LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\
Data File : BF095693.D
Acq On : 6 Jun 2017 1:54 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?2?6 - 15466-05 SU-RO-6704-060217
ALS Vial : 18 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-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 height area % max. total
1 1.601 8 11 29 rBV 343060 605101 28.46% 2.955%
2 4.613 520 523 544 rBvV 63345 176312 8.29% 0.861%
3 5.295 635 639 667 rBvY 1207433 2069892 97.35% 10.109%
4 6.954 917 921 933 rBV 1227089 1858729 87.42% 9.077%
5 7.054 933 938 952 rVB 1573422 2126301 100.00% 10.384%
6 7.395 992 996 1010 rBVY 374688 494259 23.25% 2.414%
7 7.636 1032 1037 1054 rBV 1157033 1467062 69.00% 7.165%
8 8.313 1147 1152 1169 rBV 858455 1146961 53.94% 5.601%
9 9.424 1337 1341 1356 rBV 505693 680964 32.03% 3.326%
10 11.207 1638 1644 1657 rVB 1541494 1964240 92.38% 9.593%

11 11.901 1757 1762 1769 rBV 287269 351922 16.55% 1.719%
12 12.248 1816 1821 1826 rBV2 542097 679907 31.98% 3.320%

13 12.301 1826 1830 1837 rVB2 39810 55545 2.61% 0.271%
14 13.107 1963 1967 1970 rBV3 29391 35568 1.67% 0.174%
15 13.148 1970 1974 1985 rVB 33513 49693 2.34% 0.243%
16 13.542 2036 2041 2050 rBV 770397 992543 46.68% 4.847%
17 13.877 2094 2098 2106 rBV 37051 70058 3.29% 0.342%
18 14.612 2218 2223 2224 rBV 25919 31465 1.48% 0.154%

19 14.642 2224 2228 2231 rVV 465840 568987 26.76% 2.779%
20 14.677 2231 2234 2243 rVV 143772 199960 9.40% 0.977%

21 14.771 2247 2250 2257 rVB 42533 54109 2.54% 0.264%
22 15.289 2335 2338 2342 rBV2 16224 23806 1.12% 0.116%
23 15.442 2360 2364 2368 rBV2 67397 79386 3.73% 0.388%
24 15.489 2368 2372 2378 rVB2 44799 52673 2.48% 0.257%
25 15.559 2378 2384 2387 rBV 17839 22778 1.07% 0.111%
26 15.601 2387 2391 2395 rVVv2 52688 74345 3.50% 0.363%
27 15.659 2395 2401 2412 rVB3 103332 157430 7.40% 0.769%
28 15.895 2437 2441 2447 rBV2 27682 41015 1.93% 0.200%
29 16.253 2497 2502 2506 rBV 47914 57015 2.68% 0.278%
30 16.295 2506 2509 2513 rVV5 22331 33416 1.57% 0.163%
31 16.377 2519 2523 2526 rBV3 24230 30199 1.42% 0.147%

32 16.412 2526 2529 2532 rVV 93980 100910 4._.75% 0.493%
33 16.453 2532 2536 2542 rVB 251776 328729 15.46% 1.605%
34 16.759 2583 2588 2593 rBV 279020 330387 15.54% 1.613%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\
Data File : BF095693.D
Acq On : 6 Jun 2017 1:54 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?2?6 - 15466-05 SU-RO-6704-060217
ALS Vial : 18 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-BF060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.883 2606 2609 2613 rVB4 18624 24410 1.15% 0.119%
36 17.012 2624 2631 2637 rVB 1159940 1314251 61.81% 6.418%
37 17.089 2637 2644 2647 rBV3 23529 40276 1.89% 0.197%
38 17.206 2658 2664 2665 rBV5 21799 37894 1.78% 0.185%
39 17.224 2665 2667 2674 rVB2 40233 55009 2.59% 0.269%
40 17.318 2674 2683 2686 rBV2 38948 62709 2.95% 0.306%
41 17.359 2686 2690 2696 rBV2 42853 76661 3.61% 0.374%
42 17.477 2705 2710 2713 rBV2 34790 45535 2.14% 0.222%
43 17.512 2713 2716 2719 rVV 22034 22370 1.05% 0.109%
44 17.865 2773 2776 2782 rBV7 17667 33498 1.58% 0.164%
45 18.030 2798 2804 2807 rBV2 33784 56321 2.65% 0.275%
46 18.059 2807 2809 2812 rVB2 23969 23852 1.12% 0.116%

47 18.265 2839 2844 2853 rBV2 112727 225215 10.59% 1.100%
48 18.353 2853 2859 2862 rvv2 502809 665058 31.28% 3.248%
49 18.389 2862 2865 2871 rVB 87007 125567 5.91% 0.613%

50 18.477 2877 2880 2884 rVB4 25873 33142 1.56% 0.162%
51 19.624 3072 3075 3077 rBV 73722 92147 4_.33% 0.450%
52 19.971 3131 3134 3138 rVB 72304 80187 3.77% 0.392%

53 20.018 3139 3142 3153 rVV2 320454 450896 21.21% 2.202%

Sum of corrected areas: 20476665
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF060517\

BF095693.D

6 Jun 2017 1:54

SJ/MA

13466-05

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

SU-RO-6704-060217

Abundance

1400000

1200000
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800000

600000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

ﬁ?ggle i 13466-05 SU-RO-6704-060217
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

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.

