LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089638.D

Acq On - 5 Aug 2016 19:25 Instrument :
Operator : UM/SJ ?:'I\:gﬁ't:Sam ol
3?22Ie ; H4292-11 351z&mNp
ALS Vial : 43 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 height area % max. total
1 4.661 266 269 283 rBvY 168319 383388 29.95% 2.498%
2 5.336 326 328 351 rBVY 562377 1107280 86.50% 7.214%
3 5.930 377 380 385 rvB 9364 14719 1.15% 0.096%
4 6.993 470 473 480 rBVY 681771 1088797 85.05% 7.094%
5 7.096 480 482 494 rVB 869673 1249641 97.62% 8.142%
6 7.439 510 512 519 rBvV 187645 279738 21.85% 1.823%
7 7.679 530 533 546 rBvY 737423 938672 73.33% 6.116%
8 8.353 589 592 602 rBY 457124 696945 54.44%  4.541%
9 9.473 687 690 696 rBVY 267625 394888 30.85% 2.573%
10 11.256 842 846 848 rBV 909800 1280121 100.00% 8.340%
11 11.942 903 906 909 rBvV 137875 185868 14.52% 1.211%
12 12.068 915 917 921 rVB 21225 34488 2.69% 0.225%
13 12.297 934 937 939 rBV 303792 400826 31.31% 2.611%
14 12.342 939 941 945 rvB2 20048 31698 2.48% 0.207%
15 13.154 1008 1012 1014 rVvV 33942 43364 3.39% 0.283%
16 13.188 1014 1015 1020 rVB3 7324 13523 1.06% 0.088%
17 13.508 1037 1043 1047 rBvV2 11475 33136 2.59% 0.216%
18 13.577 1047 1049 1054 rBV 355810 565207 44.15% 3.682%
19 13.920 1077 1079 1084 rBV 35805 68454 5.35% 0.446%

20 14.685 1140 1146 1148 rBV 240185 339424 26.51% 2.211%

21 14.720 1148 1149 1154 rVV 78692 110584 8.64% 0.720%

22 14.811 1154 1157 1160 rVvVv 33563 49038 3.83% 0.319%
23 15.325 1200 1202 1206 rBV 8532 14974 1.17% 0.098%
24 15.485 1213 1216 1218 rBV 16259 19642 1.53% 0.128%
25 15.531 1218 1220 1222 rVV 18197 24902 1.95% 0.162%
26 15.600 1222 1226 1227 rVV3 11764 25838 2.02% 0.168%
27 15.634 1227 1229 1231 rVV 34607 51062 3.99% 0.333%
28 15.691 1231 1234 1243 rVB2 59104 122240 9.55% 0.796%
29 15.943 1253 1256 1258 rBV 17905 31726 2.48% 0.207%
30 16.285 1284 1286 1288 rBV 16514 25178 1.97% 0.164%
31 16.331 1288 1290 1292 rVV 10120 17613 1.38% 0.115%
32 16.400 1295 1296 1300 rVB 14342 23954 1.87% 0.156%
33 16.491 1301 1304 1308 rBV 235699 285235 22.28% 1.858%
34 16.628 1311 1316 1318 rBV 16945 31386 2.45% 0.204%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089638.D

Acq On - 5 Aug 2016 19:25 Instrument :
Operator : UM/SJ ?:'I\:gﬁ't:Sam ol
3?22Ie ; H4292-11 351z&mNp
ALS Vial : 43 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.788 1328 1330 1336 rBV 215838 302272 23.61% 1.969%

