LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF063018\

Data File : BF107019.D

Aca On : 30 Jun 2018 17:16 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : J3629-10 5X A0C20.01

ALS Vial : 16 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 5.178 480 483 491 rBV 17348 19039 3.43% 0.342%
2 5.590 550 553 569 rBB 237831 237980 42.90% 4.279%
3 6.596 720 724 736 rBV 223598 254410 45.86% 4_.575%
4 6.725 743 746 757 rVB 289969 264600 47.70% 4_.758%
5 6.948 781 784 788 rBV 461185 417016 75.18% 7.499%
6 7.107 807 811 819 rBB 226876 193129 34.82% 3.473%
7 7.513 877 880 891 rBV 140251 138893 25.04% 2.497%
8 8.166 988 991 995 rBV 23024 19973 3.60% 0.359%
9 8.237 999 1003 1009 rBV 584588 517721 93.33% 9.309%
10 8.925 1117 1120 1124 rVB 9015 8059 1.45% 0.145%
11 9.307 1181 1185 1192 rBV 286509 265429 47 .85% 4_.773%
12 9.372 1192 1196 1201 rVB 19613 23291 4._.20% 0.419%
13 9.701 1246 1252 1256 rBvV2 32305 40000 7.21% 0.719%
14 9.901 1281 1286 1290 rBV 27458 28660 5.17% 0.515%
15 9.948 1290 1294 1298 rvv4 18585 23138 4.17% 0.416%
16 9.995 1298 1302 1308 rVvVv 625590 554724 100.00% 9.975%
17 10.307 1350 1355 1358 rBvV7 5833 10024 1.81% 0.180%
18 10.401 1368 1371 1373 rVB 42880 31216 5.63% 0.561%
19 10.619 1403 1408 1411 rBvV 39535 46346 8.35% 0.833%
20 10.707 1421 1423 1427 rVB3 7821 7775 1.40% 0.140%
21 10.742 1427 1429 1433 rBV2 9829 8545 1.54% 0.154%
22 10.789 1433 1437 1443 rBV 148473 151468 27.31% 2.724%
23 10.848 1444 1447 1449 rVvV 13761 13900 2.51% 0.250%
24 10.883 1449 1453 1462 rVB2 63310 99622 17.96% 1.791%
25 10.960 1462 1466 1472 rBVS 6478 14994 2.70% 0.270%
26 11.031 1474 1478 1482 rBV 31438 31339 5.65% 0.564%
27 11.066 1482 1484 1487 rBV2 12548 12169 2.19% 0.219%
28 11.101 1487 1490 1492 rVB4 12327 10873 1.96% 0.196%
29 11.160 1497 1500 1504 rVvB4 11104 10471 1.89% 0.188%
30 11.201 1504 1507 1508 rBV2 10862 8304 1.50% 0.149%
31 11.325 1525 1528 1530 rBV 44097 36642 6.61% 0.659%
32 11.354 1530 1533 1535 rVvVv 60932 57317 10.33% 1.031%
33 11.489 1552 1556 1563 rVB 607900 531525 95.82% 9.558%
34 11.572 1567 1570 1573 rBV3 8420 10358 1.87% 0.186%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF063018\

Data File : BF107019.D

Aca On : 30 Jun 2018 17:16 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

a?zgle : J3629-10 5X A0C20.01

ALS Vial : 16 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-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.601 1573 1575 1578 rVB3 12494 11675 2.10% 0.210%
36 11.636 1578 1581 1585 rBV2 22716 31271 5.64% 0.562%
37 11.672 1585 1587 1589 rBV3 9014 8102 1.46% 0.146%
38 11.701 1590 1592 1596 rBV2 17055 16915 3.05% 0.304%
39 11.754 1598 1601 1603 rVB 33966 28941 5.22% 0.520%
40 11.789 1603 1607 1611 rBV2 21000 31066 5.60% 0.559%
41 11.913 1626 1628 1633 rBV5 13469 20176 3.64% 0.363%
42 12.013 1643 1645 1648 rBV3 9931 12012 2.17% 0.216%
43 12.160 1667 1670 1673 rBVY 38976 38676 6.97% 0.695%
44 12.277 1688 1690 1695 rBV2 16673 17569 3.17% 0.316%
45 12.436 1714 1717 1720 rBVY 44082 44490 8.02% 0.800%
46 12.548 1733 1736 1738 rBV2 35202 31563 5.69% 0.568%
47 12.919 1797 1799 1801 rBV 25087 20896 3.77% 0.376%
48 13.066 1821 1824 1831 rVB 256160 249608 45.00% 4.488%
49 13.277 1858 1860 1862 rBVY 23893 15678 2.83% 0.282%
50 13.666 1924 1926 1932 rVB2 48659 50012 9.02% 0.899%

51 14.148 2004 2008 2012 rBV 482452 496649 89.53% 8.930%
52 15.695 2267 2271 2276 rVB 277734 337076 60.76% 6.061%

Sum of corrected areas: 5561325
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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\BF063018\

BF107019.D

30 Jun 2018 17:16

JussJ

J3629-10 5X

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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\BF063018\
Data File : BF107019.D

Aca On : 30 Jun 2018 17:16

Operator : JU/SJ

Sample : J3629-10 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.72 Concentration Rank 1

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

6.72 12.69 ng 264600 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
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 745 (6.719 min): BF107019.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 9.0 640 660 680 7.00
m/z 68.10 48.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LS S UL R
6.40 6.60 6.80 7.00
310 510 m/z 66.00 31.36%
‘ | P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 134.00 30.22%
104.0
140 27.0 390 510 00770 44, 115.0
Wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B Rl
132.0 6.40 6.60 6.80 7.00
m/z 69.10 21.77%
5000

