LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO73018\

Data File : BG035978.D

Aca On - 30 Jul 2018 16:20 Instrument :

Operator : JU/SJ BNA_G

Sample  : J4196-07 UGl

o : 072518-DBRI-E-U-M
isc :

ALS Vial : 12 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 G\METHODS\8270-BG071218 .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 5.605 387 394 405 rBV 167082 298842 8.88% 2.299%
2 7.191 658 664 675 rBV 115263 238285 7.08% 1.833%
3 7 .555 720 726 739 rBV 360857 642630 19.11% 4.944%
4 8.025 796 806 815 rVB 126351 222391 6.61% 1.711%
5 8.342 853 860 873 rVB 507722 925255 27 .51% 7.118%

9.182 995 1003 1018 rBV 422085 819796 24 .37% 6.307%
10.827 1273 1283 1302 rBVY 142692 301483 8.96% 2.319%
13.271 1691 1699 1712 rBV 1316593 2116717 62.93% 16.284%
14.645 1925 1933 1944 rBV2 289463 502969 14.95% 3.869%
15.938 2148 2153 2158 rBVY 33373 49415 1.47% 0.380%

=
QO ~NO®

11 16.138 2180 2187 2202 rBV 610679 1094634 32.54% 8.421%
12 17.389 2394 2400 2411 rBV 431966 696963 20.72% 5.362%
13 19.997 2838 2844 2855 rBV 2608111 3363652 100.00% 25.878%
14 21.654 3118 3126 3137 rBV2 455989 822946 24.47% 6.331%
15 23.310 3400 3408 3413 rBV2 65654 134088 3.99% 1.032%

16 24.849 3657 3670 3684 rBV2 249507 768293 22.84% 5.911%

Sum of corrected areas: 12998359
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035978.D

Aca On : 30 Jul 2018 16:20

Operator : JU/SJ

Sample : J4196-07 e LR U
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035978.D
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Abundance TIC: BG035978.D
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Abundance TIC: BG035978.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035978.D

Aca On : 30 Jul 2018 16:20

Operator : JU/SJ

Sample : J4196-07 e LR U
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 1 unknown7.56 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

7.56 57.79 ng 642630 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 727 (7.561 min): BG035978.D (-720) (-) m/z 132.10 100.00%

13p.1
5000 68.2

720 740 760 780

o 182.8 m/z 68.15 45.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 R P AL R B

7.20 7.40 7.60 7.80
m/z 66.15  33.14%

o :
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

7.20 7.40 7.60 7.80

5000 m/z 134.15 32.45%
70.
|30, ™0 o | |
ObrrrrprrprhilirrHrrreH et et e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R e S A Ramme
132.0 720 740 760 780

m/z 69.15 21.71%

5000
67.0
54.0 ‘ 106.0 ﬂ\
0 doall | ] AL

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035978.D

Aca On : 30 Jul 2018 16:20

Operator : JU/SJ

Sample : J4196-07 e LR U
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.31 3.49 ng 134088 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 81
3 Supraene 410 C30H50 007683-64-9 80
4 _psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 72
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 59
Abundance Scan 3408 (23.310 min): BG035978.D (-3400) (-) m/z 69.20 100.00%
69.2
5000
23.00 23.20 23.40 23.60
189.3
N 221.1 257.4 299.4 341.4 401.3 /- 81.15 55870
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000
23.00 23.20 23.40 23.60
m/z 41.10 21.99%
0 e }[0{-0"13,7 '(,) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.15 17.16%
29.0
123.0
0 .‘.L,XH“..‘“,'..”.*.‘,.1.77.'9,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0 23.00 23.20 23.40 23.60
m/z 93.25 14.14%
5000
137.0
0 29.0{ L1 3970 ) 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO73018\

Data File : BG035978.D

Acg On : 30 Jul 2018 16:20

Operator : JU/SJ

Sample - J4196-07 072518-DBRI-E-U-M
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .56 7.56 57.8 ng 642630 1 8.02 222391 20.0
Squalene 23.31 3.5 ng 134088 6 24.85 768293 20.0
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