LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

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-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 4.528 497 500 517 rBV 18831 55811 3.96% 0.386%
2 5.234 617 620 656 rBV 193314 615439 43.63% 4 ._.259%
3 6.910 902 905 916 rBV 223476 522886 37.07% 3.619%
4 6.998 916 920 937 rVB 406525 832867 59.04% 5.764%
5 7.334 973 977 993 rVB 300159 397250 28.16% 2.749%
6 7.569 1013 1017 1034 rVB 403171 572077 40.55% 3.959%
7 8.257 1130 1134 1154 rBV 198867 403532 28.61% 2.793%
8 9.369 1319 1323 1343 rBV 358682 538961 38.21% 3.730%
9 11.145 1620 1625 1640 rBV 943980 1169579 82.91% 8.095%
10 11.845 1740 1744 1757 rVB 99775 134000 9.50% 0.927%
11 11.974 1762 1766 1774 rBV 17770 25014 1.77% 0.173%
12 12.186 1797 1802 1808 rBV2 436844 548158 38.86% 3.794%
13 12.233 1808 1810 1818 rvVvB2 14342 22112 1.57% 0.153%
14 13.039 1942 1947 1952 rBB3 12655 15716 1.11% 0.109%

15 13.480 2018 2022 2040 rBV 448111 697055 49.41% 4.824%

16 13.810 2074 2078 2085 rBV 14087 19749 1.40% 0.137%
17 14.580 2205 2209 2212 rVV 367880 446894 31.68% 3.093%
18 14.615 2212 2215 2226 rVV 181831 277838 19.70% 1.923%

19 14.721 2229 2233 2244 rVB 41237 64496 4._.57% 0.446%
20 15.045 2284 2288 2293 rBV2 8425 14447 1.02% 0.100%
21 15.127 2297 2302 2309 rVB4 12773 24400 1.73% 0.169%
22 15.392 2340 2347 2351 rBV2 51722 70591 5.00% 0.489%
23 15.433 2351 2354 2362 rVB 53798 64925 4._.60% 0.449%
24 15.515 2362 2368 2369 rBV 18561 22603 1.60% 0.156%
25 15.545 2369 2373 2378 rVV2 44684 81931 5.81% 0.567%
26 15.598 2378 2382 2392 rVB3 50182 86505 6.13% 0.599%
27 15.845 2415 2424 2429 rBV2 29686 41786 2.96% 0.289%
28 15.927 2434 2438 2445 rBV4 14591 30385 2.15% 0.210%
29 16.204 2481 2485 2488 rBV 38005 43950 3.12% 0.304%
30 16.251 2488 2493 2496 rVV5 13570 25185 1.79% 0.174%
31 16.315 2501 2504 2505 rBVZ2 19408 17419 1.23% 0.121%
32 16.398 2512 2518 2525 rBV 435239 525939 37.28% 3.640%
33 16.509 2533 2537 2540 rBV3 14012 19623 1.39% 0.136%
34 16.604 2550 2553 2557 rVB3 12963 15853 1.12% 0.110%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

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-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.703 2565 2570 2580 rVB 452702 577758 40.96% 3.999%

36 16.909 2596 2605 2608 rBV3 17718 31158 2.21% 0.216%
37 16.956 2608 2613 2620 rVB 1225300 1410629 100.00% 9.763%
38 17.033 2620 2626 2630 rBV3 30632 52861 3.75% 0.366%
39 17.151 2640 2646 2648 rBv4 29462 49163 3.49% 0.340%
40 17.180 2648 2651 2656 rVB 36896 53275 3.78% 0.369%
41 17.268 2662 2666 2669 rVB 20621 25110 1.78% 0.174%
42 17.315 2669 2674 2678 rBV3 51488 84385 5.98% 0.584%
43 17.356 2678 2681 2688 rVB5 13108 22507 1.60% 0.156%
44 17.421 2688 2692 2697 rBV2 29531 40037 2.84% 0.277%
45 17.468 2697 2700 2704 rVB2 25292 27560 1.95% 0.191%
46 17.874 2764 2769 2775 rVB 43995 58361 4.14% 0.404%
47 17.980 2781 2787 2789 rBV2 32602 36566 2.59% 0.253%
48 18.009 2789 2792 2795 rVv2 42278 62090 4._.40% 0.430%
49 18.045 2795 2798 2802 rVV 27600 34744 2.46% 0.240%
50 18.086 2802 2805 2808 rVB 21587 23149 1.64% 0.160%
51 18.145 2812 2815 2822 rVB 46458 51923 3.68% 0.359%
52 18.215 2822 2827 2832 rBV5 40941 79363 5.63% 0.549%

