LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 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-BF052316.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 1.644 3 5 43 rVB 3188029 5996123 100.00% 15.628%
2 4.764 276 278 293 rBV 86315 225357 3.76% 0.587%
3 5.416 332 335 352 rBY 1771654 2871857 47 .90% 7.485%
4 7.062 476 479 486 rBV 2134347 2891111 48.22% 7 .535%
5 7.165 486 488 493 rvv 1873811 3025264 50.45% 7 .885%
6 7.519 516 519 524 rBV 527454 689726 11.50% 1.798%
7 7.748 537 539 542 rBVY 1443769 2133336 35.58% 5.560%
8 8.433 595 599 601 rBVY 1330443 1912935 31.90% 4 .986%
9 9.542 693 696 699 rBV 640300 877274 14.63% 2.286%
10 11.325 849 852 855 rBVY 2101467 2508321 41.83% 6.537%

11 12.011 910 912 915 rBV 227086 341611 5.70% 0.890%
12 12.148 921 924 927 rBV 119263 165496 2.76% 0.431%
13 12.377 941 944 950 rBvV2 586308 933013 15.56% 2.432%
14 13.211 1015 1017 1020 rBV 99632 143254 2.39% 0.373%
15 13.577 1043 1049 1051 rBV3 38937 93117 1.55% 0.243%

16 13.668 1054 1057 1060 rBV 1038500 1497597 24.98% 3.903%
17 13.988 1083 1085 1089 rBvV 107147 192080 3.20% 0.501%
18 14.720 1146 1149 1151 rBV 55378 72862 1.22% 0.190%
19 14.765 1151 1153 1155 rVvV 472647 690078 11.51% 1.799%
20 14.811 1155 1157 1160 rVvVv 112301 145450 2.43% 0.379%

21 14.891 1161 1164 1167 rVV 126044 164444 2.74% 0.429%

22 15.600 1225 1226 1229 rVV 43115 64331 1.07% 0.168%
23 15.714 1234 1236 1238 rVV 71344 102176 1.70% 0.266%
24 15.760 1238 1240 1245 rVB2 46435 78876 1.32% 0.206%
25 16.011 1257 1262 1264 rBV3 33494 70741 1.18% 0.184%

26 16.366 1290 1293 1295 rBV 80244 115453 1.93% 0.301%
27 16.480 1301 1303 1306 rVB 73990 94684 1.58% 0.247%
28 16.571 1308 1311 1314 rVB 694603 779796 13.01% 2.032%
29 16.868 1335 1337 1340 rVvV 720079 855894 14.27% 2.231%
30 17.063 1351 1354 1356 rVvVv 50774 70475 1.18% 0.184%

31 17.120 1356 1359 1362 rVB 1188294 1566549 26.13% 4.083%
32 17.188 1362 1365 1369 rBV3 60211 116686 1.95% 0.304%
33 17.314 1372 1376 1377 rBV 86390 196563 3.28% 0.512%
34 17.337 1377 1378 1381 rVB 105540 94710 1.58% 0.247%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 17.429 1381 1386 1388 rBV 66740 154496 2.58% 0.403%

36 17.474 1388 1390 1393 rVV2 118953 232599 3.88% 0.606%
37 17.589 1395 1400 1402 rVVv2 74117 175238 2.92% 0.457%

38 17.794 1414 1418 1420 rVB2 40239 74421 1.24% 0.194%
39 17.851 1420 1423 1424 rBV3 33015 65283 1.09% 0.170%
40 17.977 1430 1434 1435 rBV4 34563 70490 1.18% 0.184%

41 18.011 1435 1437 1440 rVB 84949 123769 2.06% 0.323%
42 18.137 1446 1448 1450 rBVY 65065 136059 2.27% 0.355%

43 18.206 1452 1454 1455 rVV 63868 83304 1.39% 0.217%
44 18.240 1455 1457 1459 rVB 51973 75520 1.26% 0.197%
45 18.286 1459 1461 1464 rBVY 73318 93634 1.56% 0.244%

46 18.469 1473 1477 1478 rBV2 664398 1221837 20.38% 3.184%
47 18.503 1478 1480 1482 rVV 371528 525570 8.77% 1.370%

