LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On : 19 Jun 2017 20:01 Instrument :

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

3?22'6 : 13696-01 NB-RO-72-11935

ALS Vial : 18 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-BF060517.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 1.557 10 12 65 rvB 1604367 3269530 100.00% 12.381%
2 4.504 509 513 535 rBV2 52142 179217 5.48% 0.679%
3 5.192 626 630 665 rBV 844310 1780577 54.46% 6.743%
4 6.875 912 916 926 rBVY 1046632 1652043 50.53% 6.256%
5 6.963 926 931 943 rVB 1288727 2121085 64.87% 8.032%
6 7.304 985 989 1006 rBV 303536 434394 13.29% 1.645%
7 7.539 1024 1029 1052 rBvV 1030547 1436780 43.94% 5.441%
8 8.228 1141 1146 1176 rBV 711637 1147910 35.11% 4_.347%
9 9.339 1330 1335 1351 rBV 398828 624084 19.09% 2.363%
10 11.116 1632 1637 1654 rBVY 1633924 1999768 61.16% 7.573%
11 11.416 1683 1688 1698 rBB2 31814 46103 1.41% 0.175%
12 11.645 1723 1727 1732 rBvV2 22670 34349 1.05% 0.130%

13 11.816 1751 1756 1767 rBV 328262 455349 13.93% 1.724%
14 12.157 1809 1814 1818 rBV2 489609 625039 19.12% 2.367%
15 12.204 1818 1822 1834 rVB 182950 263892 8.07% 0.999%

16 12.510 1869 1874 1884 rBV 80739 132273 4._05% 0.501%

17 13.010 1952 1959 1962 rBV2 31808 41388 1.27% 0.157%
18 13.051 1962 1966 1978 rVB 202568 274666 8.40% 1.040%
19 13.333 2010 2014 2018 rBV 33294 47194 1.44% 0.179%
20 13.451 2029 2034 2045 rBV 759680 1111095 33.98% 4.208%
21 13.780 2084 2090 2098 rBv4 27163 50523 1.55% 0.191%
22 13.957 2113 2120 2124 rBV 28655 51235 1.57% 0.194%
23 14.386 2190 2193 2198 rVB 40058 48696 1.49% 0.184%

24 14.545 2216 2220 2223 rVV2 468375 560085 17.13% 2.121%
25 14.586 2223 2227 2237 rVV 613680 838470 25.64% 3.175%

26 14.680 2239 2243 2255 rVB 114469 177793 5.44% 0.673%

27 14.792 2255 2262 2267 rBV2 18730 39491 1.21% 0.150%
28 14.992 2293 2296 2304 rBV 57071 89958 2.75% 0.341%
29 15.362 2354 2359 2363 rBV 73094 87858 2.69% 0.333%

30 15.404 2363 2366 2372 rVV 85662 105917 3.24% 0.401%

31 15.480 2374 2379 2381 rVVv2 33530 51401 1.57% 0.195%
32 15.509 2381 2384 2390 rVVv2 115217 179860 5.50% 0.681%
33 15.568 2390 2394 2402 rVB3 54291 105811 3.24% 0.401%
34 15.815 2431 2436 2442 rVB 46822 61002 1.87% 0.231%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On : 19 Jun 2017 20:01 Instrument :

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

3?22'6 : 13696-01 NB-RO-72-11935

ALS Vial : 18 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-BF060517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.174 2493 2497 2501 rBV 34627 44381 1.36% 0.168%
36 16.292 2514 2517 2524 rBV5 22455 36810 1.13% 0.139%

37 16.374 2526 2531 2537 rBV 597850 750194 22.95% 2.841%
38 16.674 2577 2582 2589 rBV 534519 705723 21.58% 2.672%
39 16.927 2620 2625 2632 rVB 1228961 1343916 41.10% 5.089%
40 17.009 2632 2639 2646 rVB4 31212 59976 1.83% 0.227%