53 18.292 2835 2840 2845 rBV2 473821 769624 54 _.56% 5.327%
54 18.333 2845 2847 2859 rvB2 195737 292519 20.74% 2.025%

55 18.427 2859 2863 2867 rBV3 30698 40709 2.89% 0.282%
56 18.539 2875 2882 2886 rBV6 16499 31671 2.25% 0.219%
57 18.598 2888 2892 2895 rVv2 17862 27641 1.96% 0.191%
58 18.639 2896 2899 2903 rVB3 19252 25596 1.81% 0.177%
59 18.809 2923 2928 2932 rVV 56386 74412 5.28% 0.515%
60 18.850 2932 2935 2939 rVB 36736 44564 3.16% 0.308%
61 18.921 2943 2947 2951 rVV3 24613 44935 3.19% 0.311%
62 18.962 2951 2954 2957 rVV3 24408 36344 2.58% 0.252%
63 18.997 2957 2960 2966 rVVv7 17128 37152 2.63% 0.257%
64 19.056 2968 2970 2978 rVB4 15335 23364 1.66% 0.162%
65 19.197 2988 2994 2996 rBV5 8224 16744 1.19% 0.116%
66 19.256 3001 3004 3007 rVB5 14115 17695 1.25% 0.122%
67 19.427 3027 3033 3037 rBV5 22165 43185 3.06% 0.299%
68 19.527 3048 3050 3053 rBV2 14602 17387 1.23% 0.120%

69 19.568 3053 3057 3060 rvVv 234114 325148 23.05% 2.250%
70 19.597 3060 3062 3069 rVB2 91269 133381 9.46% 0.923%

71 19.686 3074 3077 3081 rVvVv 36895 41143 2.92% 0.285%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

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-BF060517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 19.803 3095 3097 3102 rVB6 14617 20499 1.45% 0.142%

73 19.856 3102 3106 3111 rBV 147326 153748 10.90% 1.064%
74 19.915 3112 3116 3121 rBV 197434 224505 15.92% 1.554%
75 19.968 3121 3125 3130 rBV 269819 342172 24.26% 2.368%

76 20.139 3151 3154 3157 rBV3 12298 15544 1.10% 0.108%
77 20.403 3195 3199 3203 rBV4 20920 34674 2.46% 0.240%
78 20.456 3203 3208 3210 rBv4 15539 26296 1.86% 0.182%
79 20.774 3257 3262 3273 rVB4 19683 44862 3.18% 0.310%
80 21.144 3319 3325 3333 rBV 71538 136018 9.64% 0.941%
81 21.274 3342 3347 3352 rBV2 22464 39042 2.77% 0.270%
82 21.327 3352 3356 3360 rVvB4 15599 28323 2.01% 0.196%
83 21.480 3377 3382 3391 rVB 53059 107161 7.60% 0.742%
84 21.691 3414 3418 3423 rVB5 12014 22141 1.57% 0.153%
85 23.338 3691 3698 3707 rBV9 14850 44859 3.18% 0.310%
Sum of corrected areas: 14448673
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA F\DATA\BF061417\
: BF095936.D

: 14 Jun 2017 22:29

: SJ/MA

: 13660-01

14 Sample Multiplier: 1

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 1 Oxirane, [(1-methylethoxy)m... Concentration Rank 8

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

4.53 2.81 ng 55811 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. I(l1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
3 Diacetamide 101 C4H7NO2 000625-77-4 5
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 5
5 Guanidine 59 CH5N3 000113-00-8 4

Abundance Scan 500 (4.528 min): BF095936.D (-497) (-) m/z 43.10 100.00%
43.1
59.0
5000
101.1 MMM i e
| 420 4.40 4.60 4.80
-t m/z 59.00 59.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
9.0 59.0
5000 N AR RARAARAARERARRS
420 4.40 4.60 4.80
3.0 101.0 m/z 101.10 22 .80%
(1 ‘\ 1l . 86.0
S U SR IS SULILILS UL IULIL UL SULIL S WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
420 440 460 480
5000 m/z 58.00 14 .84%
101.0
o150 31.0 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide R e
43.0 420 4.40 4.60 4.80
m/z 41.00 8.61%
5000 59.0
73.0
101.0
0 28.0 |l 510 86.0 \
miz--> 10 20 30 40 50 60 70 80 90 100 110 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 2 unknown7.00 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.00 41.93 ng 832867 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 920 (6.998 min): BF095936.D (-916) (-) m/z 132.00 100.00%
13%.0
5000 68.0 [\
01 s 9%.0 550 680 700 750 740
0 R B m/z 68.05 36.59%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0