36 16.914 1339 1341 1344 rVB 69259 76823 6.00% 0.501%
37 16.983 1345 1347 1350 rBV 16875 33378 2.61% 0.217%
38 17.051 1350 1353 1356 rVvVv 681630 792551 61.91% 5.164%
39 17.120 1356 1359 1365 rVB4 17390 40928 3.20% 0.267%
40 17.234 1365 1369 1370 rBV2 17988 34230 2.67% 0.223%
41 17.257 1370 1371 1375 rVB 28751 38338 2.99% 0.250%
42 17.348 1375 1379 1381 rBVY 23067 31184 2.44% 0.203%
43 17.394 1381 1383 1387 rBV2 27202 51878 4._.05% 0.338%
44 17.508 1390 1393 1395 rVv2 15350 21733 1.70% 0.142%
45 17.840 1414 1422 1425 rBV2 40610 81669 6.38% 0.532%
46 17.909 1426 1428 1429 rVV 18751 25873 2.02% 0.169%
47 17.931 1429 1430 1435 rVB 20388 32826 2.56% 0.214%
48 18.069 1438 1442 1443 rVV 16934 33621 2.63% 0.219%
49 18.126 1445 1447 1448 rVV2 14252 19533 1.53% 0.127%
50 18.160 1448 1450 1453 rVB2 13062 17166 1.34% 0.112%
51 18.217 1453 1455 1457 rVB 16881 24880 1.94% 0.162%

52 18.309 1460 1463 1466 rBV2 74100 127246 9.94% 0.829%
53 18.389 1466 1470 1472 rVV2 314063 576631 45.05% 3.757%
54 18.423 1472 1473 1476 rVV 139974 132407 10.34% 0.863%

55 18.514 1479 1481 1483 rVB 13725 17356 1.36% 0.113%
56 18.583 1483 1487 1492 rBV4 18983 42018 3.28% 0.274%
57 18.663 1492 1494 1496 rBV2 12017 17626 1.38% 0.115%
58 18.720 1496 1499 1505 rVB3 22881 46526 3.63% 0.303%
59 18.891 1508 1514 1516 rBV 42627 96798 7.56% 0.631%
60 18.926 1516 1517 1519 rVB 14243 16431 1.28% 0.107%
61 18.971 1519 1521 1522 rBV2 8687 13776 1.08% 0.090%
62 19.006 1522 1524 1525 rVB2 16096 15812 1.24% 0.103%
63 19.063 1525 1529 1530 rBV3 10924 27077 2.12% 0.176%
64 19.109 1531 1533 1536 rBvV 51965 69349 5.42% 0.452%
65 19.269 1544 1547 1548 rBV3 8779 14136 1.10% 0.092%
66 19.303 1548 1550 1555 rVV5 9117 21517 1.68% 0.140%
67 19.486 1563 1566 1568 rVVv2 34861 54824 4.28% 0.357%
68 19.543 1569 1571 1573 rVV 17491 24073 1.88% 0.157%
69 19.646 1577 1580 1586 rVvVv 179450 458139 35.79% 2.985%
70 19.760 1588 1590 1592 rVB 32602 44693 3.49% 0.291%

71 19.852 1594 1598 1604 rBV3 97306 266940 20.85% 1.739%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080516\

Data File : BF089638.D

Acq On - 5 Aug 2016 19:25 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; H4292-11 SSlZ&ﬂNp
ALS Vial : 43 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 19.932 1604 1605 1609 rVvVv 89468 130398 10.19% 0.850%
73 19.989 1609 1610 1613 rVV 109476 176492 13.79% 1.150%
74 20.046 1613 1615 1623 rVB2 198934 333536 26.06% 2.173%

75 20.172 1624 1626 1628 rVV 16972 26814 2.09% 0.175%
76 20.332 1638 1640 1644 rVB2 43786 63094 4_.93% 0.411%
77 20.526 1654 1657 1659 rBV2 90621 144333 11.27% 0.940%
78 20.560 1659 1660 1663 rVB3 26098 33185 2.59% 0.216%
79 20.903 1688 1690 1692 rBV 15323 22541 1.76% 0.147%
80 21.120 1706 1709 1711 rVB2 21006 31430 2.46% 0.205%

81 21.235 1716 1719 1723 rVB2 65801 120840 9.44% 0.787%
82 21.360 1726 1730 1733 rBV2 62526 130764 10.21% 0.852%