41 17.121 2653 2658 2660 rBV2 32132 45386 1.39% 0.172%
42 17.156 2660 2664 2668 rVB 81090 112686 3.45% 0.427%
43 17.239 2674 2678 2683 rBVY 97485 114407 3.50% 0.433%

44 17.292 2683 2687 2692 rVV3 57503 92447 2.83% 0.350%
45 17.403 2701 2706 2709 rBV2 23261 32967 1.01% 0.125%
46 17.733 2758 2762 2766 rVB 126582 138207 4.23% 0.523%
47 17.803 2766 2774 2778 rBV7 17357 34097 1.04% 0.129%
48 17.962 2797 2801 2803 rBV2 28097 35972 1.10% 0.136%
49 18.186 2834 2839 2845 rVv2 61520 95392 2.92% 0.361%

50 18.274 2848 2854 2858 rVV2 403479 631132 19.30% 2.390%

51 18.315 2858 2861 2864 rVV 107258 176313 5.39% 0.668%

52 18.345 2864 2866 2873 rVB 85066 98829 3.02% 0.374%
53 18.409 2873 2877 2886 rBV 40033 53413 1.63% 0.202%
54 18.792 2936 2942 2947 rBV3 33139 64539 1.97% 0.244%
55 18.903 2955 2961 2964 rBV3 23637 43511 1.33% 0.165%
56 18.992 2970 2976 2980 rVB6 34810 72157 2.21% 0.273%
57 19.168 3001 3006 3010 rBV 194172 248079 7.59% 0.939%
58 19.421 3047 3049 3053 rVv2 27807 34308 1.05% 0.130%

59 19.544 3067 3070 3074 rBV 150482 200360 6.13% 0.759%
60 19.839 3116 3120 3125 rVB 103194 118365 3.62% 0.448%

61 19.897 3126 3130 3135 rVV 140029 150717 4.61% 0.571%
62 19.944 3135 3138 3149 rVV 313376 434472 13.29% 1.645%
63 20.380 3208 3212 3215 rBV3 28574 40999 1.25% 0.155%
64 20.427 3215 3220 3229 rVB10 22903 60070 1.84% 0.227%
65 21.127 3332 3339 3347 rBV2 46605 111458 3.41% 0.422%

66 21.462 3390 3396 3404 rBvV 43188 101052 3.09% 0.383%

Sum of corrected areas: 26407171
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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\BF061917\

BF096015.D

19 Jun 2017 20:01

SJ/MA

13696-01

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

NB-RO-72-11935

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF096015.D
1|56
1500000
6.96
6.87 7.54
1000000
5.19
8.23
500000
7.30
4.50
o 7 e
Time--> 1.50 2. 00 2. 50 3. 00 3. 50 4. 00 4. 50 5.00 5. 50 6. 00 6. 50 7. 00 7. 50 8.00 8.50
Abundance TIC: BF096015.D
11112
1500000
1000000
13.45
14.59 16.37
12.16 1464
500000 934
11.82
10.20 13.05
11.421.6 12,'\‘? 13&1 13,;3J\\ 137896 14.3 7]94 99 Jﬁéh 82 16187
L0 o e e IS s s s s e e s I e s B e B A ML AN Nt p i s Y LA NP o A58
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14. 50 15. 00 15. 50 16. 00 16.50
Abundance TIC: BF096015.D
1500000
16.93
1000000
.67
500000 18.27
21.13 21.46
0! A AN A
Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00

8270-BF060517.