6.60 6.80 7.00 7.20 7.40
410 o . m/z 134.00  31.69%

ol— “‘ S‘LO\HH’]- ....“luuH.....|....|....
m/z--> 100 120 140 160 180

Abundance
132.0
PSS S W

69.0 104.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 66.00 20.88%

31.0 51.0
O T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance : i i

#52379: Tranylcypromine-propionyl LI B e o
57.0 132.0 6. 60 6. 80 7. 00 7. 20 7. 40
m/z 96.00 13.24%

74.0
116.0
5000 98.0 }\
o A ‘L ! 158.0 189.0

m/z--> 40 60 80 100 120 140 160 180 6. 60 6. 80 7. 00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 4 Anthracene, 1l-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.39 3.16 ng 70591 Phenanthrene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 95
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
Abundance Scan 2347 (15.392 min): BF095936.D (-2340) (-) m/z 192.10 100.00%
192.1
5000
94.7 15.00 15.20 15.40 15.60 15.80
74.0
ol 430 uso 100 m/z 191.10  60.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192.0
A
5000 LN UL AR B B
15.00 15.20 15.40 15.60 15.80
165.0 m/z 189.10 32.58%
ol 270 63.0 81.0 960 1150 1390 T ‘\\
miz--> 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 193.10 18.06%
94.0 165.0
0 39.0 63.0 78.0 115.0 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 15.00 15.20 15.40 15.60 15.80
m/z 190.10 15.77%
5000
165.0
o150 300 630 *%gg0 150 1300 P M
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 5 1H-Cyclopropa[l]phenanthren... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.91 ng 64925 Phenanthrene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
4 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
Abundance Scan 2353 (15.427 min): BF095936.D (-2351) (-) m/z 192.05 100.00%
19p.1
165.1 L SRR I R B
69.3 %5 | 15.20 15.40 15.60 15.80
o M | A m/z 191.05 64.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[l]phenanthrene, 1a,9b-dihydro-
192.0
5000 LN A ---- e
15.20 15.40 15.60 15.80
165.0 m/z 189.10 31.51%
o 390 630 810 90 1150 139.0 | i
miz--> b w & ® i U o o i Ao
Abundance
192.0
' 15.20 15.40 15.60 15.80
5000 m/z 190.10 21.74%
165.0
o 39.0 630 810 90 1150 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl- e e
192.0 15.20 15.40 15.60 15.80
m/z 193.00 19.62%
5000
165.0
o150 30 630 %5990 1150 1300 7 |
m/z--> 20 40 60 80 100 120 140 160 1é0 200 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 6 6H-Cyclobuta[jk]phenanthrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.54 3.67 ng 81931 Phenanthrene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 52
3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 45
4 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCIOQO3S 036155-87-0 40
5 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C1OH7FN20 1000338-05-6 32
Abundance Scan 2372 (15.539 min): BF095936.D (-2369) (-) m/z 190.10 100.00%
190.1
5000
94.5 W"”A'”'I”"P'AI
41 629 | 1389 1031 15.20 15.40 15.60 15.80
O o L L B e A m/z 189.05 81.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
5000 LA AR RN RS o
94.0 15.20 15.40 15.60 15.80
: m/z 187.00 23.47%
163.0
L S S UL WL UL NI B WL o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
15.20 15.40 15.60 15.80
5000 m/z 94.55 22.98%
94.0
o 39.0 63.0 78,0 1100 1370 1630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53363: Benzaldehyde, 3,5-dichloro-2-hydroxy-
63.0 189.0 15.20 15.40 15.60 15.80
’ m/z 191.10 17.16%
29.0
5000
97.0 133.0
172.0
dze L e oy Lo ol ML
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\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 7 Decanoic acid, silver(1+) salt Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.60 3.87 ng 86505 Phenanthrene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 43
2 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
3 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 35
4 Oxalic acid. allvl dodecvl ester 298 C17H3004 1000309-24-0 27
5 Undecanoic acid 186 C11H2202 000112-37-8 22