48 18.537 1482 1483 1486 rVVv2 55413 82757 1.38% 0.216%
49 18.972 1515 1521 1523 rBVY 111186 239993 4._00% 0.625%
50 19.006 1523 1524 1526 rVV 57617 61681 1.03% 0.161%
51 19.132 1532 1535 1537 rBV3 52511 116646 1.95% 0.304%
52 19.383 1555 1557 1561 rVB3 55990 90010 1.50% 0.235%
53 19.566 1571 1573 1575 rVB 68761 81848 1.37% 0.213%

54 19.726 1585 1587 1593 rBV 488349 1037253 17.30% 2.703%
55 19.840 1595 1597 1599 rVVv2 103957 126808 2.11% 0.330%

56 20.023 1610 1613 1616 rBV 245133 310695 5.18% 0.810%
57 20.080 1616 1618 1621 rBV 269205 341578 5.70% 0.890%
58 20.137 1621 1623 1624 rBV 359464 422407 7.04% 1.101%
59 21.360 1727 1730 1735 rBV 156420 313492 5.23% 0.817%
60 21.715 1758 1761 1766 rVB 92051 175232 2.92% 0.457%

61 23.452 1908 1913 1915 rBV3 41936 158876 2.65% 0.414%

Sum of corrected areas: 38368736
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.76 6.53 ng 225357 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 278 (4.764 min): BF087379.D (-276) (-) m/z 43.05 100.00%
43
5000 59
101 SRR SSRGS R
440 4.60 4.80 5.00
Ob gl S8 Tm/z 59.10  47.57%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U L LRI UL
59 440 460 480 500
m/z 101.10 13.93%
o263 38, | g8 o3 %
mz-> 20 30 40 50 60 70 8 9 100
Abundance
43
440 460 480 500
5000 57 m/z 58.00 13.01%
29
101
38 50 78
L L S UL LIS S LI SIS FUR LI UL B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3236: 4-Penten-2-one, 4-methyl-
43 440 4.60 4.80 5.00
m/z 41.10 8.80%
5000
o B m | 5 8 o
m/z--> 20 30 40 50 60 70 8 9 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 3 unknown7.16 Concentration Rank 2

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

7.16 87.72 ng 3025260 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 488 (7.165 min): BF087379.D (-486) (-) m/z 132.00 100.00%
68
5000
40 96 J A I LU IR I
54 6.80 7.00 7.20 7.40
7
ol Jrer sus |l 77 68.10  52.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A AL LU I I

6.80 7.00 7.20 7.40
m/z 66.10 36.02%

70
31 4 60

0 | L L | 8§ ! 106 116 !
T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 104 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.10%
31 51 8
ot el e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e ma e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 22 .33%
116
5000 98
S A 2 T T N
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\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 5 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.21 3.07 ng 143254 Acenaphthene-d10 12.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1017 (13.211 min): BF087379.D (-1015) (-) m/z 57.10 100.00%
57
5000
8 m
LIRS AL SRR BN
113 165 12.80 13.00 13.20 13.40 13.60
|- ,J.!.‘-.-',.-.'.l‘.”,.'...,....,....,....,...., m/z 43.10 82.13%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 LIRSS SR SRR BN
g5 12.80 13.00 13.20 13.40 13.60
29 m/z 41.05 48 .35%
oL w || J 113 141 169 197 226
UELELEL S WAL UL UL UL UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 m/z 71.10 47 .99%
85
29
o 113135155175 203 231 250 303 331 357 386
m/z--> §0 160 1%0 260 2%0 360 3%0 '
Abundance #48835: Tridecane A EE L S e
57 12.80 13.00 13.20 13.40 13.60
m/z 85.10 32.70%
5000
85
29
0 “ \} ‘ J | il 1:!-3\141 184
m/z--> % @ 1% ﬁo @ 3& %o ' 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 6 Tridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.58 2.70 ng 93117 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 62
2 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 62
3 Dodecane 170 C12H26 000112-40-3 59
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 59
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
Abundance Scan 1049 (13.577 min): BF087379.D (-1043) (-) m/z 57.05 100.00%
5
43
5000 71
85 IR ISR SUNR SR I
99 113 141 169 194 13.20 13.40 13.60 13.80
ol SRR IESMESEE R m/z 43.10 56.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48832: Tridecane
43 57
71
5000 AR DARS AR
29 85 Bmmmmmmm
m/z 71.10 42 .12%
s L e g 1o
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
13.20 13.40 13.60 13.80
5000 43 m/z 41.10 29.00%
71
o 8 9 g3 127 155 169 184
miz--> 20 40 60 8 100 120 140 160 180
Abundance #38318: Dodecane R B B S
57 13.20 13.40 13.60 13.80
43 m/z 85.10 21.48%
5000 n
85
29 ‘ o
da Ll A e o Ml
m/z--> 20 40 60 80 100 120 140 160 180 Bmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 8 Benzaldehyde, 3,5-dichloro-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.96 ng 102176 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4C1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 49
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 47
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 47
Abundance Scan 1236 (15.714 min): BF087379.D (-1234) (-) m/z 189.10 100.00%
1
5000 N\ A
111 139151 209 224 I1I5 4IOI I1I5 6IOI I1I5 8IOI Ilé OIOI -
o} m/z 190.10 98.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000 |1V S T
63 1540 15.60 15.80 16.00
133144 172 m/z 192.10 68.16%
|