83 21.417 1733 1735 1739 rVB3 13763 25480 1.99% 0.166%
84 21.577 1746 1749 1753 rBvV 36419 74121 5.79% 0.483%
85 21.669 1753 1757 1761 rBV3 34268 87248 6.82% 0.568%
86 21.875 1772 1775 1780 rBV5 11257 35713 2.79% 0.233%
87 22.057 1788 1791 1795 rVB5 10021 22562 1.76% 0.147%
88 22.183 1800 1802 1805 rVB3 9208 16059 1.25% 0.105%
89 22.423 1820 1823 1826 rBV3 16800 42564 3.32% 0.277%
90 22.480 1826 1828 1836 rVB5 14228 41307 3.23% 0.269%
91 22.686 1843 1846 1848 rBV3 7950 19217 1.50% 0.125%
92 23.326 1898 1902 1910 rBv4 10194 45395 3.55% 0.296%
Sum of corrected areas: 15348900
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089638.D

800000
7.68

6.99
600000 534

8.35
400000

200000 4.66 7.44

5.93

T T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF089638.D
11126

T
9.00

T T
8.00 8.50

T
7.50

800000

600000

400000 13.58

200000

p.
[\

o - . . —
Time--> 9.50 10.00 1050 11.00 1150 12.00 12.50 13.00

13.50 14.00  14.50 15.00  15.50 16.00  16.50

Abundance TIC: BF089638.D
800000
17.05
600000
400000
18.39

200000

21233
56 20,901 1R

25
L EDIBIB2M 60 23.33

O i e R e e I e e S B S B e N T

Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 2050 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.66 27.41 ng 383388 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 269 (4.661 min): BF089638.D (-266) (-) m/z 43.10 100.00%
a3
59
5000
101 S [ S
51| 83 4.40 4.60 4.80 5.00
o U £ S O L — m/z 59.10 62.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LR L A AR
59 440 460 480 5.0
m/z 101.10 23.29%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 15.59%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime  Emmma e A ERamm
43 4.40 4.60 4.80 5.00
m/z 41.10 9.79%
5000
101
15 58
|| 60 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY U IR L L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 2 unknown7.10 Concentration Rank 1

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

7.10 89.34 ng 1249640 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 482 (7.096 min): BF089638.D (-480) (-) m/z 132.00 100.00%
5000 68 ¥
40 54 % J 6.80 7.00 7.20 7.40
ol A S | — m/z 68.10 45.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.80 7.00 7.20 7.40
31 51 78 m/z 134.00 32.76%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.05 29.32%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.73%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 4 Octane, 2,4,6-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.92 4.03 ng 68454 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 80
2 Tetradecane 198 C14H30 000629-59-4 80
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 59
Abundance Scan 1079 (13.920 min): BF089638.D (-1077) (-) m/z 57.10 100.00%
43 71
5000 85
99 RN SUNLILE SRR
113 13.60 13.80 14.00 14.20
0 et e mM/Z 43.10  70.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl-
57
43
5000 SRR AR UL SRR
13.60 13.80 14.00 14.20
29 185 m/z 71.10 67.34%
0 \‘ \‘\ \‘\ 1l \‘ 9\9 113 127 141 156
LR FUELELEL FULLEL SURLELELSN SURLRLELAS UL DU LIRS DRSS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
71 13.60 13.80 14.00 14.20
5000 85 m/z 85.10 48 _.41%
29
ol 15 9 113 127 141 155 169 198
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester
57 13.60 13.80 14.00 14.20
43 m/z 41.10 37 .68%
71 gg
5000
29 113
0"'Iﬂh'w"wl"'W'”'??”ﬂ'l'”'l"'W'"'P"'I” R UNAERRARRAR AR A RAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.63 3.01 ng 51062 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 80
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 72
3 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
4 2-Ethylthio-5-chloro-pyrimidin-4... 190 C6H7CIN20S 106146-79-6 12
5 3-Chloropropionic acid, 2-bromo-... 280 C9H7BrCIFO2 1000293-65-0 10
Abundance Scan 1229 (15.634 min): BF089638.D (-1227) (-) m/z 189.10 100.00%
149
5000 A
55 94 - ”.. B W
a1 69 82 111 1‘|35 1540 1560 15.80 16.00
o S 1 RS MMM | - m/z 190.10 99.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 T ---- AR R AR

o4 15.40 15.60 15.80 16.00
m/z 191.05  37.83%

0 27 39 50 63 8L | 170122 137 150 163 178 ||
SMNS VAR W0 N [ L U S Svad LY -
miz-—> 20 40 60 80 100 120 140 160 180
Abundance