Abundance Scan 2382 (15.598 min): BF095936.D (-2378) (-) m/z 73.00 100.00%
43.1 73.0
149.1
5000
192.1 e
115. | 15.20 15.40 15.60 15.80 16.00
0 o O . A m/z 43.10 90.67%
m/z--> 50 100 150 250 300 350
Abundance #125286: Decan0|c aC|d silver(1+) salt
43.0 155.0
5000
15.20 15.40 15.60 15.80 16.00
115, m/z 60.00 70.46%
ol b u\‘ w\ 2170 2790 3300 _ 387.0
m/z--> 50 200 250 300 350
Abundance
60.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 57.00 66.25%
29.0 185.0
. 97.0 129.0 2210 2640
m/z--> B "55' "'166 B ﬁsd B éoo"' 550"' 566 B ééd !
Abundance #203464: Oxalic acid, allyl octadecyl ester
41.0 15.20 15.40 15.60 15.80 16.00

m/z 41.10 64 .01%

5000
71.0

0 | M M %410 297.0

T T . LI N B I T T T I T T T T I T T T T T T T I T T T T I T T T T I

m/z--> 50 100 150 200 250 300 350 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\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 8 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.32 2.19 ng 84385 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 70
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 70
3 Pvrene. 4-methvl- 216 C17H12 003353-12-6 60
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 53
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 53
Abundance Scan 2675 (17.321 min): BF095936.D (-2669) (-) m/z 216.05 100.00%
5000
17.00 17.20 17.40 17.60
o m/z 232.10 78 .94%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #74415: Pyrene, 1-methyl-
216.0
5000
17.00 17.20 17.40 17.60
108.0 189.0 m/z 215.10 60 .39%
oL 410 630 870 " 1340 1630 ] 1
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance
216.0
17.00 17.20 17.40 17.60
5000 m/z 231.10 41 .58%
108.0
ol 390 630 870 1340 1630 890
m/z--> 40 60 8 100 120 140 160 180 200 220
Abundance #74414: Pyrene, 4-methyl-
216.0 17.00 17.20 17.40 17.60
m/z 218.10 37 .65%
5000
108.0
. 390 630 870 | 1350 1630 890
m/z--> 40 60 8 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 1-Hexadecanol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
18.22 2.06 ng 79363 Chrysene-di12 18.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 81
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 80
3 n-Tetracosanol-1 354 C24H500 000506-51-4 70
4 n-Nonadecanol-1 284 C19H400 001454-84-8 70
5 Behenic alcohol 326 C22H460 000661-19-8 62

Abundance Scan 2828 (18.221 min): BF095936.D (-2822) (-) m/z 57.05 100.00%
5%.0
97.0
5000
25.0 R SUNRN SRS BN B
| 229.2 18.00 18.20 18.40 18.60
ol ..'.'.....,..'..,....,....,. m/z 55.00 81.53%
m/z--> 50 10 150 200 250 300 350
Abundance #95980: 1-Hexadecanol
55.0
83.0
5000 UL SULRILE UL RO R
mmmmmmmm
111.0 m/z 43.05  73.34%
LA \ \\ ‘u ‘\\ 1390166.0196.0224.0
m/z--> éo o 200 2éo 360 3%0
Abundance
57.0
97.0 R UM SRS BN B
18.00 18.20 18.40 18.60
5000 m/z 69.10 71.91%
29.0 125.0
. 154.0182.0210.0 559 356.0
m/z--> §o 160 1%0 200 2éo 360 3%0
Abundance #186968: n-Tetracosanol-1 e ma s e RAmma na
18.00 18.20 18.40 18.60
m/z 83.05 71.88%
5000
1250
29.0 153.0
o w“ ‘\ LJ [1°30181.0210.0238.0266.0 30803360
m/z--> 200 250 300 350 18.00 18.20 18.40 18.60