M Tue Jun 20 18:04:45 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.50 8.25 ng 179217 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 512 (4.498 min): BF096015.D (-509) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

| 83.0 420 4.40 4.60 4.80
! NS | PSSV | S ch NS . m/z 59.10 61.77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

420 440 4.60 4.80
m/z 101.00 22.22%

31.0 101.0
83.0
o) M DN | MR 4 UUE M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
SRELSNNSNNS i M
420 4.40 4.60 4.80
5000 m/z 58.00 17.51%
58.0
15.0 27.0
o et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime e
43.0 420 440 460 480

m/z 41.10 9.77%

5000
101.0
15.0 58.0
0 \ 280 I, | 69.0 840

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.96 Concentration Rank 2

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

6.96 97.66 ng 2121090 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 931 (6.963 min): BF096015.D (-926) (-) m/z 132.00 100.00%
132.0
5000 68.0
01 510 || gro %" | TR o e T
O L R A o N m/z 68.05 37 .05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 NS SRR UL R
6.60 6.80 7.00 7.20
310 5L0 m/z 134.00 32.76%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.60 6.80 7.00 7.20
5000 67.0 m/z 66.00 21.74%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B R REEREEmas e
57.0 132.0 6.60 6.80 7.00 7.20
m/z 96.10 14 .24%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN B G —
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Phenanthrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.36 3.14 ng 87858 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 94

Abundance Scan 2359 (15.362 min): BF096015.D (-2354) (-) m/z 192.10 100.00%

192.1
94.5 165.1 15.00 15.20 15.40 15.60

o 390 630 150 1500 m/z 191.10 51.52%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0

5000 mare R I
15,00 15.20 15.40 15.60

m/z 189.10 29.84%

165.0

0 39.0 630 780 M 1150 1390 | ||
L s B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
15. 00 15 20 15. 40 15.60
5000 m/z 190.00 15.00%
165.0
o 39.0 630 g10 960 1150 139.0
o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl- S v\ —
192.0 1500 1520 1540 1560

m/z 193.10 14 _.70%

5000
330 165.0
0 15.0 39.0 63.0 98.0 115.0 139.0
,,,,,,,,, T

In ‘ “
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.78 ng 105917 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
4 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93

Abundance Scan 2365 (15.398 min): BF096015.D (-2363) (-) m/z 192.10 100.00%

1

5000

15.00 15.20 15.40 15.60 15.80
39.0 55.0 75.0 115.0
0f m/z 191.10 55.17%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0

5000 R e e  EEEma e
15. OO 15 20 15. 40 15. 60 15. 80

m/z 189.00 30.64%

94.5

165.0

o 300 630780 . 1150 1300 |l
B L B o i e e o o L B e o o I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
15. 00 15 20 15. 40 15. 60 15. 80
5000 m/z 193.00 21.48%
83.0 165.0
oL 15.0 39.0 63.0 98.0 115.0 139.0
T B o B o B B R o e B I S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54738: Anthracene, 9-methyl-
192.0 15.00 15.20 15.40 15.60 15.80

m/z 190.00 15.56%

5000
o 390 630 | 90 1550 1390 1650 |

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

8270-BF060517.M Tue Jun 20 18:04:47 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.51 6.42 ng 179860 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 91
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 50
4 Methvl diselenide 190 C2H6Se2 007101-31-7 43
5 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C1OH7FN20 1000338-05-6 42
Abundance Scan 2384 (15.509 min): BF096015.D (-2381) (-) m/z 190.10 100.00%
19p.1
5000 }\\
94.5 S VA
163.1 15.20 15.40 15.60 15.80
b2t 570, 740, || M1 1370 T Ml | “m/z 189.10  94.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T ---- AR R U

94.0 15 20 15. 40 15. 60 15. 80
' m/z 94.50 26.57%

0 390 630 || 1100 1370 1630 ||
SR v Sh |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance

189.0

15.20 15.40 15.60 15.80

5000 m/z 187.05 20.32%
94.0
163.0
O e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole) T . A S
189.0 15. 20 15. 40 15. 60 15. 80

