LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF080317\

Data File : BF097326.D

Aca On : 3 Aug 2017 19:39 Instrument :
Operator : SJ/JU BNA_F

Sample - 14541-13 ClientSampleld :
Misc : 72-11944

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517.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 3.863 330 336 343 rBV3 11411 28613 1.00% 0.092%
2 4_.575 452 457 478 rVB 675660 1131653 39.73% 3.645%
3 5.045 533 537 555 rBVY 2320647 2656374 93.26% 8.557%
4 6.116 715 719 732 rBVY 2541460 2848458 100.00% 9.175%
5 6.216 732 736 743 rVB 2434927 2579324 90.55% 8.309%
6 6.445 771 775 785 rVB 740832 701446 24.63% 2.260%
7 6.598 797 801 812 rBVY 1970988 1810510 63.56% 5.832%
8 7.016 868 872 887 rBVY 1793765 1742225 61.16% 5.612%
9 7.728 989 993 1001 rBV 982637 948115 33.29% 3.054%
10 8.798 1171 1175 1179 rBV 2443791 2449337 85.99% 7 .890%
11 8.898 1185 1192 1195 rBvV2 37112 39443 1.38% 0.127%
12 9.198 1240 1243 1248 rBV 371822 303868 10.67% 0.979%
13 9.422 1276 1281 1284 rBV 43203 44021 1.55% 0.142%
14 9.463 1284 1288 1292 rVV 1082265 957046 33.60% 3.083%
15 9.498 1292 1294 1298 rVB 47957 41188 1.45% 0.133%
16 9.922 1363 1366 1369 rVB 60062 51400 1.80% 0.166%
17 10.010 1378 1381 1384 rVB 33909 29140 1.02% 0.094%
18 10.139 1398 1403 1406 rBvV3 24296 32211 1.13% 0.104%

19 10.251 1418 1422 1428 rBV 1424596 1388255 48.74% 4._.472%
20 10.386 1442 1445 1455 rVB 84234 101243 3.55% 0.326%

21 10.704 1498 1499 1505 rVB5 26256 30937 1.09% 0.100%
22 10.833 1517 1521 1524 rVV 70694 61863 2.17% 0.199%
23 10.939 1535 1539 1541 rBV 903629 926720 32.53% 2.985%
24 10.957 1541 1542 1546 rVV 437184 351224 12.33% 1.131%
25 11.016 1546 1552 1556 rVB 118050 131010 4.60% 0.422%

26 11.180 1575 1580 1587 rBV2 50051 83522 2.93% 0.269%
27 11.257 1591 1593 1597 rVVv2 31280 33855 1.19% 0.109%
28 11.439 1621 1624 1626 rBV 76659 66071 2.32% 0.213%
29 11.463 1626 1628 1631 rVV 96265 90577 3.18% 0.292%

30 11.498 1631 1634 1639 rVV2 177454 228718 8.03% 0.737%

31 11.545 1639 1642 1645 rVV 142573 161136 5.66% 0.519%

32 11.569 1645 1646 1652 rVB 64096 47847 1.68% 0.154%
33 11.733 1671 1674 1676 rBV 54958 48404 1.70% 0.156%
34 11.769 1677 1680 1684 rVB 43658 48579 1.71% 0.156%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF080317\

Data File : BF097326.D

Aca On : 3 Aug 2017 19:39 Instrument :
Operator : SJ/JU BNA_F

Sample - 14541-13 ClientSampleld :
Misc : 72-11944

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.986 1714 1717 1719 rBV 64126 58992 2.07% 0.190%
36 12.021 1719 1723 1725 rVV3 38208 54642 1.92% 0.176%
37 12.074 1729 1732 1735 rVB3 58767 61212 2.15% 0.197%

38 12.139 1739 1743 1747 rBV 942704 830633 29.16% 2.676%
39 12.274 1763 1766 1773 rBV3 76693 134092 4.71% 0.432%
40 12.363 1776 1781 1784 rBV 822847 832211 29.22% 2.681%