4.61 7.13 ng 176312 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 522 (4.607 min): BF095693.D (-520) (-) m/z 43.00 100.00%
43
59
5000
101 e e
83 420 4.40 4.60 4.80 5.00
S 1SN | NS NN NS SN m/z 59.00 60.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRR LR S
420 4.40 4.60 4.80 5.00
m/z 101.00 22.07%
31 ‘ 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 440 460 480 500
5000 m/z 58.00 13.92%
101
15 58
o 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e N Emme
59 420 4.40 4.60 4.80 5.00
m/z 41.10 8.86%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 420 440 4.60 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

ﬁ?ggle i 13466-05 SU-RO-6704-060217
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

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 unknown7.05 Concentration Rank 1

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

7.05 86.04 ng 2126300 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 937 (7.048 min): BF095693.D (-933) (-) m/z 132.00 100.00%
32
5000 68
20 5 g ||| 75 g 104 g 680 7.00 7.00 7.40
O R e e o o R e m/z 68.10 38.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL IR
6.80 7.00 7.20 7.40
2 78 m/z 134.00 31.85%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.00 7.40
5000 67 m/z 66.00 22.96%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A AR RRE
132 6.80 7.00 7.20 7.40
m/z 96.00 14 .29%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
wz> T % % 4o @ 8 70 8 8 100 10 135 130 14 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

ﬁ?ggle i 13466-05 SU-RO-6704-060217
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

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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.88 2.46 ng 70058 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 83
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 2098 (13.877 min): BF095693.D (-2094) (-) m/z 57.10 100.00%
57
43 | 11
5000 85
99 113157 ' 13.60 13.80 14.00 14.20
(o} m/z 71.10 74 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
5000
13.60 13.80 14.00 14.20
9 m/z 43.00 70.68%
113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 R EERERE SRR
71 13.60 13.80 14.00 14.20
5000 85 m/z 85.10 48.06%
29
oL 15 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57 13.60 13.80 14.00 14.20
43 m/z 41.00 33.85%
71
5000 85
29 99
oL 15 ‘\ 1 113127141155169183 212
..W.H.P.“,”.W.H.P.”,“...”..”...” R e SRR B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

ﬁ?ggle i 13466-05 SU-RO-6704-060217
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

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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.79 ng 79386 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 86
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 86
Abundance Scan 2364 (15.442 min): BF095693.D (-2360) (-) m/z 192.10 100.00%
1
5000
' 15.20 15.40 15.60 15.80
o} m/z 74.00 82.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
192
5000 R AN DA RAR S R
15.20 15.40 15.60 15.80
165 m/z 191.10 60.68%
ol 2739 51 63 8 * lsiriise | 177 |
m/z--> 20 40 60 80 100 120 150 160 180 200 220
Abundance
192
' 15.20 15.40 15.60 15.80
5000 m/z 87.10 54 _95%
82 94 165
ol 16 27 39 51 63 115127139152 | 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl- e
192 15.20 15.40 15.60 15.80
m/z 189.10 32.73%
5000
165
15 27 39 51 63 S5 9 115157139152 | 177 w\
m/z--> 20 40 60 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\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

ﬁ?ggle i 13466-05 SU-RO-6704-060217
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

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 8

R.T. EstConc Area Relative to ISTD R.T.
15.60 2.61 ng 74345 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 49
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 49
3 Benzaldehyde, 4-(trifluoromethoxy)- 190 C8H5F302 000659-28-9 38
4 3-Bromo-2-furoic acid 190 C5H3Bro03 014903-90-3 35
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 30

Abundance Scan 2391 (15.601 min): BF095693.D (-2387) (-) m/z 189.10 100.00%
149
5000
a 208 224 15.20 15.40 15.60 15.80 16.00
01 m/z 190.05 99.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 LRSI DU BASUI SUNIUL B
o4 15.20 15.40 15.60 15.80 16.00
m/z 192.10 88.46%
ol 273950 63 8 | 110122 137150163 178 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189
15.20 15.40 15.60 15.80 16.00
5000 m/z 191.10 59.48%
94
8l 163
G S R L U S WL B B B W W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53451: Benzaldehyde, 4-(trifluoromethoxy)-
o5 189 15.20 15.40 15.60 15.80 16.00
m/z 94.50 31.15%
5000 69
39
‘ 50 161
[o) I .2.8. "‘I ; .‘h.‘. e I\‘l\ |8.3. l\l |1P.6.1.1|9. Il?? SN N .‘.  ERAREREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

ﬁ?ggle i 13466-05 SU-RO-6704-060217
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

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.66 5.53 ng 157430 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2401 (15.659 min): BF095693.D (-2395) (-) m/z 73.00 100.00%

171757199 | 207 256 15.40 15.60 15.80 16.00

3
5000 129
TJi ﬁ7 jOI115 149 185, 213

0 m/z 43.05 77.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LA L L L L LB L L