m/z 188.05 14 _.23%

5000
42.0 122.0
0 20. O i i} 66 O 95 0 M‘ 14\8 0 ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 15 20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Dodecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.57 3.78 ng 105811 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 Trehalose 342 C12H22011 000099-20-7 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Maltose 342 C12H22011 000069-79-4 50
Abundance Scan 2394 (15.568 min): BF096015.D (-2390) (-) m/z 73.00 100.00%
43.0 73.0
5000 1290
970 1490 1711189.1 213.1 1520 15140 1560 1580
0! m/z 43.05 86.33%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #61122: Dodecanoic acid
73.0
5000 43.0 129.0 o 15.20 15.40 15.60 15.80
‘ ‘ 1010 w 2000 m/z 60.10 74 .66%
0..w..”,U”4JmM ﬂL.M.Nu S S
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60.0
41.0 15.20 15.40 15.60 15.80
5000 m/z 57.10 68.58%
85.0 129.0
110.0 1570 1800
O e w2 e A B B
m/z--> 25 Jo 65 ab 160 150 150 1éo 180 260 250 '
Abundance #177856: Trehalose
73.0 15.20 15.40 15.60 15.80
m/z 55.10 63.22%
5000
44.0
97.0
0 Ilf‘;(?‘ I, \\“ W T .“‘.“. -hﬂ”- " ‘.];z.ﬁ?.ll‘]:ﬁ(.). I .1.7.3.0. ————r .2.:?5. |0.
m/z--> 20 40 6 80 100 120 140 160 180 200 220 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Naphthalene, 2-phenyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.82 2.18 ng 61002 Phenanthrene-d10 14.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 81
2 5.160I1".271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 64
3 Naphthalene. 1-phenvl- 204 C16H12 000605-02-7 60
4 Tricvclol8.2.2_.2(4.7)Thexadeca-2... 204 C16H12 006572-60-7 58
5 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
Abundance Scan 2437 (15.821 min): BF096015.D (-2431) (-) m/z 204.10 100.00%
204.1
5000
o 010 o 5160 15180 1600 1650
0 T m/z 202.10 38.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000
15.60 15.80 16.00 16.20
101.0 m/z 203.15 21.13%
280 630 , | 1500
mz-> 50 100 150 200 250 300 350 400
Abundance
204.0
15.60 15.80 16.00 16.20
5000 m/z 205.10 19.63%
39.0 gg.0 101.0 1520 313.0 408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #64595: Naphthalene, 1-phenyl- e m e Ramas nL S
204.0 15.60 15.80 16.00 16.20
m/z 101.00 12 .55%
5000
101.0
ol27.0 630 150.0
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF060517.M Tue Jun 20 18:04:49 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\
Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

Sample : 13696-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 11H-Benzo[b]fluorene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.16 3.57 ng 112686 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 87
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81

Abundance Scan 2665 (17.162 min): BF096015.D (-2660) (-) m/z 216.10 100.00%
216.1
5000
107.7
62.9 81.0 165.1 187.0 | 16.80 17.00 17.20 17.40
O e A Rmmmn e m/z 215.10 69.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
16.80 17.00 17.20 17.40
m/z 107.70 25.17%
107.0
o300 830 BLO | 1390 1630 1890 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216.0
16.80 17.00 17.20 17.40
5000 m/z 213.00 18.71%
95.0 189.0
o140 390 630 122.0139.0 1630
rrryrrrryrrTT T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74413: Pyrene, 2-methyl-
216.0 16.80 17.00 17.20 17.40
m/z 217.10 15.08%
5000 95.0
189.0
0 53.0 74.0 “ 122.0 1630 |
m/z--> 20 40 60 85 160 120 140 160 180 200 220 16.80 17.00 17.20 17.40

8270-BF060517.M Tue Jun 20 18:04:49 2017

NB-RO-72-11935

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Fluoranthene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.24 3.63 ng 114407 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 81
Abundance Scan 2678 (17.239 min): BF096015.D (-2674) (-) m/z 216.10 100.00%
216.1
5000
107.6
163.1 195.1 17.00 17.20 17.40 17.60
ol 4L0_ 630 871 AL O m/z 215.05 93.98%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000
17.00 17.20 17.40 17.60
108.0 m/z 213.10 23.09%
0 57.0 Il \“ 139.0 1630 18?0 h‘\ ‘\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
216.0
17.00 17.20 17.40 17.60
5000 m/z 217 .05 21.15%
108.0
ol_430 63.0 81.0 163.0 189.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216.0 17.00 17.20 17.40 17.60
m/z 107.60 20.33%
5000
108.0
| 479630 810 | | 1301300 1630 1890 |
m/z--> 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60

