LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132275.D

Acq On : 01 Feb 2023 23:14

Operator : CG\JU

Sample : 01243-02 :
Misc : TJRC-11823-B4-0-10

ALS Vvial : 15 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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132275.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.307 414 420 429 rVB 970058 1138074 33.10% 4.780%
2 5.690 480 485 488 rBV 2931620 2795801 81.30% 11.744%
3 6.684 648 654 657 rBV 2543498 2758574 80.22% 11.587%
4 7.072 716 720 723 rVB 1004543 888699 25.84% 3.733%
5 7.631 810 815 818 rBV 2206242 1818864 52.89% 7.640%
6 8.354 935 938 942 rBV 1456015 1152435 33.51% 4.841%
7 9.431 1117 1121 1124 rBV 4224235 3438786 100.00% 14.445%
8 10.119 1234 1238 1242 rBV 1466342 1181038 34.34% 4.961%
9 10.831 1356 1359 1363 rVB 656290 542504 15.78% 2.279%
10 10.913 1369 1373 1376 rBV 2126448 1810492 52.65% 7.605%
11 11.142 1409 1412 1418 rBV 68304 58635 1.71% 0.246%
12 11.619 1489 1493 1495 rBV 1254129 1030125 29.96% 4.327%
13 11.642 1495 1497 1501 rVB 63925 53395 1.55% 0.224%
14 12.125 1575 1579 1585 rBV2 321423 309479 9.00%  1.300%
15 12.836 1698 1700 1704 rBV 99713 89974 2.62% 0.378%
16 12.913 1710 1713 1719 rBV3 77967 106276 3.09% 0.446%
17 13.072 1738 1740 1743 rVB 93177 68216 1.98% 0.287%

18 13.213 1760 1764 1767 rBV 2839979 2580824 75.05% 10.841%
19 14.107 1913 1916 1928 rBV3 144232 310461
20 14.242 1936 1939 1941 rBV 154645 129322 3.76% ©.543%
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21 14.277 1941 1945 1948 rBV 886105 871049 25.33% 3.659%
22 15.871 2211 2216 2226 rVB 465861 673850 19.60%  2.830%

Sum of corrected areas: 23806873
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

: 01 Feb 2023 23:14
: CG\JU
: 01243-02

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
BF132275.D

[TJRC-11823-B4-0-10

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000
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TIC: BF132275.D\data.ms

5.690
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Time-->
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4000000

3500000

3000000

2500000
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TIC: BF132275.D\data.ms
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15.871

14. 167242
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132275.D

Acq On : 01 Feb 2023 23:14

Operator : CG\JU

Sample : 01243-02 :
Misc : [TJRC-11823-B4-0-10

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.307 25.61 ng 1138070 1,4-Dichlorobenzene-d4 7.072

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 420 (5.307 min): BF132275.D\data.ms (-414) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.0
R L
| 83.1 5.00 5.20 5.40 5.60 ;
obr——r——trete e m/z 59.10 70.35%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R B B
5.00 5.20 5.40 5.60
101.0 m/z 101.00 30.73%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #296: Guanidine
43.0 59.0
R R AREE
5.00 5.20 5.40 5.60
5000 18.0 m/z 58.10 18.24%
S
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 5.00 5.20 5.40 5.60
m/z 41.10 8.76%
5000 41.0
126.0 142.0
O vy H“ ‘ NM T TP T TP T
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132275.D

Acq On : 01 Feb 2023 23:14

Operator : CG\JU

Sample : 01243-02 :
Misc : [TJRC-11823-B4-0-10

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.831 9.19 ng 542504  Acenaphthene-d10 10.119
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
3 Benzilamide 227 C14H13NO2 004746-87-6 47
4 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 46
5 Benzene, (trimethoxymethyl)- 182 C10H1403 000707-07-3 43
Abundance Scan 1359 (10.831 min): BF132275.D\data.ms (-1356) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
550 10,50 11.00
152.0 : .
O el 200 T 2938 myz 77.05  58.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 r— —
10.50 11.00
51.0 m/z 182.05 46.22%
0 - | 1260 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— —
77.0 10.50 11.00
5000 m/z 51.00 18.51%
51.0
R B i A e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107946: Benzilamide “ gt
770 105.0 10.50 11.00
: 183.0 m/z 106.00 7.94%
50001 440
152.0
S S S S — A ..
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132275.D

