LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126526.D

Acqg On : 6 Jan 2022 18:58

Operator : JU/CG

Sample : M5196-07 :

Misc : COMPOSITE-SAMPLE-4-SHALLOW

ALS Vvial : 16 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: BF126526.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 14 rBV2 29206 42628 2.21% ©.340%
2 4,987 489 493 502 rVB 74238 93690 4.87% 0.747%
3 5.393 558 562 565 rBV 1988056 1855417 96.36% 14.789%
4 6.410 730 735 738 rBV 1838039 1925497 100.00% 15.347%
5 6.775 794 797 801 rVB 518346 467439 24.28% 3.726%

6 7.340 888 893 896 rBV 1383086 1242951 64.55% 9.907%
7 8.063 1012 1016 1019 rBV 690995 625071 32.46%  4.982%
8 9.139 1194 1199 1202 rBV 2165980 1862123 96.71% 14.842%
9 9

9

.222 1210 1213 1218 rVB 30962 28768 1.49% 0.229%
10 .816 1310 1314 1317 rBV 756182 613120 31.84% 4.887%
11 10.604 1444 1448 1451 rBV 1049658 883965 45.91%  7.046%
12 11.304 1563 1567 1570 rBV 577363 498771 25.90%  3.976%
13 11.839 1655 1658 1661 rBV 23543 23305 1.21% ©.186%
14 12.892 1833 1837 1840 rBV 1379413 1183588 61.47%  9.434%
15 13.798 1987 1991 2004 rBV2 45226 91051 4.73% 0.726%

16 13.945 2012 2016 2021 rBV 407032 363950 18.90%
17 14.045 2028 2033 2039 rBV 42256 47909  2.49%
18 14.710 2142 2146 2154 rBV 177259 203417 10.56%

OwWEronN
[}
N
e
I

19 15.392 2257 2262 2266 rBV2 404884 470120 24.42% 747%
20 15.857 2337 2341 2346 rBV2 14155 23301 1.21% 186%
Sum of corrected areas: 12546081
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. M5196-07

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
BF126526.D

6 Jan 2022 18:58

JU/CG

COMPOSITE-SAMPLE-4-SHALLOW

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\BF010622\
Data File : BF126526.D

Acqg On : 6 Jan 2022 18:58

Operator : JU/CG

Sample : M5196-07 :

Misc : COMPOSITE-SAMPLE-4-SHALLOW

ALS vial : 16 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 3
R.T. EstConc Area Relative to ISTD R.T.
4.987 4.01 ng 93690 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 40
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
Abundance Scan 493 (4.987 min): BF126526.D\data.ms (-489) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 R A RaRA
83.0 4.60 4.80 5.00 5.20 5.40
Ol b e M/z 59.00 58.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 /\‘\\\\‘\\\\‘\\\\’\\\\‘\\
4.60 4.80 5.00 5.20 5.40
590 m/z 101.00  19.32%
101.0
0\\\’\\\\‘\2\3\.8\\\\“”}\\‘\\‘i!‘\\\7\‘]-\.0\\\8‘:\3‘\.(\)\’\\\}‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
s A Eama mERT
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.15%
20.0 101.0
O o bl T30, 850 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.75%
5000 31.0 43.0 73.0
S T N D - N O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126526.D

Acqg On : 6 Jan 2022 18:58

Operator : JU/CG

Sample : M5196-07 :

Misc COMPOSITE-SAMPLE-4-SHALLOW

ALS vial : 16 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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.798 5.00 ng 91051  Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
5 1-Heneicosanol 312 C21H440 015594-90-8 81

Abundance Scan 1991 (13.798 min): BF126526.D\data.ms (-1987) (- m/z 56.95 100.00%

57.0
5000 111.1
1350 1400
207.0
o‘“H"“\‘!“"‘H"‘u"Wm_m_m_m_m‘ m/z 43.05 %
miz--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000
1&50 1400
m/z 97.05 %
0 \‘\u IJ‘\ 1‘ \L i 022202780 378.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0 J\
I Mfmm
1350 1400
5000 111.0 m/z 83.05 65.08%
0 \‘\ “ \“ i \‘ \1\\6‘\70 23802920 364.0
A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene Mﬂmﬁﬁ‘ i
43.0 13.50 1400
m/z 55.00 %
B i NMM&J\&NN\W
0 ﬂ L) \l15302100267 0321.0 490.(
P A e e T T T
m/z--> 50 100 150 200 250 300 350 400 450 1350 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126526.D

Acqg On : 6 Jan 2022 18:58

Operator : JU/CG

Sample : M5196-07 :

Misc : COMPOSITE-SAMPLE-4-SHALLOW

ALS vial : 16 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 3 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.045 2.63 ng 47909  Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 83
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 72
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 68
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 38
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25

Abundance Scan 2033 (14.045 min): BF126526.D\data.ms (-2028) (-  m/z 277.10 100.00%
277.1

5000
77.0 183.0 —r |
39.1 ‘ 1330 “ | 14.00 .
o-—tye ey m/z 278.10 31.48%
m/z--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T ‘
152.0 14.00
m/z 77.00  23.08%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : ?3"3-‘0‘ R
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0
[N N
14.00
5000 ITI/Z 183.00 20.33%
.0 183.0
131.0
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y b ‘
277.0 14.00
m/z 201.00 18.15%
5000
77.0 183.0
J o0 | 1280 | | 200
T bbbl e —
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126526.D

Acqg On : 6 Jan 2022 18:58

Operator : JU/CG

Sample : M5196-07 :

Misc COMPOSITE-SAMPLE-4-SHALLOW

ALS vial : 16 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 4 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.710 8.65 ng 203417  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Palmitoleamide 253 C16H31NO 106010-22-4 64
4 Hexadecanamide 255 C16H33NO 000629-54-9 64
5 Octadecanamide 283 C18H37NO 000124-26-5 50

Abundance Scan 2146 (14.710 min): BF126526.D\data.ms (-2142) (-, m/z 59.00 100.00%
0

59.
5000
97.1 L L
128.0 14.50 15.00
191.0 . .
o o BOBO 2891 29400 20 00 67.26%
m/z--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — ——
14.50 15.00
m/z 55.00 51.08%
27,0 98.0
o IOLIILUCES, pe00 180 2380 2810
m/z--> 50 100 150 200 250
Abundance #108044: Tetradecanamide
59.0
— —
14.50 15.00
5000 ITI/Z 43.05 32.52%
227.
ano) yy JIOFR0 e PO
m/z--> 50 100 150 200 250
Abundance #139496: Palmitoleamide T ——
59.0 14.50 15.00
m/z 41.00 31.91%
h Jwﬂ
126.0
95,0
0 ‘2‘7\;0\“\“ ‘M ‘\L“ \‘W‘MM ‘1““ ‘\L\‘ ; ‘3“68‘9 ‘2‘110'(‘)‘ ‘25’\3‘0‘ — S e
m/z--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126526.D

Acqg On : 6 Jan 2022 18:58

Operator : JU/CG

Sample : M5196-07 :

Misc : COMPOSITE-SAMPLE-4-SHALLOW

ALS Vvial : 16 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-... 4.987 4.0 ng 93690 1 6.781 467439 20.0
1-Heptacosanol 13.798 5.0 ng 91051 5 13.945 363950 20.0
Triphenylphosph... 14.045 2.6 ng 47909 5 13.945 363950 20.0
9-Octadecenamid... 14.710 8.7 ng 203417 6 15.392 470120 20.0
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