LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30822\
Data File : BF127256.D

Acqg On : 08 Mar 2022 14:04

Operator : CG\JU

Sample : N1763-16 :

Misc : 17-18-SAMPLE-LOCATION-9

ALS vial : 8 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127256.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.504 543 547 550 rBV 2312996 2056275 84.70% 13.100%
2 6.510 713 718 721 rBV 2238943 2134170 87.91% 13.596%
3 6.875 777 780 784 rBV 781242 621539 25.60%  3.960%
4 7.439 871 876 879 rBV 1483164 1465166 60.35%  9.334%
5 8.157 994 998 1002 rBV 913679 837605 34.50% 5.336%
6 9.233 1176 1181 1185 rBV 2628367 2427797 100.00% 15.467%
7 9.304 1190 1193 1196 rVB 48781 40836 1.68% 0.260%
8 9.798 1270 1277 1281 rBV5 25487 34547  1.42%  0.220%
9 9.922 1294 1298 1301 rBV 963078 879141 36.21% 5.601%
10 10.710 1428 1432 1436 rBV 1646066 1512896 62.32% 9.638%
11 11.410 1548 1551 1554 rBV 953105 807526 33.26% 145%
12 11.763 1607 1611 1614 rBV2 36186 54509 2.25% 347%
13 12.533 1740 1742 1746 rVB4 50479 35751 1.47%

14 12.998 1817 1821 1824 rBV 1923434 1584571 65.27% 160.

[OROR ORIV,
N
N
00
B

15 13.874 1967 1970 1975 rBV2 113960 131652  5.42% 839%
16 14.057 1998 2001 2009 rVB 516204 474045 19.53%  3.020%
17 14.81@ 2127 2129 2132 rBV2 79147 65206 2.69% 0.415%

18 15.557 2251 2256 2260 rVB 417633 533352 21.97% 3.398%

Sum of corrected areas: 15696584
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\

BF127256.D
: 08 Mar 2022 14:04
: CG\JU
: N1763-16
Sample Multiplier:

17-18-SAMPLE-LOCATION-9

1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20

.L

TIC Integration Parameters: LSCINT.P
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TIC: BF127256.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127256.D

Acqg On : 08 Mar 2022 14:04

Operator : CG\JU

Sample : N1763-16 :

Misc : 17-18-SAMPLE-LOCATION-9

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 3-([4-(4-Fluorophenyl)-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.874 5.55 ng 131652  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-([4-(4-Fluorophenyl)-5-methyl-... 289 C14H12FN303 1000388-71-0 90
2 N-tert-Butyl-2-(11-ox0-2,3,4,4a,... 330 C19H26N203 1000322-10-3 25
3 5-Hexen-1-one, 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 25
4 (-)-Neoclovene-(II), dihydro- 206 C15H26 1000152-83-6 25
5 2-Fluoro-3-(trifluoromethyl)benz... 192 C8H4F40 112641-20-0 15

Abundance Scan 1970 (13.874 min): BF127256.D\data.ms (-1967) (- m/z 95.10 100.00%
95.1

191.2
55.1
5000
36.2 315.3
P P
255.2 13.50 14.00
353.3
0! m/z 109.10 88.90%
mlz--> 50 100 150 200 250 300 350
Abundance #184812: 3-([4-(4-Fluorophenyl)-5-methyl-2H-pyrazol-3-y
191.0
43.0 133.0
5000 - T
13.50 14.00
m/z 81.10 76.20%
‘ ‘ H 244.0 2890
0 M“‘\‘H\‘h MH‘N “\\\\“‘\\‘\\‘\\\\‘\\\
miz-> 50 100 150 200 250 300 350
Abundance #236842: N-tert-Butyl-2-(11-0x0-2,3,4,4a,11,11a-hexahyc
109.0
P P
13.50 14.00
5000 m/z 191.20  75.67%
57.0 148.0
204.0 3300
ol bk bk |20 2se0 30O
miz-> 50 100 150 200 250 300 350
Abundance #66529: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethy P ——
95.0 13.50 14.00
m/z 55.10 60.18%
5000
41.0 1‘360 192.0
oL “\“d\‘\“‘wu‘h\‘ B B A e e B — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127256.D

Acqg On : 08 Mar 2022 14:04

Operator : CG\JU

Sample : N1763-16 :

Misc : 17-18-SAMPLE-LOCATION-9

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 13-Docosenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.810 2.45 ng 65206 Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81
2 Octadecanamide 283 C18H37NO 000124-26-5 72
3 Nonadecanamide 297 C19H39NO 058185-32-3 72
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
5 Dodecanamide 199 C12H25NO 001120-16-7 52

Abundance Scan 2129 (14.810 min): BF127256.D\data.ms (-2127) (-, m/z 59.10 100.00%

59.1
5000
109.1 oA L
“ \ “‘ 154.1 207.1250.9 325.2 371.4 14.50 15.00
oL~ U ‘u‘ \}\ ITI/Z 72.05 57-47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000
137.0 14.50 15.00
m/z 55.10 47 .30%
337.0
O T ‘\“‘ ‘U \MH\“H} W“‘ \h“\‘} “\ \].\9\3’.0\ \2\4.\0.‘0\ \2\9\4’-0\} T ‘ T T 1T ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #177477: Octadecanamide
59.0
— ——
14.50 15.00
5000 ITI/Z 41.10 30.18%
oL il ], 1280 1850 24002840
A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #195619: Nonadecanamide “ T
59.0 14.50 15.00
m/z 43.10 26.31%
5000
‘ ]fo'olsz 0
ol Lidint e G - £ - —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127256.D

Acqg On : 08 Mar 2022 14:04

Operator : CG\JU

Sample : N1763-16 :

Misc : 17-18-SAMPLE-LOCATION-9

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
3-([4-(4-Fluoro... 13.874 5.5 ng 131652 5 14.057 474045 20.0
13-Docosenamide... 14.810 2.5 ng 65206 6 15.557 533352 20.0
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