189

15.40 15. 60 15. 80 16.00

5000 m/z 192.10 34 .34%
94
81 163
o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52771: 2,2-Bis(4,5-dimethylimidazole) e
42 190 15.40 15.60 15.80 16.00

m/z 94.60 26 .85%

5000 122
162
53
28 94
66 175
-
R T | vl ‘ “
e Ol B S

m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 6 Undecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.69 7.20 ng 122240 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 59
2 Decanoic acid, silver(l+) salt 278 C10H19Ag02 013126-67-5 53
3 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 30
Abundance Scan 1234 (15.691 min): BF089638.D (-1231) (-) m/z 73.00 100.00%
43
5000
129
97 149
| | 185 213 15.40 15.60 15.80 16.00
0 e | m/z 60.00 86.23%
m/z--> 50 100 150 200 250 300 350
Abundance #50053: Undecanoic acid
60
4
5000 L AR U UL UL
15.40 15.60 15.80 16.00
g5 129 m/z 43.10 85.80%
‘ 157 186
oL ‘.‘ "“\i”“‘““ ‘.““H.“hlg-:lﬁ-@.“. .‘ : L .‘. e g
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 155 ' 15.40 15.60 15.80 16.00
5000 129 m/z 41.10 71.83%
98
ol Ml gl ) 217 279 330 387
m/z--> 50 100 150 200 250 300 350
Abundance #44210: d-Glucohexodialdose e
73 15.40 15.60 15.80 16.00
m/z 55.05 65.80%
5000{ 29
101
0 5‘ L 13\1 161
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 15.'40 15.|60 15.|80 16.|00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 7 Hexadecanoic acid, butyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.91 2.66 ng 76823 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 83
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 64
3 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 38
4 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 35
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 1341 (16.914 min): BF089638.D (-1339) (-) m/z 56.10 100.00%
56
5000
73
129 rryrrrryrrrryTrTrrryroroTT
3 101 165 185,09 1 23957 16.60 16.80 17.00 17.20
o m/z 57.10 56.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LA PR AR U SRR
16,60 16.80 17.00 17.20
29 257 m/z 43.10 44 .21%
101 185 213 239 312
0...“Ly.w.. WJL.ﬂu.N.qu.L.,”%?i..............ﬂ...:...?Q?..“..w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
16.60 16.80 17.00 17.20
5000 m/z 41.10 44 .07%
29 73
o 71137 157 185 213 23927 5 31
T T e T T e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I 1

Abundance #81260: 1-Pentadecene, 2-methy!- T
16.60 16.80 17.00 17.20

m/z 55.10 37 .55%

5000
83

-

111 135153168 196 224
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1660 16.80 17.00 17.20

8270-BF080416.M Mon Aug 08 04:45:32 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 8 Butyl myristate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.84 2.83 ng 81669 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl myristate 284 C18H3602 000110-36-1 58
2 1-Piperidinyloxy, 4-(hydroxyimin... 185 C9H17N202 003229-75-2 27
3 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 27
4 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27
Abundance Scan 1422 (17.840 min): BF089638.D (-1414) (-) m/z 56.10 100.00%
56
41
5000 73
129 230
|| 101145 185 215 267 285 17.60 17.80 18.00 18.20
Ot e m/z 57.10 57.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131256: Butyl myristate
56
5000 41 LIS IR SULIULE BN U
229 17.60 17.80 18.00 18.20
129 211 m/z 41.10 45 _.32%
0 2 l A “ H‘ M\ \H\ ! \\‘5 143 17118\5 | \‘\ 255269284
m/z--> 20 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
56
1760 17.80 18.00 18.20
5000 M m/z 43.10 41.49%
82 140
0 15 98113 155171185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl- R AREEEEES T
56 17.60 17.80 18.00 18.20
m/z 55.10 36.31%
5000
41 70
ol 2 U | | e 128
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BF080416.M Mon Aug 08 04:45:33 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 9 Behenic alcohol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.31 4.41 ng 127246 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
Abundance Scan 1463 (18.309 min): BF089638.D (-1460) (-) m/z 83.10 100.00%
57
>0 T JxNAhAA_Aw_ﬁ,/\\MAA_-,W,AM_
3 139 sy 229 260 18.00 18.20 18.40 18.60
ol ! m/z 57.10 93.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 11 IR AR AR A
18.00 18.20 18.40 18.60
- m/z 55.10 89.43%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
18.00 18.20 18.40 18.60
5000 11 m/z 43.10 85.86%
29 139

