LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119447.D

Aca On : 19 Mar 2020 19:27

Operator : CG/JU

Sample : PB127678BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF031820.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.075 502 508 514 rBV 83059 112847 1.29% 0.181%
2 5.463 569 574 577 rBVY 7678253 7784769 89.17% 12.483%
3 6.469 739 745 748 rBVY 7178735 7537008 86.33% 12.085%
4 6.845 806 809 813 rVB 2181016 1800478 20.62% 2.887%
5 7.004 832 836 839 rBY 6803469 6102905 69.90% 9.786%

7.410 899 905 908 rBV 5034958 4980495 57.05% 7.986%
8.133 1023 1028 1031 rBV 2598403 2402202 27.52% 3.852%
9.216 1206 1212 1215 rBV 8110580 8730452 100.00% 13.999%
9.892 1321 1327 1330 rBV 3038822 2666603 30.54% 4._.276%
10.680 1454 1461 1464 rBV 5585134 5172930 59.25% 8.295%

=
QO ~NO®

11 11.380 1574 1580 1583 rBV 3140045 2683925 30.74% 4 _.304%
12 12.974 1845 1851 1854 rBV 8080506 7858777 90.02% 12.601%
13 13.833 1991 1997 2001 rBV 195334 245393 2.81% 0.393%
14 14.021 2025 2029 2032 rBV 2032430 1845163 21.13% 2.959%
15 14.651 2131 2136 2139 rBV 332753 455069 5.21% 0.730%

16 14.674 2139 2140 2144 rVV 165865 129032 1.48% 0.207%

17 14.721 2145 2148 2155 rVB2 78967 96755 1.11% 0.155%

18 15.486 2273 2278 2284 rBV 1304285 1672360 19.16% 2.682%

19 15.986 2359 2363 2371 rVB3 53017 87507 1.00% 0.140%
Sum of corrected areas: 62364670
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119447.D

Aca On : 19 Mar 2020 19:27

Operator : CG/JU

Sample : PB127678BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF119447.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119447.D

Aca On : 19 Mar 2020 19:27

Operator : CG/JU

Sample : PB127678BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknownl13.83 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.66 ng 245393 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Alpha-phenvl-alpha-troovlacetald... 378 C22H22N202S 022532-16-7 25
2 (2.3-Diphenvilcvclopropvlmethvl ... 332 C22H200S 131758-71-9 25
3 L-(-)-Fucose. tetrakis(trifluoro... 653 C21H15F12N09 1000380-45-2 14
4 Benzene. (5-i1odopentvi)- 274 C11H15l1 099858-37-4 12
5 1-Benzyl-2-(trifluoromethyl)azir... 201 C10H10F3N 106240-89-5 10
Abundance Scan 1996 (13.827 min): BF119447.D (-1991) (-) m/z 91.00 100.00%
Ji
5000
117
4 65 \ 141 163179 2?7 se1 312 13.60 13.80 14.00 14.20
Obrerprrrrprre bbbttt 263800 L 28 312 Tm/z 116.95  24.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #201520: Alpha-phenyl-alpha-tropylacetaldehyde tosylhydrazone
g1

5000

194 13.60 13.80 14.00 14.20
65 115 m/z 207.05 13.78%
139
ol 18 % | L . 165|‘ 220 246 299
eyt el e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
91 129
e
13.60 13.80 14.00 14.20
5000 m/z 194.10 11.61%
207
. 39 65 110 = 152 178 225 316
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #242239: L-(-)-Fucose, tetrakis(trifluoroacetate), benzylo...
91 13.60 13.80 14.00 14.20
m/z 92.10 9.63%
5000
ol 29 51 69 | 108 141 167185204 275
Y SRIMMNHEA I L T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031920\
Data File : BF119447.D

Aca On : 19 Mar 2020 19:27

Operator : CG/JU

Sample : PB127678BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl4.65 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.65 4.93 ng 455069 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 43
2 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 38
3 Benzoimidazol-1-vl-acetic acid 176 C9H8N202 1000317-79-2 27
4 1-Penten-3-one. 4.4-dimethvl-1-p... 188 C13H160 000538-44-3 25
5 _alpha.-Methyl-_alpha.-phenylsuc... 189 C11H11NO2 001497-17-2 25
Abundance Scan 2136 (14.651 min): BF119447.D (-2131) (-) m/z 90.95 100.00%
dq1
131
> 162176
soo0{ 43 1
263 288 1440 14:60 14,80 15.00
0 ,....'i"..'.':,.'."‘. bk, |" 201219 245 m/z 131.05 77.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42410: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro-
1" 1eg 176
5000 91 L I B S B
51 115 14,40 14.60 14.80 15.00
97 o m/z 118.00 70.71%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131

14.40 14 60 14. 80 15.00

5000 91 176 m/z 57.05 63.32%
51 7 115
0 158
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43059: Benzoimidazol-1-yl-acetic acid T T T
131 14. 40 14 60 14. 80 15. 00

m/z 176.00 53.19%

176
5000
77
51 104
0 1l \‘ ully ‘ ‘ 149

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031920\
Data File : BF119447.D

Acq On : 19 Mar 2020 19:27

Operator : CG/JU

Sample : PB127678BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl13.83 13.83 2.7 ng 245393 5 14.02 1845160 20.0
unknownl14 .65 14.65 4.9 ng 455069 5 14.02 1845160 20.0
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