63.0
1ﬂ)%03% &0 m ﬁo %leonm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107019.D

Aca On : 30 Jun 2018 17:16

Operator : JU/SJ

Sample : J3629-10 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 2

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

9.31 9.57 ng 265429 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 96
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 87
3 2.27-Oxvdipvridine 172 C10H8N20 053258-94-9 52
4 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 42
5 I-Norvaline, n-butoxycarbonyl-, ... 455 C27H53N04 1000320-78-3 37

Abundance Scan 1185 (9.307 min): BF107019.D (-1181) (-) m/z 172.10 100.00%
171
5000

9.00 9.20 9.40 9.60

51.0 9.9 850 990 1759 1331 15L1

o) S AL A 2 it SN N m/z 171.10 36.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172.0
5000 LI L L L L LB L BB LB |

9.00 9.20 9.40 9.60
m/z 170.10 24 .01%

85.0
M0 o, S0 7o D0 10 el
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
172.0
W ma
9.00 9.20 9.40 9.60
5000 m/z 173.10 12.98%
200 630 229 990 1150 133.0 1510
R B B S ma e e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39702: 2,2'-Oxydipyridine R a ma
172.0 9.00 9.20 9.40 9.60
m/z 85.00 6.43%
5000 78.0 118.0
51.0 144.0
‘\ 1040 |
...,....,....,....,....,....,...., e AR
m/z--> 20 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107019.D

Aca On : 30 Jun 2018 17:16

Operator : JU/SJ

Sample : J3629-10 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Dodecane, 2,6,11-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.88 3.75 ng 99622 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
2 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 86
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 86
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
Abundance Scan 1452 (10.878 min): BF107019.D (-1449) (-) m/z 57.00 100.00%
57.0
5000
113.1 10,60 10.80 11.00 11.20
141.1 )
S—" 1671 m/z 71.05 69.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71408: Dodecane, 2,6,11-trimethyl-
430 | 419
5000 AN SR LN S UL
10,60 10.80 11.00 11.20
m/z 43.00 58.73%
113.0
‘ Ll e20 | 1410 1690 197.0
m/z--> 20 40 eb ab 100 120 140 1é0 180 200 220 240 260 280
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 40.64%
85.0
113.0 169.0
290 141.0 197.0 267.0
Wﬁwﬁmﬁmﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- e e B R Mo
57.0 10.60 10.80 11.00 11.20
m/z 41.00 27 .33%
5000 85.0
23.0 113.0
L \ bl 0 1839 2110 2530 282.0
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107019.D

Aca On : 30 Jun 2018 17:16

Operator : JU/SJ

Sample : J3629-10 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.35 2.16 ng 57317 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86

4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 1532 (11.348 min): BF107019.D (-1530) (-) m/z 57.10 100.00%

57.1

5000

11.00 11.20 11.40 11.60
m/z 71.10 83.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L LB L
85.0 11.00 11.20 11.40 11.60
29.0 1150 m/z 43.00 47.02%
| \ o 1410 1830 2130 2530 282.0
T T e e e e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
B R B
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 46 .26%
113.0
1410 183.0 211.0 239.0 267.0 296.0
wwmmwwwwwwwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane R B
57.0 11.00 11.20 11.40 11.60
m/z 55.00 29.10%
85.0
5000
29.0
I | Lk \‘11:\30\14\10 197.0
I uily |
T e R e e e e e e e B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. OO 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107019.D

Aca On : 30 Jun 2018 17:16

Operator : JU/SJ

Sample : J3629-10 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 6 unknownl3.67 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.67 2.01ng 50012  Chrysene-di2 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Tridecanoic acid. pvrrolidide 267 C17H33NO 1000336-17-4 27

2 Pvrrolidine. 1-(13-methvl-1-oxot... 295 C19H37NO 056630-52-5 27
3 7-Ethvl-4_.6-undecandione 212 C13H2402 1000374-11-8 22
4 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 22
5 3-(4-Methyl-2,5-dioxo-4-imidazol... 186 C7H10N204 007511-46-8 16
Abundance Scan 1927 (13.672 min): BF107019.D (-1924) (-) m/z 57.05 100.00%
57.0
113.1 MJMNAV}MWAfV/RfNJ%V
5000 o
.1 210.1 Trryrrrryrrrr|yrrrryrrrr
36.0  169.1 33.2 266.2 2952 13.40 13.60 13.80 14.00
m/z 113.10 79.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116573: Tridecanoic acid, pyrrolidide
113.0
5000 lllllllllllllllllll
1340 13.60 13.80 14.00
55.0 m/z 97.10 69.34%
89 1400 1680 1970 240 2670
m/z--> 40 60 éo 160 150 140 160 180 200 220 240 260 280 300
Abundance
113.0
13.40 13.60 13.80 14.00
5000 m/z 55.00 39.24%
55.0
85.0 140.0 168.0 1960 224.0 252.0 295.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71075: 7-Ethyl-4,6-undecandione B
113.0 13.40 13.60 13.80 14.00
m/z 83.10 33.65%
5000
156.0
43.0 o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF063018\
Data File : BF107019.D

Acq On : 30 Jun 2018 17:16

Operator : JU/SJ

Sample - J3629-10 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 .72 6.72 12.7 ng 264600 1 6.95 417016 20.0
1,1"-Biphenyl, 2-__. 9.31 9.6 ng 265429 3 10.00 554724 20.0
Dodecane, 2,6,11-... 10.88 3.8 ng 99622 4 11.49 531525 20.0
Hexadecane, 2,6,1... 11.35 2.2 ng 57317 4 11.49 531525 20.0
unknownl13.67 13.67 2.0 ng 50012 5 14.15 496649 20.0
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