ol iz .40 | THer | || w0 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190

15.40 15.60 15.80 16.00
5000 m/z 191.10 55.86%

94
0 27 39 50 63 81 110122 137150 163 178
L B R ma o e AR Bama s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190

15.40 15.60 15.80 16.00
m/z 94.70  25.48%

5000
95 162
107 134
75
0 40 5\7\\ Lo \‘\ \‘\ \ HH 148 ‘ 174 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15. 40 15 60 15. 80 16. OO

8270-BF052316.M Thu May 26 18:30:52 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 9 9,10-Dimethylanthracene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.37 3.35 ng 115453 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 94
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 91
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 89
4 1.3-Diphenvl-3-methvlcvclopropene 206 C16H14 086544-79-8 87
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 87

Abundance Scan 1293 (16.366 min): BF087379.D (-1290) (-) m/z 206.10 100.00%

206
5000

16.00 16.20 16.40 16.60

39 51 63 76 50101 195139150 165178

01 m/z 191.10 51.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66249: 9,10-Dimethylanthracene
6
5000

16.00 16.20 16.40 16.60
m/z 189.10 31.83%

15 27 39 51 63 76 89 103115127139152 165178

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206
16.00 16.20 16.40 16.60
5000 191 m/z 205.10 25.93%
g9 101
o 27 39 51 63 6 115127139152 165178
e R A B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66266: Phenanthrene, 3,6-dimethyl-
6 16.00 16.20 16.40 16.60
m/z 207.15 18.68%
5000
102
89
oL 15 27 39 51 63 76 115127139 152 165178
1 IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 10 Cyclopenta(def)phenanthrenone Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.48 2.74 ng 94684 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 76
2 .alpha.-L-Mannopvranose. 6-deoxv... 452 C18H4405Si4 055057-21-1 47
3 Benzene. 1l-chloro-3-phenoxv- 204 C12HOCIO 006452-49-9 43
4 T1.17-Biphenvl1-2.2"-dicarbonitrile 204 C14H8N2 004341-02-0 43
5 Glucopyranose, 4,6-di-O-methyl-1... 424 C17H4006Si3 055400-23-2 43

Abundance Scan 1303 (16.480 min): BF087379.D (-1301) (-) m/z 204.10 100.00%
204
5000 176
4 62 T 1 20 - oo 16.20 16.40 16.60 16.80
m/z--> 50 100 150 200 250 300 350
Abundance #64588: CycIopentg(def)phenanthrenone
204
5000
176 16.20 16.40 16.60 16.80
88 m/z 206.10 31.98%
62 122 190
0'"|"M‘“f""i'ﬁh'|""| U UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance
204
’s 16.20 16.40 16.60 16.80
5000 m/z 205.10 21.37%
147
o 45 117 229 305 393
m/z--> 50 100 150 200 250 300 350
Abundance #64062: Benzene, 1-chloro-3-phenoxy-
204 16.20 16.40 16.60 16.80
m/z 88.00 20.47%
5000 141
51 77 169 ‘
115
0.25.;'9”‘.{.'...“. .‘;‘..,‘.... ]
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 11 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.31 3.22 ng 196563 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 86
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 68
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 58
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 50
5 Benzoic acid, 3-(3,5-dimethyl-1-._. 216 C12H12N202 312531-88-7 49