Acq On : 01 Feb 2023 23:14

Operator : CG\JU

Sample : 01243-02 :
Misc [TJRC-11823-B4-0-10

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.124 6.01 ng 309479  Phenanthrene-di0 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Octadecanoic acid 284 (C18H3602 000057-11-4 58
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 38
Abundance Scan 1579 (12.125 min): BF132275.D\data.ms (-1575) (- m/z 73.00 100.00%
3.0
43.1
5000 129.0
213.2 —— —
‘ H‘ ‘ 171.1 ‘ 256.1 12.00 12.50
0 W‘MH“1H‘“H‘w‘”m‘sw‘mw‘um“w‘w“u‘!m_Hu_mwlw?‘??‘ m/z 60.00 72.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 R U
129.0 12.00 12.50
m/z 43.10 62.86%
LA 5
O ‘\1\\‘}‘\\”\”\”‘\‘\‘“!H‘\‘h“\\ ‘\H\‘\\‘HH“\\‘\\‘\‘\\‘\“\\H‘HH‘HH“HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0
—— —
12.00 12.50
5000 m/z 57.05 60.17%
129.0 242.0
‘ ‘ ‘ 199.0
b AL ot e T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid T ——
43.0 73.0 12.00 12.50
' m/z 55.10 52.40%
5000
129.0
T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132275.D

Acq On : 01 Feb 2023 23:14

Operator : CG\JU

Sample : 01243-02 :
Misc : [TJRC-11823-B4-0-10

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.913 2.06 ng 106276  Phenanthrene-di0 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 1713 (12.913 min): BF132275.D\data.ms (-1710) (- m/z 72.95 100.00%
3.0

9.

5000

-

185.1 241.2

284.1 13.00

0! m/z 57.05 75.75%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid W
5000 129.0 13f00
29,0 1850 1 o 284.0 m/z 60.00 72.52%
O‘\‘\ ““”‘H“\“HH‘\‘H‘H“H\‘\‘HH‘\H
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
13.00
5000 256.0 m/z 43.05 71.66%
129.0
213.0
R
O‘H H‘ “‘H‘H“N\“‘\\‘\‘\H‘\‘\‘\\“\\\\‘\\\\‘\\\
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P
43.0 13.00
m/z 55.00 56.04%
5000 284.0 M
3.0 129 0
1850 2410
oL, \‘\\H uh” M\u‘\‘\‘ ‘\“‘\‘ L ‘\““\“““‘3,‘7‘2" e
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132275.D

Acq On : 01 Feb 2023 23:14

Operator : CG\JU

Sample : 01243-02 :
Misc [TJRC-11823-B4-0-10

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.107 7.13 ng 310461 Chrysene-di12 14.277
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 94
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 92
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan1916(14107num BF132275.D\data.ms (-1913) (- m/z 57.10 100.00%
57.
97 1
5000
1400 1450
278 3 : :
A | ‘ A “‘h‘ ! ‘h i 12341‘ 302 mjz 8310 82.93%
miz--> 50 100 150 200 250 300 350
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 —r— ——
14.00 14.50
m/z 97.10 81.18%
0 \‘ dh | 13901810 2520
\\\f‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #287613: Nonadecyl trifluoroacetate
57.0 97.0
—— —
14.00 14.50
5000 m/z 69.10 79.40%
[ii——"
okt LALLLLLL 182002092680 9110 3020
m/z--> 50 100 150 200 250 300 350
Abundance #146039: Ethanol, 2-(tetradecyloxy)- T 7
57.0 14.00 14.50
m/z 55.10 73.41%
5000
18. ‘ ‘ 196.0
0 wm‘w Hh‘ IR0 T w0 S
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132275.D

Acqg On : 01 Feb 2023 23:14
Operator : CG\JU

Sample : 01243-02

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@13123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

[TJRC-11823-B4-0-10

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.307 25.6 ng 1138070 1 7.072 888699 20.0
Benzophenone 10.831 9.2 ng 542504 3 10.119 1181040 20.0
n-Hexadecanoic ... 12.124 6.0 ng 309479 4 11.619 1030130 20.0
Octadecanoic acid 12.913 2.1 ng 106276 4 11.619 1030130 20.0
5-Octadecene, (E)- 14.107 7.1 ng 310461 5 14.277 871049 20.0
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