15.40 15.60 15.80 16.00

m/z 60.00 72.81%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73 . .
e
15.40 15.60 15.80 16.00
5000 m/z 55.00 62.26%
29
129
87 115 171 214
o 101 143157 185,90
R AR B e R Ra o R AR = a e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e e
43 60 73 15.40 15.60 15.80 16.00
m/z 41.05 61.06%
5000 129
29
199
143 157171185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

ﬁ?ggle i 13466-05 SU-RO-6704-060217
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 di-p-Tolylacetylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.25 2.00 ng 57015 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolylacetylene 206 C16H14 002789-88-0 93
2 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 92
3 9,10-Dimethylanthracene 206 C16H14 000781-43-1 91
4 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 90
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 89
Abundance Scan 2501 (16.248 min): BF095693.D (-2497) (-) m/z 206.05 100.00%
6
5000
41 57 76 89102 119 152 165 178 16.00 16.20 16.40 16.60
of m/z 191.10 52.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66239: di-p-Tolylacetylene
206
5000
16.00 16.20 16.40 16.60
191 m/z 205.10 29.39%
o 39 51 63 76 89 102115 155139 152 165 178 || hw
m/z--> 20 40 60 éo 100 150 110 1éo 1éo 200
Abundance
206
16.00 16.20 16.40 16.60
5000 m/z 189.00 29.23%
189
. 76 89 102 152 165 178
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #66247: 9,10-Dimethylanthracene
206 16.00 16.20 16.40 16.60
191 m/z 207.10 18.70%
5000
14 2839 5163 79, \\ | m 115127 139 152 195 176 | H\‘\
m/z--> 20 40 60 80 100 120 140 1('30 15';0 2(')0 ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

ﬁ?ggle i 13466-05 SU-RO-6704-060217
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

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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.36 2.31 ng 76661 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, l-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 62
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 58
Abundance Scan 2690 (17.359 min): BF095693.D (-2686) (-) m/z 216.05 100.00%
216
5000
94
o7 g | 02121 130 161 17689202 ||| 232 17.00 17.20 17.40 17.60
o} m/z 215.10 65.24%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74416: Pyrene, 1-methyl-
216
5000
17.00 17.20 17.40 17.60
m/z 94.50 26.24%
108 189
ol 2739 51 6374 9 | 122 137150163174 " 200 ||
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
17.00 17.20 17.40 17.60
5000 o5 m/z 217.10 22 .31%
108
189
0 53 64 81 122 150 163174 | 200
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74425: Fluoranthene, 2-methyl-
216 17.00 17.20 17.40 17.60
m/z 213.10 19.81%
5000
108 189
ol 273950 6374 95 | 122 139150163174 200 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095693.D

Acq On > 6 Jun 2017 1:54

Operator : SJ/MA

Sample - 13466-05

Misc :

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

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 Heptafluorobutyric acid, pe... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.27 6.77 ng 225215 Chrysene-di2 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 2845 (18.271 min): BF095693.D (-2839) (-) m/z 57.05 100.00%
7
5000 ’/\“ﬁj\\/\k\&/\’v
139 166 197 223244 1800 18.20 18.40 18.60
o} m/z 83.05 97 .64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 U SRR BRI SULR S
m 18.00 18,20 18.40 18.60
m/z 43.05 91.56%
29 169
0 ..“. ey ‘l“.‘hfl?lg‘.‘. L 2]l-0|| |25|5||| B e ..?0.6.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 U SRR BN BUNURN B
18.00 18.20 18.40 18.60
5000 111 m/z 55.05 90.67%
29
0 140 182 210 255 306 J\WIL”N
mz-> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R REEmEmEm s e
18.00 18.20 18.40 18.60
83 m/z 69.05 84 _.13%
- T Jw
29
0 J ! “ ‘ il J\H\l?g 1§2 2]\-0 255 356
m/z--> 50 100 150 200 250 300 350 400 18.00 18,20 18.40 18.60

8270-BF060517.M Tue Jun 06 15:11:30 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060517\

Data File : BF095693.D

Acq On : 6 Jun 2017 1:54

Operator : SJ/MA

3?22'6 i 13466-05 SU-RO-6704-060217
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... 4.61 7.1 ng 176312 1 7.40 494259 20.0
unknown7 .05 7.05 86.0 ng 2126300 1 7.40 494259 20.0
Nonadecane 13.88 2.5 ng 70058 4 14.64 568987 20.0
Phenanthrene, 2-m... 15.44 2.8 ng 79386 4 14.64 568987 20.0
4H-Cyclopenta[def... 15.60 2.6 ng 74345 4 14.64 568987 20.0
n-Hexadecanoic acid 15.66 5.5 ng 157430 4 14.64 568987 20.0
di-p-Tolylacetylene 16.25 2.0 ng 57015 4 14.64 568987 20.0
Pyrene, 1l-methyl- 17.36 2.3 ng 76661 5 18.35 665058 20.0
Heptafluorobutyri... 18.27 6.8 ng 225215 5 18.35 665058 20.0
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