LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110430.D

Aca On 2 Nov 2018 23:42 Instrument :
Operator : JU/SJ BNA_F

Sample : J5769-05 2X ClientSampleld :
Misc i AGARAW-RD-3
ALS Vial : 19 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 2.263 25 30 43 rVB 157308 225884 21.79% 1.920%
2 5.181 523 526 531 rBV 34074 37060 3.57% 0.315%
3 5.575 589 593 605 rVB 926462 897780 86.59% 7.632%
4 6.510 749 752 758 rBV 43851 42603 4.11% 0.362%
5 6.575 759 763 777 rVB 940036 998757 96.33% 8.490%
6 6.722 784 788 792 rBVY 1164994 977527 94.29% 8.310%
7 6.775 795 797 801 rVB 25551 20742 2.00% 0.176%
8 6.951 824 827 833 rBV 580460 551461 53.19% 4.688%
9 7.110 850 854 864 rVB 906716 766256 73.91% 6.514%
10 7.516 919 923 931 rBV 584006 579921 55.94% 4 _.930%
11 8.204 1036 1040 1042 rBV 12232 11449 1.10% 0.097%
12 8.239 1042 1046 1064 rVB 691452 701244 67 .64% 5.961%
13 8.639 1110 1114 1117 rBV 19668 16269 1.57% 0.138%
14 8.810 1140 1143 1147 rVB 18367 14807 1.43% 0.126%
15 8.957 1164 1168 1173 rBV 15811 17754 1.71% 0.151%
16 9.051 1181 1184 1187 rBV 19062 16927 1.63% 0.144%
17 9.310 1224 1228 1237 rBvV 1171039 1036772 100.00% 8.813%
18 9.374 1237 1239 1243 rVB 21394 20206 1.95% 0.172%
19 9.580 1270 1274 1279 rBV 7588 12598 1.22% 0.107%
20 9.651 1283 1286 1289 rVV 18672 19174 1.85% 0.163%
21 9.704 1292 1295 1302 rVB 116313 128687 12.41% 1.094%
22 9.857 1318 1321 1325 rBV 27283 24893 2.40% 0.212%
23 9.904 1325 1329 1332 rvv2 19991 19633 1.89% 0.167%
24 9.998 1341 1345 1353 rVB 696616 641911 61.91% 5.457%
25 10.404 1410 1414 1419 rBV2 31757 31559 3.04% 0.268%
26 10.539 1435 1437 1445 rVB4 8912 16022 1.55% 0.136%
27 10.627 1445 1452 1454 rBV2 11642 15545 1.50% 0.132%
28 10.786 1475 1479 1490 rVB 488285 462819 44.64% 3.934%
29 10.892 1492 1497 1500 rBV3 30362 41392 3.99% 0.352%
30 11.221 1548 1553 1555 rBvV4 10063 12402 1.20% 0.105%
31 11.292 1562 1565 1569 rBV2 9106 12079 1.17% 0.103%
32 11.327 1569 1571 1574 rBV2 22438 19273 1.86% 0.164%
33 11.486 1594 1598 1601 rBV 570000 546806 52.74% 4.648%
34 11.510 1601 1602 1608 rVvV 117552 92994 8.97% 0.791%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110218\

Data File : BF110430.D

Aca On 2 Nov 2018 23:42 Instrument :
Operator : JU/SJ BNA_F

Sample : J5769-05 2X ClientSampleld :
Misc i AGARAW-RD-3
ALS Vial : 19 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\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.568 1608 1612 1615 rVV 15930 16038 1.55% 0.136%
36 11.757 1641 1644 1646 rVB2 18285 15787 1.52% 0.134%
37 11.992 1681 1684 1686 rBV 73559 68658 6.62% 0.584%
38 12.015 1686 1688 1694 rVB2 40424 48377 4.67% 0.411%
39 12.104 1699 1703 1705 rVv2 31600 39613 3.82% 0.337%
40 12.121 1705 1706 1710 rVB 22633 20385 1.97% 0.173%
41 12.163 1710 1713 1716 rBV2 17568 17189 1.66% 0.146%
42 12.286 1729 1734 1737 rBV2 21657 25230 2.43% 0.214%
43 12.315 1737 1739 1744 rVB2 18557 21056 2.03% 0.179%
44 12.433 1754 1759 1762 rBV6 9367 15062 1.45% 0.128%
45 12.539 1773 1777 1780 rBV2 34959 44672 4_.31% 0.380%
46 12.627 1789 1792 1796 rBV4 22235 28183 2.72% 0.240%
47 12.704 1802 1805 1809 rBV 184870 160385 15.47% 1.363%
48 12.774 1814 1817 1819 rBV3 10424 15439 1.49% 0.131%
49 12.933 1838 1844 1850 rBV 165887 202198 19.50% 1.719%
50 12.986 1850 1853 1856 rVB2 21388 22548 2.17% 0.192%
51 13.068 1863 1867 1870 rBV 868692 754514 72.78% 6.414%
52 13.145 1877 1880 1885 rBv4 20574 38368 3.70% 0.326%
53 13.245 1893 1897 1898 rBvV4 21027 26196 2.53% 0.223%
54 13.262 1898 1900 1901 rVVv 18533 14124 1.36% 0.120%
55 13.327 1909 1911 1913 rBV2 16826 11364 1.10% 0.097%
56 13.368 1915 1918 1921 rVV2 20368 22483 2.17% 0.191%
57 13.462 1932 1934 1936 rBV 16788 12380 1.19% 0.105%
58 13.621 1958 1961 1962 rBV 19276 19401 1.87% 0.165%
59 13.739 1979 1981 1984 rBV4 17723 19897 1.92% 0.169%
60 13.774 1984 1987 1991 rVB 28071 33651 3.25% 0.286%