167 195 222 250 280 308 336

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol o B B e B

55 83 18.00 18.20 18.40 18.60

m/z 69.10 84.21%
5000
29
ol \ 167 196 238 266 294
Asaanseaaesieate s B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60

8270-BF080416.M Mon Aug 08 04:45:34 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 10 Benz[a]anthracene, 7-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.89 3.36 ng 96798 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 93
2 Chrysene, 1-methyl- 242 C19H14 003351-28-8 87
3 Chrysene, 6-methyl- 242 C19H14 001705-85-7 86
4 Chrysene, 5-methyl- 242 C19H14 003697-24-3 83
5 Benz[a]anthracene, l-methyl- 242 C19H14 002498-77-3 81
Abundance Scan 1514 (18.891 min): BF089638.D (-1508) (-) m/z 242.10 100.00%
242
5000
\n__ ANV TN
94 107121 163 187200213226 18.60 18.80 19.00 19.20
ol 41 55 69 81 138 10 G m/z 241.15  30.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96048: Benz[a]anthracene, 7-methyl-
242
5000
18.60 18.80 19.00 19.20
m/z 239.05 27.77%
0 50 63 78 94 107119 150163175187200213226 h\
m/z--> 20 40 60 80 100 120 140 160 180 200 250 250
Abundance
242
18:60 18:80 19.00 19.20
5000 m/z 243.10 22.71%
120
o 51 63 82 95107 150163 187200213226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96036: Chrysene, 6-methyl-
242 18.60 18.80 19.00 19.20
m/z 240.10 15.77%
5000
120 926
oL 1628 50 63 81 9419 | 137150163175187200213 7 |
m/z--> 20 40 60 80 100 120 140 160 180 200 250 240 18.60 18.80 19.00 19.20

8270-BF080416.M Mon Aug 08 04:45:35 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 11 4,6%-Biazulenyl Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.49 3.29 ng 54824 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,6"-Biazulenyl 254 C20H14 094154-49-1 60
2 4,5-Dihydrobenzo[e]pyrene 254 C20H14 095676-42-9 52
3 1,1"-Binaphthalene 254 C20H14 000604-53-5 49
4 1,2-Dihydrobenzo[b]fluoranthene 254 C20H14 100516-13-0 47
5 9,10[1",2"]-Benzenoanthracene, 9... 254 C20H14 000477-75-8 43
Abundance Scan 1566 (19.486 min): BF089638.D (-1563) (-) m/z 253.10 100.00%
243
57
5000 [
99 113126 DN AAIL R
161 176 193 5, 19.20 19.40 19.60 19.80
o} m/z 254.10 85.24%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105910: 4,6'-Biazuleny!l
253
5000
126 19.20 19.40 19.60 19.80
0,
43 57 7 113 926230 m/z 57.10 65.14%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
253
19,20 19.40 19.60 19.80
5000 m/z 71.10 48.94%
113125 224 239
O R B e o o O o ot St SR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105920: 1,1'-Binaphthalene i B T o B M B
254 19.20 19.40 19.60 19.80
m/z 43.10 44 _66%
5000
126 239
oL 28 5163 87 10018 | 150163 187200213226 \
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 19.40 19.60 19.80