8270-BF060517.M Tue Jun 20 18:04:50 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 12 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.29 2.93 ng 92447 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 49
2 Azulene. 4.8-dimethvl-6-phenvl- 232 C18H16 042758-88-3 49
3 Benzenamine. 2-chloro-N-(3-pvrid... 216 C12H9CIN2 041855-59-8 47
4 4b.5.6.12-Tetrahvdrochrvsene 232 C18H16 031570-60-2 43
5 5-(2-Propenylidene)-10,11-dihydr... 232 C18H16 024755-73-5 43
Abundance Scan 2687 (17.292 min): BF096015.D (-2683) (-) m/z 216.10 100.00%
5000
17.00 17.20 17.40 17.60
0 m/z 215.05 66.70%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74412: Pyrene, 1-methyl-
216.0
5000
17.00 17.20 17.40 17.60
94.0 189.0 m/z 232.10 59.24%
oL 390 630 | 1410 1370 1630 | h
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
232.0
17.00 17.20 17.40 17.60
5000 m/z 217 .05 40.37%
215.0
oL 390 63.0 89.0 1150 152.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74163: Benzenamine, 2-chloro-N-(3-pyridinylmethylene)-
75.0 216.0 17.00 17.20 17.40 17.60
m/z 218.10 40.30%
111.0
5000
51.0 138.0
\ | e
0,.”.,”L.ﬂ..w..”,.uw,”..L.....”‘.”. e
m/z--> 20 40 100 120 140 160 180 200 220 240 17.00 17.20 17.40 17.60

8270-BF060517.M Tue Jun 20 18:04:51 2017 Page: 13



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF061917\
BF096015.D
19 Jun 2017 20:01

SJ/MA

13696-

18

01

Sample Multiplier: 1

= C:\DATABASE\NIST11.L

LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexanedioic acid, bis(2-eth...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.73 4.38 ng 138207 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 90
2 Adipic acid. di(2-methvlbutvl) e... 286 C16H3004 1000324-68-7 59
3 Adipic acid. di(oct-4-vl ester) 370 C22H4204 1000160-80-1 58
4 Adipic acid. 2-ethvlhexvl isohex... 342 C20H3804 1000324-48-3 50
5 Adipic acid, 4-methylpent-2-yl p... 300 C17H3204 1000353-50-3 47
Abundance Scan 2762 (17.733 min): BF096015.D (-2758) (-) m/z 129.10 100.00%
129.1
5000 57.0
101 17.40 17.60 17.80 18.00
215.1
ol ”‘ I"J J 8o 2oL m/z 57.05 43.60%
m/z--> 100 150 200 250 300 350
Abundance #196972: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 R B DO PUGR R DA
570 17140 17,60 17.80 18.00
290 m/z 70.10 32.65%
0 H ‘ ‘8ﬁ u\h 1600 212.0%410 5750 313.0341.0
m/z--> 150 200 250 300 350
Abundance
129.0
17.40 17.60 17.80 18.00
5000 199.0 m/z 71.10 29.51%
71.0
43.0
o 101. | 157.0 257.0 287.0
m/z--> 50 100 150 200 250 300 350
Abundance #196856: Adipic acid, di(oct-4-yl ester)
129.0 17.40 17.60 17.80 18.00
m/z 55.00 28.64%
5000
55.0
oL 200 L0 || 1720 2140210 g4 355.0
m/z--> 50 100 150 200 250 300 350 1740 17.60 17.80 18.00