Abundance Scan 1376 (17.314 min): BF087379.D (-1372) (-) m/z 215.15 100.00%

245

5000

17.00 17.20 17.40 17.60
m/z 216.10 97.67%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74412: Pyrene, 1-methyl-
2

5000
17.00 17.20 17.40 17.60

m/z 232.15 31.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216
17.00 17.20 17.40 17.60
5000 m/z 213.10 25.28%

107
ol 39 63 8l 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74424: Fluoranthene, 2-methyl-

17.00 17.20 17.40 17.60
m/z 217.10  17.13%

5000

o 123139 163 189 A
I~ L T T TrT TT 1T I TT 1T I
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 15 Benz[a]anthracene, 7-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.97 3.93 ng 239993 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 95
2 Chrvsene. 5-methvl- 242 C19H14 003697-24-3 94
3 Benzlalanthracene. 8-methvl- 242 C19H14 002381-31-9 93
4 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 90
5 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 89

Abundance Scan 1521 (18.972 min): BF087379.D (-1515) (-) m/z 242.15 100.00%

242

5000

119 226 18.60 18.80 19.00 19.20

144 163 189 207

39 62 77 %4 271287302319

Of m/z 241.15 31.16%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96048: Benz[a]anthracene, 7-methyl-
242

5000
18.60 18.80 19.00 19.20

m/z 239.10 28.10%

119

78 94 139 163 187202 226

50

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
242
18.60 18.80 19.00 19.20
5000 m/z 243.15 23.50%

120 215
ol 62 78 100 139 163 187
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96056: Benz[a]anthracene, 8-methyl- R R S L S
18.60 18.80 19.00 19.20
m/z 240.10 12.16%

5000

163 189
B e e N RRmEE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Benz(a)anthracene-7,12-dione Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.38 4.26 ng 90010 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz(a)anthracene-7.12-dione 258 C18H1002 002498-66-0 93
2 5.12-Naphthacenedione 258 C18H1002 001090-13-7 78
3 Piperazine. 1-methvl-4-(1.2.3.4-... 258 C17H26N2 055591-14-5 59
4 1.8-Anthracenedinitrile. 9.10-di... 258 C16H6N202 090866-50-5 45
5 9-Bromoanthracene 256 C14H9Br 001564-64-3 38
Abundance Scan 1557 (19.383 min): BF087379.D (-1555) (-) m/z 258.10 100.00%
2%8
5000
285305 334 19.00 19.20 19.40 19.60
o m/z 202.10 83.99%
m/z--> 50 100 150 200 250 300
Abundance #109309: Benz(a)anthracene-7,12-dione
258
101
202
5000 AU SRR RS
230 19,00 19.20 19.40 19.60
0 75 129 H m/z 256.20 73.49%
0 ..l“.‘.‘”‘.“.“l.‘.“. Il?ollﬁé}lwl\ll‘l\l ———
m/z--> 50 100 150 200 250 300
Abundance
258
202 19.00 19.20 19.40 19.60
5000 m/z 230.10 46.06%
101 230
28 50 '° 126 162
m/z--> "~ s0 100 150 200 250 300
Abundance #109303: Piperazine, 1-methyl-4-(L,2,3,4-tetrahydro-3,7-di... RNt VA e Vi
70 258 19.00 19.20 19.40 19.60
m/z 200.10 43.94%
42
5000 139
9 159
15 7 187 214 ‘
0 |Jlﬂ'“'h'i??¥‘V[" T NN SR NS
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 17 1,1"-Binaphthalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.57 3.88 ng 81848 Perylene-d12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Binaphthalene 254 C20H14 000604-53-5 89
2 Anthracene. 9-phenvl- 254 C20H14 000602-55-1 64
3 4-Hvdroxv-2.7-diamino-6-phenvipt... 254 C12H10N60 019375-89-4 62
4 Benzo(a)pvrene. 7.8-dihvdro- 254 C20H14 017573-23-8 58
5 2,6-(Etheno[1,4]benzencetheno)na... 254 C20H14 117054-70-3 50