41 12.421 1788 1791 1793 rBVY 35489 34428 1.21% 0.111%
42 12.492 1800 1803 1804 rBV 36785 38312 1.35% 0.123%
43 12.521 1804 1808 1811 rVV 1617539 1662695 58.37% 5.356%
44 12.586 1817 1819 1823 rVB 36444 43956 1.54% 0.142%
45 12.698 1831 1838 1841 rVB2 129597 182170 6.40% 0.587%
46 12.763 1846 1849 1852 rVVv2 89448 94008 3.30% 0.303%
47 12.798 1852 1855 1862 rVB2 97659 127238 4._47% 0.410%
48 12.886 1868 1870 1873 rBV 41150 37754 1.33% 0.122%
49 12.921 1873 1876 1878 rVV 44208 38098 1.34% 0.123%
50 13.210 1922 1925 1931 rVB 57556 61039 2.14% 0.197%
51 13.310 1939 1942 1944 rBV2 82804 86193 3.03% 0.278%
52 13.333 1944 1946 1948 rVB 57396 40788 1.43% 0.131%
53 13.357 1948 1950 1952 rBV 45689 36594 1.28% 0.118%
54 13.415 1957 1960 1962 rBV 61191 61090 2.14% 0.197%

55 13.439 1962 1964 1969 rVB2 109587 110088 3.86% 0.355%

56 13.557 1979 1984 1987 rBV2 790203 1092130 38.34% 3.518%
57 13.580 1987 1988 1992 rVB 360535 286638 10.06% 0.923%
58 13.663 1999 2002 2004 rVB 76997 66585 2.34% 0.214%
59 13.945 2048 2050 2053 rVB 62631 55215 1.94% 0.178%
60 14.410 2126 2129 2133 rBV2 130197 142544 5.00% 0.459%

61 14.551 2149 2153 2160 rBV 432653 665762 23.37% 2.145%
62 14.639 2165 2168 2171 rBV2 75839 81787 2.87% 0.263%
63 14.798 2192 2195 2200 rVB 233669 260904 9.16% 0.840%
64 14.851 2200 2204 2208 rBV 326466 363859 12.77% 1.172%
65 14.898 2208 2212 2215 rBV 490140 521316 18.30% 1.679%

66 16.098 2412 2416 2421 rVB 134821 235171 8.26% 0.758%

67 16.156 2423 2426 2434 rVB6 57524 80481 2.83% 0.259%
68 16.280 2445 2447 2452 rBvV4 40889 52076 1.83% 0.168%
69 16.456 2472 2477 2484 rVB2 113009 218988 7.69% 0.705%
70 17.292 2616 2619 2624 rBV7 22082 40948 1.44% 0.132%
71 17.609 2670 2673 2674 rBV3 25884 29925 1.05% 0.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.050 2747 2748 2751 rBV3 25089 29404 1.03% 0.095%

Sum of corrected areas: 31044299
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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:\HPCHEMI\BNA F\DATA\BF080317\

BF097326.D

3 Aug 2017 19:39

SJ/Ju

14541-13

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4_.57 32.27 ng 1131650 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 456 (4.569 min): BF097326.D (-452) (-) m/z 43.00 100.00%
43.0
59.0 A\_
5000
| me 350 4w 4k 480 50
oSN 1 NSO M S m/z 59.00 52.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I R AL
59.0 420 440 460 4.80 5.00
m/z 101.10 14.13%
31.0 g30 1010
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
420 440 460 4.80 5.00
5000 41.0 m/z 58.00 13.64%
29.0
87.0
ol 150 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T .
59.0 420 440 4.60 4.80 500
m/z 41.05 8.48%
5000 41.0
0 I L 730 1260 1420
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 1§o 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.22 Concentration Rank 1

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

6.22 73.54 ng 2579320 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 737 (6.222 min): BF097326.D (-732) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 | o1 580 6.00 620 6.40 6.60
obrrerr ettt 0 880 L t070 WL h77 68.10  38.35%
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 R
5000 I UL I AR I
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.14%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 6.40 6.60
5000 m/z 66.00 24 .95%
33.0 44.0 105.0

