 228.0
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h —— =
277.0 1400 14.50
m/z 18.07%
5000
7o 183.0
131.0
m/z--> 50 100 150 200 250 300 350 1400 1450
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129142.D

Acqg On : 06 Jul 2022 14:46
Operator : CG\JU

Sample : N3562-17

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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|
n-Hexadecanoic ... 11.998 7.8 ng 641075 4 11.492 1649990 20.0
Octadecanoic acid 12.786 2.4 ng 197445 4 11.492 1649990 20.0
Triphenylphosph... 14.233 6.5 ng 469484 5 14.139 1442310 20.0

8270-BF062922.M Thu Jul 07 16:43:55 2022 Pag 6