61 13.951 2013 2017 2020 rBV2 87845 107454 10.36% 0.913%
62 14.133 2044 2048 2051 rBV2 499461 525941 50.73% 4._.471%
63 14.162 2051 2053 2055 rVB 68795 56596 5.46% 0.481%
64 15.204 2228 2230 2233 rBV 43824 51803 5.00% 0.440%
65 15.662 2304 2308 2312 rVB 208433 277726 26.79% 2.361%

Sum of corrected areas: 11763924
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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\HPCHEMI\BNA F\DATA\BF110218\

BF110430.D

2 Nov 2018 23:42

JussJ

J5769-05 2X

19 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\BF110218\
Data File : BF110430.D

Aca On : 2 Nov 2018 23:42

Operator : JU/SJ

Sample : J5769-05 2X

Misc :

ALS Vial : 19 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.26 8.19 ng 225884 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 29 (2.257 min): BF110430.D (-25) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
‘ 2.202.30 2.40 2.50 2.60 2.70
O T o B B o o O O N AL e e o o o e m/z 43.05 42 .93%
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 RN AR AR RN AR A
43.0 2.202.30 2.40 2.50 2.60 2.70
580 87.0 m/z 55.00 29.66%
29.0
0 L AN |
LS SN FLELELEL S FLNLELELES SURLELELES SURLELELS UL FURL AN FUELELELEN FLELELEL WAL
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 55.0 87.0 2.202.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.10 25.75%
29.0
15\'0 H\ ‘ | ‘ L “\ \H\ ; 97.0
L L L L UL UL L UL SN SR IR W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.05 14 .56%
5000 43.0
58.0
0"I'”'I'”“W'”'I*“'I'”'I'”'I'“'I'”MI'”'I'”
m/z--> 10 20 30 40 50 60 70 90 100 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110430.D

Aca On : 2 Nov 2018 23:42

Operator : JU/SJ

Sample : J5769-05 2X

Misc :

ALS Vial : 19 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 2 unknown6.72 Concentration Rank 1

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

6.72 35.45 ng 977527 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 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 788 (6.722 min): BF110430.D (-784) (-) m/z 132.00 100.00%
13%.0
5000 68.1
90 540 oo T o8 ko 700
01 : e m/z 68.10 40.51%
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 BLAAEAN SRR R AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.99%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk ok ok 1o
5000 980 1160 m/z 66.00 26.07%
0 ||||||||||‘|‘|‘||‘|‘M|||‘|||‘H“||‘|“|||H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.10%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0||‘|||‘|‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
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\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110430.D

Aca On : 2 Nov 2018 23:42

Operator : JU/SJ

Sample : J5769-05 2X

Misc :

ALS Vial : 19 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 4 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.51 ng 68658 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 58
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 55
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 49
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 49
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 49

m/z 192.10 100.00%

Abundance

Scan 1684 (11.992 min): BF110430.D (- 1681) )

5000

N A
LI I N B L

11.60 11.80 12.00 12.20 12.40
m/z 191.10  55.52%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #54734: Anthracene, 2-methyl-
192.0
5000
11.60 11.80 12.00 12.20 12.40
0
96.0 165.0 m/z 73.00 49 _.79%
o 63.0 115.0 139.0
A IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 43.00 46 .64%

165.0
o390 630 9601150 1390 | _ I
L AL e e A R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methy!- T
192.0 11.60 11.80 12.00 12.20 12.40
m/z 60.00 46 .54%
5000
165.0
39.0 630 M 115.0 139.0 h‘ ‘ \H " -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11.80 12.00 12.20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110430.D

Aca On : 2 Nov 2018 23:42

Operator : JU/SJ

Sample : J5769-05 2X

Misc :

ALS Vial : 19 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 5 Eicosyl heptafluorobutyrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.09 ng 107454 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 64
2 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 62
3 l17-Pentatriacontene 491 C35H70 006971-40-0 62
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 62
5 1,2-Octadecanediol 286 C18H3802 020294-76-2 55
Abundance Scan 2017 (13.951 min): BF110430.D (-2013) (-) m/z 57.05 100.00%
57.0
5000 7.1
| 2802926 1 1760 1980 1460 420"
ol My m/z 43.10 78 .34%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57.0
97.0
5000 R AR UL B
13.60 13.80 14.00 14.20
m/z 55.05 55.96%
oLt ]L]‘.8202240 280.0 3759 476.0
m/z--> 50 160 150 200 250 300 350 400 450 '
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57.0
13.60 13.80 14.00 14.20
5000 m/z 83.10 53.56%
o170 283.0
0 ..x.,.j..,.L.l??-?....,..2.38.-0...1.,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene R B .
43.0 13.60 13.80 14.00 14.20
m/z 71.05 51.54%
5000 83.0
. ‘ y J‘ 1250 4670 2100 267.0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110430.D

Acq On : 2 Nov 2018 23:42

Operator : JU/SJ

Sample : J5769-05 2X

Misc :

ALS Vial : 19 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]
Butane, 2-methoxy... 2.26 8.2 ng 225884 1 6.96 551461 20.0
unknown6.72 6.72 35.5 ng 977527 1 6.96 551461 20.0
Anthracene, 2-met... 11.99 2.5 ng 68658 4 11.49 546806 20.0
Eicosyl heptafluo... 13.95 4.1 ng 107454 5 14.13 525941 20.0
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