70.0
56.0 86.0

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e BRams B
132.0 580 6.00 620 6.40 6.60
m/z 69.10 14 .95%
5000
104.0
66.0
ol 140 270 390 510 7710 g90 || 1150 ||
S L PU N TP S V. 0N | L IS | A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.39 2.18 ng 101243 Phenanthrene-d10 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 86
3 Pentadecane 212 C15H32 000629-62-9 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 1446 (10.392 min): BF097326.D (-1442) (-) m/z 57.05 100.00%
57.0
5000
41
113.1 1401  168.1 10.00 10.20 10.40 10.60 10.80
(o} m/z 43.05 66.91%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 R DR B BN
85.0 mmmmmmmmmm
41,0 m/z 71.10 48.42%
0L..200] “\ [ ‘ 1130 | 1410 184.0
miz--> B 4o 6 80 100 130 140 180 180 20
Abundance
57.0
85.0 10.00 10.20 10.40 10.60 10.80
5000 a1lo m/z 85.05 35.66%
141.0
o150 | L0 00
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane L B m a SR St
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.05 27 .96%
5000 85.0
41/0
m/z--> 2'0 4'0 6|O 8|O 1(')0 150 14'10 1('30 15';0 2(')0 ' 10 00 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.50 4.94 ng 228718 Phenanthrene-d10 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1634 (11.498 min): BF097326.D (-1631) (-) m/z 43.05 100.00%
| | /\,\J.,\(\/Jt/\m
5000
129.1
97.0 R EARERERE RS
J‘L 157.1 1852 2132 256.3 11.'20 11.'40 11.|60 11.|80
ob el m/z 59.95 96.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 AT T
nmnmnmnm
m/z 73.00 87.94Y%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.10 73.48%
83.0
157.0 1850 213.0 256.0
o 40,0 110.0 '
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid R R B
43.0 |, 73.0 11.20 11.40 11.60 11.80
m/z 55.00 70.85%
5000 129.0 hMAmMﬂWKVNNJVJkﬁ\wﬁuwMwaqu
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.55 3.48 ng 161136 Phenanthrene-d10 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
3 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI1204 1000331-34-4 50
4 Carbonic acid. butvl 2-formvl-4.... 290 C12H12Cl1204 1000331-42-2 35
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 18

Abundance Scan 1643 (11.551 min): BF097326.D (-1639) (-) m/z 190.05 100.00%
19p.1
5000
e L 1 M e e VA o
165.1 11.20 11.40 11.60 11.80
ol u3l1 2310 m/z 189.10 97.95%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.20 11.40 11.60 11.80
' m/z 192.10 51.64%
oL 30 630 | 1100 1370 1630 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189.0
11.20 1140 11.60 11.80
5000 m/z 191.10 49.66%
94.0
163.0
N R U I S L L S S WL WA
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111816: Carbonic acid, ethyl 2-formyl-4,6-dichlorophenyl ...
190.0 11.20 11.40 11.60 11.80
m/z 94.60 28.11%
5000
2% w0 e o MO ) o
mz-> 20 40 60 80 100 120 140 160 180 200 220 11.20 1140 11.60 11.80

