LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106844.D

Aca On - 27 Jun 2018 1:36 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J3639-03 oemn&oséiaoe
isc :

ALS Vial : 30 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-BF061918 .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 4.084 293 297 302 rBB 18962 22080 1.75% 0.319%
2 5.184 482 484 492 rBB 12416 12790 1.01% 0.185%
3 5.601 551 555 573 rBB 273660 283388 22.41% 4 .098%
4 6.601 721 725 737 rBV2 221389 242550 19.18% 3.507%
5 6.731 744 747 753 rBV 551655 527458 41.72% 7.627%
6 6.960 782 786 789 rBB 277380 229013 18.11% 3.311%
7 7.113 808 812 816 rBV 819258 798232 63.13% 11.542%
8 7.525 877 882 885 rBV 618699 580911 45.95% 8.400%
9 8.242 1000 1004 1020 rBB 295853 264582 20.93% 3.826%
10 9.313 1182 1186 1195 rBvV 1181025 1108864 87.70% 16.034%
11 9.707 1250 1253 1259 rBB 25272 22344 1.77% 0.323%
12 10.001 1300 1303 1311 rVB 287193 264864 20.95% 3.830%
13 10.407 1369 1372 1375 rVB 20352 14085 1.11% 0.204%
14 10.660 1412 1415 1417 rBV 29376 22831 1.81% 0.330%

15 10.795 1434 1438 1446 rBV 403997 381987 30.21% 5.523%

16 10.877 1450 1452 1459 rVB 12741 14087 1.11% 0.204%
17 11.495 1553 1557 1564 rVB 302670 288625 22.83% 4.173%
18 13.077 1821 1826 1829 rBV 1313677 1264356 100.00% 18.282%
19 13.954 1972 1975 1981 rBV2 15383 17624 1.39% 0.255%
20 14.142 2003 2007 2011 rBV 343622 310964 24.59% 4._.496%

21 14.983 2147 2150 2154 rVB 35726 38813 3.07% 0.561%
22 15.683 2262 2269 2277 rBV 145591 205445 16.25% 2.971%

Sum of corrected areas: 6915893
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106844.D

Aca On - 27 Jun 2018 1:36

Operator : JU/SJ

ﬁ?ggle i J3639-03 062018-DBRI-E-D-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106844.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106844.D

Aca On - 27 Jun 2018 1:36

Operator : JU/SJ

ﬁ?ggle i J3639-03 062018-DBRI-E-D-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.73 Concentration Rank 2

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

6.73 46.06 ng 527458 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.731 min): BF106844.D (-744) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.0 || %.1 ‘ 6.40 6.60 6.80 7.00
R I e I e m/z 68.10 41.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LSRR SR A BN
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.00 32.01%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T 5k ok 700
5000 9go 1160 m/z 66.00 24.22%
158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl- R m o
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.40%
5000
15.0 " 3?9 I 6%\\\0 7§'O Ly 10ﬁ.0 |
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106844.D

Aca On - 27 Jun 2018 1:36

Operator : JU/SJ

ﬁ?ggle i J3639-03 062018-DBRI-E-D-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 3.78 ng 38813 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 _psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 83
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 78
Abundance Scan 2149 (14.977 min): BF106844.D (-2147) (-) m/z 69.05 100.00%
69.0
5000 ‘ ’ML
1211 1460 14.80 1500 1520
207.1
..'.|,".".l.","..".'.',....,'....,.... | m/z 81.05  48.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 U S SN SRR B
14.60 14.80 15.00 15.20
1370 m/z 41.00 22 _.87%
29, o’ L4 107077 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 1500 15.20
5000 m/z 68.00 15.14%
121.0
29.0 161.0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L L e e
69.0 14.60 14.80 15.00 15.20
m/z 95.00 13.79%
5000
111
| " bt d ol 10 >0 1920 2310 2730 3150 3840
m/z--> 50 100 150 260 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062618\

Data File : BF106844.D

Acq On : 27 Jun 2018 1:36

Operator : JU/SJ

ﬁ?ggle i J3639-03 062018-DBRI-E-D-S
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : 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]
unknown6.73 6.73 46.1 ng 527458 1 6.96 229013 20.0
Supraene 14.98 3.8 ng 38813 6 15.68 205445 20.0
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