8270-BF080416.M Mon Aug 08 04:45:36 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 12 Benzo[e]pyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.76 2.68 ng 44693 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
3 Perylene 252 C20H12 000198-55-0 90
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81

Abundance Scan 1590 (19.760 min): BF089638.D (-1588) (-) m/z 252.10 100.00%

252

5000

125

19.40 19.60 19.80 20.00
m/z 250.10 30.41%

o 151 175189 og7 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene

252

5000 e HE
19.40 19.60 19.80 20.00

m/z 253.10 24 .81%

125
39 63 83 98111 | 146 174 200 224237‘H

T - e e R A Tl T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
R e IR ER e
19.40 19.60 19.80 20.00
5000 m/z 251.20 12.75%
2126
o 74 991l 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene
252 19.40 19.60 19.80 20.00
m/z 125.00 11.38%
5000
126
oL27 50 74 99112 | 150 174 198 224237 H
R L AR BAARE R s as EE s B o S R R A NAREEE RS S LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00

8270-BF080416.M Mon Aug 08 04:45:36 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 13 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.85 16.01 ng 266940 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 93
Abundance Scan 1598 (19.852 min): BF089638.D (-1594) (-) m/z 57.10 100.00%
5 g3
5000
(67 187 200 237 1660 1080 20/00 2020
o’ m/z 83.10 81.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecy! ester
7 8

:

19.I60 19.I8O 20.IOO 20.I20
m/z 55.10 80.56%

5000

238 266

126 154169 191 210 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55 83
T
19.60 19.80 20.00 20.20
5000 11 m/z 43.10 78.59%
29 139

167182 210 238 264280 308

-

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol T
19.60 19.80 20.00 20.20
m/z 97.10 78.20%
- xNvJ““NNJ\“ﬁ_JJ/\\_,k,vh¢A-\J\
0 139 167182 210 238 266 294

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.60 19.80 20.00 20.20

8270-BF080416.M Mon Aug 08 04:45:37 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 14 Perylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.93 7.82 ng 130398 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 99
2 Benzo[e]pyrene 252 C20H12 000192-97-2 98
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 97
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
5 Benzo[a]pyrene 252 C20H12 000050-32-8 95
Abundance Scan 1605 (19.932 min): BF089638.D (-1604) (-) m/z 252.10 100.00%
252
5000
125
112 224 268 19.60 19.80 20.00 20.20
o 43 69 87 145 161 179 200 237 282 n/z 250.10  29.00%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene
252
5000 RN SR

19.60 19.80 20.00 20.20
126 m/z 125.00 19.78%

oL27 50 74 9913 | 150 174 198 22437
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
R R ILRIE ma e
19.60 19.80 20.00 20.20
5000 m/z 253.10 19.66%
126
113
0 41 63 84 99 150 174 200 224237
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104223: Benzo[j]fluoranthene
252 19.60 19.80 20.00 20.20
m/z 126.00 18.01%
5000

126
3

11
0 39 63 84 99 150 174 200 224237
- IIIIIIIIIIIIIIIIIIIII
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20

8270-BF080416.M Mon Aug 08 04:45:38 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 15 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.33 3.78 ng 63094 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Heptadecanal 254 C17H340 1000376-70-0 87
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
4 11-Tetradecyn-1-ol acetate 252 C16H2802 033925-72-3 78
5 1,19-Eicosadiene 278 C20H38 014811-95-1 72
Abundance Scan 1640 (20.332 min): BF089638.D (-1638) (-) m/z 57.10 100.00%
43 §7
- LJL/L
138152 179 203 221 20.00 20.20 20.40 20.60
282
Obrrr s 237252 m/z 43.10 85.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
4
5000 IUNABUNAUARRA SRR
29 20.00 20.20 20.40 20.60
124 m/z 82.10 79.10%
. 138152166180194208222 250 68
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
I 82 IUNABUNRRAUARA SRR
20.00 20.20 20.40 20.60
5000 96 m/z 96.10 60.13%

29

10454
0 138152166180194208 236 254

W‘Wmmwwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117616: Oxirane, hexadecy!- T
20.00 20.20 20.40 20.60

m/z 55.10 56.28%

-

5000

3

152166180194208222236250 267
e e N EEm s ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60