8270-BF072517.M Fri Aug 04 13:38:39 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 7 n-Decanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.27 2.46 ng 134092 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 55
2 Tridecanoic acid 214 C13H2602 000638-53-9 52
3 Maltose 342 C12H22011 000069-79-4 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 1765 (12.268 min): BF097326.D (-1763) (-) m/z 43.00 100.00%
43.0
73.0
5000
97.0 129.1 218.1 —
161.9181-1199.1 241.1 12.00 12.20 12.40 12.60
Obrrr i m/z 55.00 72 .62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39472: n-Decanoic acid
60.0
41.0
w000 1290 "2l60 20 120 260
87.0 m/z 41.05 71.12%
‘ “ 172.0
Ouuuluuuu‘l‘...“ ||||||‘|||‘|‘||q|‘|||||| \|1|5|3|'(|)”l| R Ra R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
43.0 112.00 12.20 12,40 12.60
5000 129.0 m/z 59.95 67 .59%
171.0
97.0 214.0
152.0
e N R R R SR SRR SRS SRR SRR SRR SERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #177853: Maltose
73.0 12.00 12.20 12.40 12.60
m/z 57.00 64 .31%
5000 43.0 970
18.0
oL HHI .“lH.“. E I‘ ‘I‘H.‘ \I \l “IM' A Iulllzlﬁlwol:lAl‘sl ?:!'6? .0. : |].-9.].-.0 - .2.2|1.(.). R T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 8 Fluoranthene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.34 ng 182170 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 94
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 87
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 76
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 1838 (12.698 min): BF097326.D (-1831) (-) m/z 216.05 100.00%
216.1
5000
107:5 12.40 12.60 12.80 13.00
63.0 189.1 244.1 : : : :
ol 40.0 SUS! N LS R m/z 215.10 83.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74424: Fluoranthene, 2-methyl-
216.0
5000
12.40 12.60 12.80 13.00
108.0 m/z 213.10 22.50%
0 510 810 | | 1390 1630 190 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216.0
12.40 12.60 12.80 13.00
5000 m/z 107 .50 18.91%
0 28.0 50.0 81.0 107.0 139.0 1630 1890
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl- B e B e RRREE R

216.0 12.40 12.60 12.80 13.00
m/z 217.10 17.76%

5000
95.0 189.0
ol140 390 630 | 1220 163.0 | M\ Ww

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12.60 12.80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.33 ng 127238 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 96
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 89
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 89
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 89
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
Abundance Scan 1855 (12.798 min): BF097326.D (-1852) (-) m/z 216.10 100.00%
216.1
5000
107.8 189.1
. 88, 163.0 12.40 12.60 12.80 13.00 13.20
ol 0,100 1371 e m/z 215.10  63.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74415: Pyrene, 1-methyl-
216.0
5000
12.40 12.60 12.80 13.00 13.20
189.0 m/z 232.10 37.10%
0 410 630 870 d 1340 1630 | ‘m
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
216.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 217.10 17.91%

107.0
14.0 44.0 63.0 81.0 139.0 163.0 189.0

N AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene [aTusa T A LA
216.0 12.40 12.60 12.80 13.00 13.20
m/z 213.05 17 .54%
5000
107.0
0 39.0 63.0 810 139.0 163.0 189.0
I e A DR AR BRARE S s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 10 1-Octadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.02 ng 110088 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 93
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 83
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 81
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 81
Abundance Scan 1964 (13.439 min): BF097326.D (-1962) (-) m/z 57.10 100.00%
57.1
5000 831 Q“wwuhwmjkﬂ,vwﬁﬂ\\,Anwrmjmh,ﬂuu
2901 253.1275.1 13.20 13.40 13.60 13.80
Obrrprriflre m/z 55.00 84.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104184: 1-Octadecene
57.0
83.0
5000 HRIRA BALIRN BN BN SR
290 13.20 13.40 13.60 13.80
m/z 43.10 74 .00%
0 | 1390 168.0 196.0 224.0 252.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0 " 1320 13.40 13.60 13.80
5000 m/z 69.05 51.55%
29.0 111.0

139.0 168.0 196.0 92270 258.0

]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #104157: E-15-Heptadecenal b RRREE EE s

43.0 13.20 13.40 13.60 13.80
m/z 83.10 50.56%
h WLMMW

o ‘ 139.0 168.0 196.0 224.0 252.0
A RAaasmas R AAREERES B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 11 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.41 5.47 ng 142544 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 81
2 Supraene 410 C30H50 007683-64-9 74
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 Farnesol isomer a 222 C15H260 1000108-92-4 62
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
Abundance Scan 2129 (14.410 min): BF097326.D (-2126) (-) m/z 69.10 100.00%
69.1
5000 MJW
137 2541 14100 14120 1040 1460 1450
390 07.1 12241
oL 30w PGh 1 19112281 ) Tasan a2 L7 78y 10 53.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AR SR BRI SURBLR