Abundance Scan 1573 (19.566 min): BF087379.D (-1571) (-) m/z 254.10 100.00%

234

5000

bl

19.20 19.40 19.60 19.80
m/z 253.15 66.27%

113

o 32 157974 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105919: 1,1'-Binaphthalene

2

5000 126 R e e A
19.20 19.40 19.60 19.80

m/z 224.10 25.67%

150 174 200 226

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
254
R e T R
19.20 19.40 19.60 19.80
5000 m/z 255.20 22 .76%
126
28 63 g3 100 150 174 200 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105090: 4-Hydroxy-2,7-diamino-6-phenylpteridine R EEEma S B
254 19.20 19.40 19.60 19.80
m/z 226.10 17.30%
5000
43
104
‘ s 142 167185 236
o) NS ST S VAN S b Y PURMMSAM S - A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087379.D

Aca On : 25 May 2016 19:01

Operator : UM/SJ

Sample : H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 20 Rubicene- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.45 7.52 ng 158876 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Rubicene- 326 C26H14 000197-61-5 91
2 Benzene. 1.3-bis(4-phenvl-1.3-bu... 326 C26H14 037902-13-9 87
3 Acenaphtholl.2-i1fluoranthene 326 C26H14 000193-21-5 62
4 4-(3-Nitroanilino)-5.6.7.8-tetra... 326 C16H14N402S 313952-58-8 47
5 Bis(pentamethylcyclopentadienyl)... 326 C20H30Fe 012126-50-0 40
Abundance Scan 1913 (23.452 min): BF087379.D (-1908) (-) m/z 326.20 100.00%
326
5000 _,ﬂﬂf“xgvﬂ~//\\\J\\\\/ﬁ\\
163 R U SUNILA BRSNS
23.20 23.40 23.60 23.80
o 4380 9 120143, .‘I W87 2T 248210 297 3 | Tz 327.20 29.16%
m/z--> 50 100 150 200 250 300 350
Abundance #166314: Rubicene-
326
5000 LRI SULIL BULRILN SN R
2320 23.40 23.60 23.80
163 m/z 163.10 26.23%
ol,_39 74 108 136, ‘“ 182199 222 248 272 298
m/z--> 50 100 150 200 250 300 350
Abundance
326
" 23.20 23.40 23.60 23.80
5000 m/z 324.10 21.03%
0 63 98 122 146163 198 222 248 272 298 /’AJJ”“\WWJV//\\\MV\\“vJﬁ“x
m/z--> 50 100 150 200 250 300 350
Abundance #166315: Acenaphtho[1,2-j]fluoranthene AR RREES S
326 23.20 23.40 23.60 23.80
m/z 162.05 16.90%
163
oL27 50 74 108 136 | 198 222 246 272 298
m/z--> 50 100 150 200 250 300 350 2320 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052516\
Data File : BF087379.D

Acq On : 25 May 2016 19:01

Operator : UM/SJ

Sample - H3211-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
Quant Title : 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... 4.76 6.5 ng 225357 1 7.52 689726 20.0
unknown7 .16 7.16 87.7 ng 3025260 1 7.52 689726 20.0
Hexadecane 13.21 3.1 ng 143254 3 12.38 933013 20.0
Tridecane 13.58 2.7 ng 93117 4 14.77 690078 20.0
Benzaldehyde, 3,5... 15.71 3.0 ng 102176 4 14.77 690078 20.0
9,10-Dimethylanth... 16.37 3.4 ng 115453 4 14.77 690078 20.0
Cyclopenta(def)ph... 16.48 2.7 ng 94684 4 14.77 690078 20.0
Pyrene, l-methyl- 17.31 3.2 ng 196563 5 18.47 1221840 20.0
Benz[a]anthracene... 18.97 3.9 ng 239993 5 18.47 1221840 20.0
Benz(a)anthracene... 19.38 4.3 ng 90010 6 20.14 422407 20.0
1,1"-Binaphthalene 19.57 3.9 ng 81848 6 20.14 422407 20.0
Rubicene- 23.45 7.5 ng 158876 6 20.14 422407 20.0
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