LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110114.D

Aca On : 24 Oct 2018 14:52

Operator : JU/SJ

Sample : J5610-09 10X

Misc :

ALS Vial : 13 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-BF102318.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 2.251 23 28 34 rvVB 20059 27667 2.21% 0.344%
2 5.575 589 593 602 rBV 140914 136057 10.87% 1.690%
3 6.575 760 763 775 rBV 151867 151810 12.13% 1.886%
4 6.728 786 789 795 rBV 172161 146177 11.68% 1.816%
5 6.969 826 830 833 rBVY 1122279 1016201 81.22% 12.623%
6 7.122 852 856 866 rBV 145451 127848 10.22% 1.588%
7 7.522 921 924 933 rBV 83479 78652 6.29% 0.977%
8 8.251 1044 1048 1051 rBvV 1557361 1251217 100.00% 15.542%
9 9.322 1225 1230 1239 rBVY 184726 162055 12.95% 2.013%
10 9.716 1294 1297 1304 rVB 33245 33165 2.65% 0.412%
11 9.922 1328 1332 1337 rVB3 16367 17603 1.41% 0.219%
12 10.010 1343 1347 1351 rBV 1441163 1193069 95.35% 14.820%
13 10.245 1385 1387 1391 rBVvV4 15044 15344 1.23% 0.191%
14 10.421 1411 1417 1420 rBVv4 17352 24252 1.94% 0.301%
15 10.645 1450 1455 1457 rBvV2 22016 26164 2.09% 0.325%
16 10.798 1478 1481 1485 rBvV 69664 61828 4.94% 0.768%
17 10.910 1495 1500 1503 rBvV2 40296 52274 4.18% 0.649%
18 10.992 1509 1514 1517 rBvV5 11895 15346 1.23% 0.191%
19 11.374 1577 1579 1582 rBvV 34733 31547 2.52% 0.392%
20 11.504 1597 1601 1604 rBVY 1211274 1075812 85.98% 13.363%
21 11.727 1635 1639 1642 rBV4 16468 19820 1.58% 0.246%
22 11.833 1654 1657 1662 rBV6 14989 21628 1.73% 0.269%
23 12.015 1684 1688 1689 rBV2 15833 18723 1.50% 0.233%
24 12.298 1733 1736 1739 rBv4 14193 16876 1.35% 0.210%
25 12.427 1756 1758 1763 rBV6 15109 16287 1.30% 0.202%
26 12.551 1777 1779 1781 rBV2 21378 18032 1.44% 0.224%
27 12.574 1781 1783 1787 rVB4 20854 25139 2.01% 0.312%
28 12.674 1797 1800 1804 rVB5 21205 29736 2.38% 0.369%
29 12.757 1812 1814 1817 rBvV4 14016 15981 1.28% 0.199%
30 12.951 1844 1847 1853 rBV5 22181 40067 3.20% 0.498%
31 13.057 1863 1865 1867 rBV2 20950 23973 1.92% 0.298%

32 13.080 1867 1869 1872 rVB 167917 134476 10.75% 1.670%
33 14.151 2047 2051 2054 rBV 1089297 1023197 81.78% 12.710%
34 15.274 2239 2242 2246 rVB 122996 142304 11.37% 1.768%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110114.D

Aca On : 24 Oct 2018 14:52

Operator : JU/SJ

Sample : J5610-09 10X

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.674 2306 2310 2315 rVB 654192 860081 68.74% 10.684%

Sum of corrected areas: 8050408
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102418\
BF110114.D

24 Oct 2018 14:52

JussJ

J5610-09 10X

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110114.D

Aca On : 24 Oct 2018 14:52

Operator : JU/SJ

Sample : J5610-09 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 2

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

6.73 2.88 ng 146177 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 789 (6.728 min): BF110114.D (-786) (-) m/z 132.00 100.00%
32
5000 68
96 IS SRS UL R
4|0| 48 54 62|| 7|5 | 104 6.40 6.60 6.80 7.00
b b b b b e b e e b e e e p e m/z 68.00 40.69%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 A NARSE SRS RS RS
69 6.40 6.60 6.80 7.00
39 57 76 m/z 134.00 31.90%
‘ 89 g7103
0....,...Jﬂ“.ﬁZFHJ:L,g?nI,.J!!,...Jy..ﬂ.,JH..,}}ﬁ,...., e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 640 6.60 6.80 7.00
5000 m/z 66.00 26.15%
78
T
Oty T e e T e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e ey
132 6.40 6.60 6.80 7.00
m/z 69.00 17.19%
97
5000
70
31
o st % | T o8 | o105 16 | ,
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110114.D

Aca On : 24 Oct 2018 14:52

Operator : JU/SJ

Sample : J5610-09 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Dodecane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.27 3.31 ng 142304 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 70
2 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 64
3 Octacosane 394 C28H58 000630-02-4 62
4 Hexacosane 366 C26H54 000630-01-3 58
5 Octadecane 254 C18H38 000593-45-3 58
Abundance Scan 2241 (15.268 min): BF110114.D (-2239) (-) m/z 57.10 100.00%
g7
5000 85
32155175 203 539 368 15.00 15.20 15.40 15.60
ol g 266 293 317339 414 77 7108 66270
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl-
85
5000 LA BN UL UL UL
15.00 15,20 15.40 15.60
29 141 m/z 43.10 64 .80%
113 169
oﬁﬁjA
m/z--> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecyl
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 44 .83%
‘ ‘113 169
o L A1y 139, 205 234 374 402
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane AR EEEEE RS
57 15.00 15.20 15.40 15.60
m/z 41.10 23.49%
5000 85
29
o ] | ‘1131141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 " 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102418\
Data File : BF110114.D

Acq On : 24 Oct 2018 14:52

Operator : JU/SJ

Sample : J5610-09 10X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
unknown6.73 6.73 2.9 ng 146177 1 6.97 1016200 20.0
Dodecane, 2-methyl- 15.27 3.3 ng 142304 6 15.68 860081 20.0
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