14.00 14.20 14.40 14.60 14.80
m/z 41.00 29.73%

137.0
o e ﬂroﬂ 0“ 1910 2310 273.0 341.0 410.0
e e e AL
mz--> 50 100 150 200 250 300 350 400
Abundance
69.0
e = o
14.00 14.20 14.40 14.60 14.80
5000 m/z 68.05 13.15%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0
. —
mz--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A EEE TS
69.0 14.00 14.20 14.40 14.60 14.80
m/z 95.10 12.60%
5000
137.0
o250, J.’d‘,’?".u B — S
mz--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 13 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.80 10.01 ng 260904 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 94
4 Pervlene 252 C20H12 000198-55-0 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 2195 (14.798 min): BF097326.D (-2192) (-) m/z 252.10 100.00%

25p.1
5000

125.1

14.40 14.60 14.80 15.00 15.20
224.1
0‘39.0 74.0 100. 169.9 198.1 288.2  329.2355.2 m/z 250.10 29 _54Y%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252.0

5000
14.40 14.60 14.80 15.00 15.20

m/z 253.10 20.06%

5.0
39.0 740990”m 150.0 1%02%0 M

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 125.10 16.44%

126.0
39.0 74.0 100.0 151.0 198.0224.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104224: Benzo[K]fluoranthene L B
252.0 14.40 14.60 14.80 15.00 15.20
m/z 126.10 14 .99%

5000
126.0
0 74.0 99.0; | 19802240 ‘

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097326.D

Aca On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 14 unknownl6.16 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.16 3.09 ng 80481 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacene 278 C22H14 000135-48-8 38
2 Dibenzla.hTanthracene 278 C22H14 000053-70-3 38
3 1.3-Diamino-7.9-dichlorobenzolfl... 278 C12H8CI2N4 037521-58-7 35
4 Benzolbltriphenvlene 278 C22H14 000215-58-7 32
5 Pyrimidine, 5-ethyl-2-(4"-fluoro... 278 C18H15FN2 095495-16-2 30

Abundance Scan 2427 (16.162 min): BF097326.D (-2423) (-) m/z 278.10 100.00%

278.1
50001 43.0

8L1 111.1 138.0

.
S
8082 3411 15.80 16.00 16.20 16.40

163.1 200.1 251.2
27

0 m/z 43.05 42 .42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #126210: Pentacene
278.0
5000 LA L L L L L L

15.80 16.00 16.20 16.40
139.0 m/z 81.10 30.26%

51.0 84.0 113.0 163.0 200.0224.0 250.0

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
278.0
T
15.80 16.00 16.20 16.40
5000 m/z 279.10 27.26%
139.0
0[39.0 63.0 87.0 113.0 174.0 200.0224.0 250.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 ¢
Abundance #125436: 1,3-Diamino-7,9-dichlorobenzolf]quinazoline e e S .
278.0 15.80 16.00 16.20 16.40

m/z 138.00 26.11%

5000

74.0 98.0
R AEEEEREEE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 80 16. 00 16. 20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080317\
Data File : BF097326.D

Acq On : 3 Aug 2017 19:39

Operator : SJ/JU

Sample : 14541-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
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]
2-Pentanone, 4-hy... 4_57 32.3 ng 1131650 1 6.45 701446 20.0
unknown6 .22 6.22 73.5 ng 2579320 1 6.45 701446 20.0
Tridecane 10.39 2.2 ng 101243 4 10.94 926720 20.0
Tridecanoic acid 11.50 4.9 ng 228718 4 10.94 926720 20.0
4H-Cyclopenta[def... 11.55 3.5 ng 161136 4 10.94 926720 20.0
n-Decanoic acid 12.27 2.5 ng 134092 5 13.56 1092130 20.0
Fluoranthene, 2-m... 12.70 3.3 ng 182170 5 13.56 1092130 20.0
Pyrene, l-methyl- 12.80 2.3 ng 127238 5 13.56 1092130 20.0
1-Octadecene 13.44 2.0 ng 110088 5 13.56 1092130 20.0
Squalene 14.41 5.5 ng 142544 6 14.90 521316 20.0
Benzo[e]pyrene 14.80 10.0 ng 260904 6 14.90 521316 20.0
unknownl6.16 16.16 3.1 ng 80481 6 14.90 521316 20.0
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