8270-BF060517.M Tue Jun 20 18:04:51 2017

NB-RO-72-11935

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Trifluoroacetic acid, penta... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.19 3.02 ng 95392 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 2840 (18.192 min): BF096015.D (-2834) (-) m/z 83.05 100.00%
43.1) 830
5000
234.1
25.1 LU UV AR B B
| h | 202.0 17.80 18.00 18.20 18.40 18.60
ob— ALy oy m/z 57.05 93.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 RN BN N
17.80 18.00 18.20 18.40 18.60
m/z 55.00 89.71%
oL260) | | H \\ ‘\ F“‘OQ 1820 2550 3060
m/z--> 50 200 250 300 350 400
Abundance
57.0
97.0 LA UNIUSI SRR SRR B
17.80 18.00 18.20 18.40 18.60
5000 m/z 43.10 83.01%
169.0
o260 138.0 210.0 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester R EAREa RS EE E e
17.80 18.00 18.20 18.40 18.60
m/z 97.05 81.03%
5000
250
ol \\J\u‘\l1‘?6'0'1'96'0"'IIIIIIIIIIIIIIIIIII e
m/z--> 200 250 300 350 400 17.80 18.00 18.20 18.40 18.60

8270-BF060517.M Tue Jun 20 18:04:59 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 15 8,9-Dihydro-7H-cyclopentaJa... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.79 2.05 ng 64539 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8.9-Dihvdro-7H-cvclopentalalpvrene 242 C19H14 082979-72-4 92
2 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 90
3 2-Methvlchrvsene 242 C19H14 003351-32-4 89
4 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 83
5 Chrysene, 5-methyl- 242 C19H14 003697-24-3 76

Abundance Scan 2942 (18.792 min): BF096015.D (-2936) (-) m/z 242.10 100.00%

242.

5000
121.1
167.0 189.0 215.0 18.40 18.60 18.80 19.00 19.20
0 m/z 241.05 38.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96069: 8,9-Dihydro-7H-cyclopentala]pyrene
242.0
5000

18.40 18.60 18.80 19.00 19.20
120.0 m/z 239.05 30.06%

31.0 SM)molmo‘H1w01m01%02B°\MH

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

Abundance
242.0
18.40 18.60 18.80 19.00 19.20
5000 m/z 243.05 17.61%
119.0
oL 390 630 940 1@01%01&0250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96032: 2-Methylchrysene
242.0 18.40 18.60 18.80 19.00 19.20
m/z 121.10 14 .65%
5000
120.0
20 630 90, | 1500 1870 2150,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18.60 18.80 19.00 19.20

8270-BF060517.M Tue Jun 20 18:04:59 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 16 unknownl18.99 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.99 2.29 ng 72157 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 45
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 41
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 41
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 38
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 38
Abundance Scan 2976 (18.992 min): BF096015.D (-2970) (-) m/z 149.00 100.00%
43.1 149.0
97.0
5000
244.1 AU SR B
202. ] || 18.60 18.80 19.00 19.20 19.40
oL L | m/z  43.10  84.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0
97.0
5000 LN SR B
18.60 18.80 19.00 19.20 19.40
m/z 57.00 83.52%
ol L. \\“ ‘“ | 1310 2% 2100 2520 2970 448.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance
57.0
97.0 18.60 18.80 19.00 19.20 19.40
5000 m/z 55.05 69.45%
o 139.0 1509 238.0 283.0 384.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester LI e e e
57.0 18.60 18.80 19.00 19.20 19.40
97.0 m/z 71.05 68.99%
5000
o150 | | | ‘ || [1390 1579 2240 2600 370.0
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 3éo 4(')0 4&1;0 18.|60 18.|80 19.'00 19.'20 19.'40

8270-BF060517.M Tue Jun 20 18:05:00 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 17 Perylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.84 5.45 ng 118365 Perylene-d12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolelpvrene 252 C20H12 000192-97-2 98
3 Benzolklfluoranthene 252 C20H12 000207-08-9 98
4 Benzolalovrene 252 C20H12 000050-32-8 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 3120 (19.839 min): BF096015.D (-3116) (-) m/z 252.10 100.00%
25%.1
5000
1250 19.60 19.80 20.00 20.20
226.0 : : : :
0 389 680 99.0 189.0 78.1 n/z 250.10 59 930
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene
252.0
5000
19.60 19.80 20.00 20.20
125.0 m/z 253.05 20.73%
0l17.0 39.0 740 99.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
19.60 19.80 20.00 20.20
5000 m/z 124.95 18.66%
126.0
0 41.0 63.0  100.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252.0 19.60 19.80 20.00 20.20
m/z 126.00 16.43%
5000
126.0
0 740 99.0; | 20002240 J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20