8270-BF080416.M Mon Aug 08 04:45:39 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 16 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.53 8.65 ng 144333 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 1657 (20.526 min): BF089638.D (-1654) (-) m/z 57.10 100.00%
5
99 NSNS SRR
41 197 264 20.20 20.40 20.60 20.80
0 m/z 71.10 77.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 INUABRABARSRUARUNAERE
mmmmmmmm
99 m/z 43.10 59.40%
m/z--> 6 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
20,20 20.40 20.60 20.80
5000 m/z 85.10 56.53%
99
o 141 183 225 267 309 367
m/z--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241528: Tetratetracontane B AR
57 20.20 20.40 20.60 20.80
m/z 55.10 23.84Y%
o /\_/\\/\v\j\w
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 20 20 20 40 20 60 20 80

8270-BF080416.M Mon Aug 08 04:45:39 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 17 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.36 7.84 ng 130764 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1730 (21.360 min): BF089638.D (-1726) (-) m/z 57.10 100.00%
g7
85
5000
13 LA RN SR BN
ﬂﬂ“mm7mgzm 21.00 21.20 21.40 21.60
YT U I U B O O O P m/z 71.10 74.82%
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #194494: Hexacosane

5

5000 85 LA LI L L L L B LB B B
21. 00 21. 20 21.40 21.60
m/z 43.10 59.27%
I R o I e o e S B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
B e e e
21.00 21.20 21.40 21.60
5000 a5 m/z 85.10 57.75%

113
141169197 23967204 323 352

:

o NI
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane B e e R
21.00 21.20 21.40 21.60
m/z 55.10 29.20%
5000

I

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 18 unknown21.67 Concentration Rank 9

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

21.67 5.23 ng 87248 Perylene-d12 20.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-5-ene,l-acetoxy-16,17-di... 386 C25H3803 294866-91-4 16
2 1H-Cycloprop[e]azulen-7-ol, deca... 220 C15H240 006750-60-3 12
3 1,3-Bis[methyl (tetramethylene)si... 272 C13H2802Si2 1000216-99-6 11
4 Cyclopropane, 1-fluoro-1-(1-hexy... 216 C15H17F 309945-39-9 10
5 Isolongifolene, 7,8-dehydro-8a-h... 220 C15H240 1000155-43-1 10

m/z

43.10 100.00%

]

Abundance Scan 1757 (21.669 min): BF089638.D (-1753) (-)
ic:
105 159
5000 &) 213
133 77 231 255 282 303 329
19
o '

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

0!

Abundance #205824: Androst-5-ene, 1-acetoxy-16,17-dimethyl-20-oxo-
43
5000
81 7 213
145
oL lss i T
P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
91
5000 119 205
67 159
27
135 187

mmm@mmwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance

5000

#120561: 1,3-Bis[methyl(tetramethylene)silyloxy]propane
159

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

21.40 21.60 21.80 22.00

m/z 55.10 62 .98%

7

T T T I
21.40 21.60 21.80 22.00

m/z 105.10 62.22%

g

21.40 21.60 21.80 22.00

m/z 91.05 61.19%

:

21.40 21.60 21.80 22.00

m/z 159.10 60.29%

3

21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 19 unknown22.42 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.42 2.55 ng 42564 Perylene-di12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 14
2 Acetamide, 2-[2-(6-methylfuran-2... 289 C15H15N03S 1000259-79-3 12
3 Propionic acid, 3-(1-pyrrolidiny... 266 C15H26N202 083471-63-0 10
4 p-Octyloxybenzyl alcohol 236 C15H2402 067698-68-4 10
5 Homatropine 275 C16H21NO3 000087-00-3 10
Abundance Scan 1823 (22.423 min): BF089638.D (-1820) (-) m/z 124.10 100.00%
124
43
5000 -
107
7 7 % 14 139173187 203 289 W U SR BRI BN SN
22.20 22.40 22.60 22.80
o} m/z 43.10 54 .29%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10451: 4H-Pyran-4-one, 3,5-dimethyl-
124
5000 56 LI UL B LU U
2220 22.40 22.60 22.80
39 95 m/z 55.10 33.96%
0 ...‘;H..‘.‘.‘,.‘w..,‘JW..‘.,.... T ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
109 HRER SN BN BN SN
22.20 22.40 22.60 22.80
5000 95 m/z 229.20 33.11%
53 77 289
3 163 196 256
ol 138 180 215
mmmwwﬁwwmmﬁ
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115515: Propionic acid, 3-(1-pyrrolidinyl)-, 8-aza-8-meth... R B B Rmas mr s
84 124 22.20 22.40 22.60 22.80
42 m/z 107 .05 29.09%
5000
9 142
oh ‘ % 1L, ﬁ\ i 167 18519 221 238252266
m/z--> Jo 60 80 100 120 140 160 180 200 220 240 260 280 22120 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 20 1,2:4,5-Dibenzopyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.33 2.72 ng 45395 Perylene-d12 20.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 58
2 Morin 302 C15H1007 000480-16-0 43
3 Coronene, 1,2-dihydro- 302 C24H14 107716-56-3 43
4 1,2,9,10-Dibenzopyrene 302 C24H14 000191-30-0 38
5 Ellagic acid 302 C14H608 000476-66-4 32
Abundance Scan 1902 (23.326 min): BF089638.D (-1898) (-) m/z 302.10 100.00%
5000
23.00 23.20 23.40 23.60
0 m/z 300.10 30.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146694: 1,2:4,5-Dibenzopyrene
302 [\
5000 AU BARAR SRR
151 23.00 23.20 23.40 23.60
m/z 151.00 25.31%
0 69 100 H \“ 248 274 1l
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
285302
153
23.00 23.20 23.40 23.60
5000 69 m/z 303.15 22 .22%
39 121137 229
oL 15 54 92 176 203 245 569
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 [\
Abundance #146700: Coronene, l,2—dihydro— T l LI L L I B l TT
2 23.00 23.20 23.40 23.60
m/z 149.05 20.14%
5000
0 39 55 83100 123 174 195 222 251 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2300 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080516\
Data File : BF089638.D

Acq On : 5 Aug 2016 19:25

Operator : UM/SJ

Sample - H4292-11

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 .66 27.4 ng 383388 1 7.44 279738 20.0
unknown7 .10 7.10 89.3 ng 1249640 1 7.44 279738 20.0
Octane, 2,4,6-tri... 13.92 4.0 ng 68454 4 14.69 339424 20.0
4H-Cyclopenta[def... 15.63 3.0 ng 51062 4 14.69 339424 20.0
Undecanoic acid 15.69 7.2 ng 122240 4 14.69 339424 20.0
Hexadecanoic acid... 16.91 2.7 ng 76823 5 18.39 576631 20.0
Butyl myristate 17.84 2.8 ng 81669 5 18.39 576631 20.0
Behenic alcohol 18.31 4.4 ng 127246 5 18.39 576631 20.0
Benz[a]anthracene... 18.89 3.4 ng 96798 5 18.39 576631 20.0
4,6"-Biazulenyl 19.49 3.3 ng 54824 6 20.05 333536 20.0
Benzo[e]pyrene 19.76 2.7 ng 44693 6 20.05 333536 20.0
Dichloroacetic ac... 19.85 16.0 ng 266940 6 20.05 333536 20.0
Perylene 19.93 7.8 ng 130398 6 20.05 333536 20.0
Octadecanal 20.33 3.8 ng 63094 6 20.05 333536 20.0
Heneicosane 20.53 8.7 ng 144333 6 20.05 333536 20.0
Hexacosane 21.36 7.8 ng 130764 6 20.05 333536 20.0
unknown21.67 21.67 5.2 ng 87248 6 20.05 333536 20.0
unknown22 .42 22 .42 2.5 ng 42564 6 20.05 333536 20.0
1,2:4,5-Dibenzopy... 23.33 2.7 ng 45395 6 20.05 333536 20.0
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