8270-BF060517.M Tue Jun 20 18:05:01 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061917\

Data File : BF096015.D

Aca On 19 Jun 2017 20:01

Operator : SJ/MA

ﬁ?ggle i 13696-01 NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 18 unknown20.43 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.43 2.77 ng 60070 Perylene-di12 19.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvl methvl phosphate 264 C13H1304P 000115-89-9 43
2 2-(4-Bromoanilino)-1-cvclopenten... 262 C12H11BrN2 191980-05-9 37
3 2-(4H-T1.2.41Triazol-3-v)-benzo... 264 C14H8N402 1000318-09-6 32
4 1.3.5-Triazin-2(1H)-one. 4.6-di(... 263 C13H21N50 063110-89-4 27
5 Boroxin, ethyldiphenyl- 264 C14H15B303 1000151-82-0 23
Abundance Scan 3221 (20.433 min): BF096015.D (-3215) (-) m/z 264.00 100.00%
131.6 264.0

5000

20.20 20.40 20.60 20.80
Of m/z 131.60 84 .63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #113650: Diphenyl methyl phosphate
264.0
77.0
5000 170.0

20.20 20.40 20.60 20.80

39.0
m/z 263.05 73.54%
141.0
d0 L L mset | g mo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
264.0
182.0 20.20 20.40 20.60 20.80
77.0 m/z 55.00 68.48%
5000 500 155.0
102.0 130.0 210.0
235.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #113846: 2-(4H-[1,2,4]Triazol-3-yl)-benzo[de]isoquinoline-... Al EREEEEET S
264.0 20.20 20.40 20.60 20.80
m/z 130.60 67 .80%
5000 126.0 1800
63.0 910 154.0
B O O SR . L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061917\

Data File : BF096015.D

Acq On : 19 Jun 2017 20:01 Instrument :
Operator : SJ/MA BNA_F

Sample - 13696-01 ClientSampleld :
Misc - NB-RO-72-11935
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.50 8.3 ng 179217 1 7.30 434394 20.0
unknown6 .96 6.96 97.7 ng 2121090 1 7.30 434394 20.0
Phenanthrene, 2-m... 15.36 3.1 ng 87858 4 14.54 560085 20.0
1H-Cyclopropa[l]p--. 15.40 3.8 ng 105917 4 14.54 560085 20.0
4H-Cyclopenta[def... 15.51 6.4 ng 179860 4 14.54 560085 20.0
Dodecanoic acid 15.57 3.8 ng 105811 4 14.54 560085 20.0
Naphthalene, 2-ph... 15.82 2.2 ng 61002 4 14.54 560085 20.0
11H-Benzo[b]fluorene 17.16 3.6 ng 112686 5 18.27 631132 20.0
Fluoranthene, 2-m... 17.24 3.6 ng 114407 5 18.27 631132 20.0
Pyrene, l-methyl- 17.29 2.9 ng 92447 5 18.27 631132 20.0
Hexanedioic acid, ... 17.73 4.4 ng 138207 5 18.27 631132 20.0
Trifluoroacetic a... 18.19 3.0 ng 95392 5 18.27 631132 20.0
8,9-Dihydro-7H-cy... 18.79 2.0 ng 64539 5 18.27 631132 20.0
unknown18.99 18.99 2.3 ng 72157 5 18.27 631132 20.0
Perylene 19.84 5.5 ng 118365 6 19.94 434472 20.0
unknown20.43 20.43 2.8 ng 60070 6 19.94 434472 20.0
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