8270-BF060517.M Thu Jun 15 14:11:02 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 10 Imidazo[l1,2-b]-1,2,4-triazi... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.43 2.52 ng 43185 Perylene-di12 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazoll.2-b1-1.2.4-triazine. 6... 254 C14H14N40 1000277-24-4 64
2 Anthracene. 9-phenvl- 254 C20H14 000602-55-1 64
3 9H-Fluorene. 9-(phenvlmethvlene)- 254 C20H14 001836-87-9 58
4 9.10I1".2"1-Benzenoanthracene. 9... 254 C20H14 000477-75-8 58
5 1,2"-Binaphthalene 254 C20H14 004325-74-0 58
Abundance Scan 3034 (19.433 min): BF095936.D (-3027) (-) m/z 254.10 100.00%
254.1
5000
111.9 224.1
a0 90 135.0 281.1 19.20 19.40 19.60 19.80
o} m/z 253.10 29.92%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105322: Imidazo[1,2-b]-1,2,4-triazine, 6-(3-methoxyphenyl...
254.0
5000
19.20 19.40 19.60 19.80
420 g0 1020 1830 20 m/z 224.10 21.88%
o . 157.0 2.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
254.0
19.20 19.40 19.60 19.80
5000 m/z 111.90 20.49%
126.0
o280 630 100.0 150.0 174.0 200.0 226.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105933: 9H-Fluorene, 9-(phenylmethylene)-
254.0 19.20 19.40 19.60 19.80
m/z 113.00 19.35%
5000 126.0
51290 510 750 1000] | 1500 1740 2000 2260/ ||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 13 unknown20.40 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.40 2.03 ng 34674 Perylene-d12 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.9.12-Octadecatriene. l1-methoxy- 278 C19H340 056554-59-7 43
2 Nonadecane 268 C19H40 000629-92-5 41
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 35
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 35
5 Tetrapentacontane 759 C54H110 005856-66-6 35
Abundance Scan 3198 (20.397 min): BF095936.D (-3195) (-) m/z 57.10 100.00%
57.1
85.0 278.1
5000

20.00 20.20 20.40 20.60 20.80
m/z 71.10 84 .95%

207.0 238.9

D

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126173: 1,9,12-Octadecatriene, 1-methoxy-
71.0

41.0 278.0

20. OO 20. 20 20 40 20. 60 20 80
m/z 85.05 61.03%

5000

139.0

| \“W 163.0 189.0 221.0 246.0

o MR} TR 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
85.0 20.00 20.20 20.40 20.60 20.80
5000 ' m/z 43.10 60.59%
29.0
o 1130 141.0 169.0 197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129501: Nonadecane, 2-methyl- A B o
43.0 20.00 20.20 20.40 20.60 20.80
m/z 278.10 53.31%
5000 71.0
99.0 239.0
127.0 155.0
ol b i g T 1830 210 ) 2670
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 14 unknown20.77 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.77 2.62ng 44862 Perylene-di2 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 p-Nitrophenvl nonvl ether 265 C15H23N03 086702-46-7 22
2 2-Chloro-4.6-bis(3-thienvDpvrim... 278 C12H7CIN2S2 131022-83-8 14
3 6-I3-Chloro-4-methoxvphenvl1-5-T... 378 C21H24Cl1202 055614-53-4 12
4 1.2.3.4-Phenazinetetrol. 7-chloro- 278 C12H7CIN204 023774-10-9 12
5 2-Chloro-4,6-bis(2-thienyl)pyrim... 278 C12H7CIN2S2 124959-36-0 11

Abundance Scan 3261 (20.768 min): BF095936.D (-3257) (-) m/z 57.05 100.00%
57.0
278.2
85.
5000 138.0
209.0 .
“ ” ”‘ | | 25?'0 | 20.40 20.60 20.80 21.00
ob—— LA i m/z 278.20 69.38%
m/z--> 50 100 150 200 250 300 350
Abundance #114726: p-Nitropheny| nonyl ether
43.0
5000
.0 1000 20.40 20.60 20.80 21.00
‘ ‘ ' 139.0 265.0 m/z 71.00 60.09%
oL ‘\l \‘ 1 ﬁ““.““‘l“‘”:‘““ I\L “l ) I\‘HI ‘l‘ |‘ — |23|5|0 |“| — ——— ——
m/z--> 50 100 150 200 250 300 350
Abundance
278.0
R e S
20.40 20.60 20.80 21.00
m/z 85.10 54 _05%
5000 243.0
45.0 135.0
o 82.0 172.0 215.0
LA e e o o B LA B e s o o e o B
m/z--> 50 100 150 200 250 300 350
Abundance #201483: 6-[3-Chloro-4-methoxyphenyl]-5-[4-chlorophenyl]-2...
57.0 155.0 20.40 20.60 20.80 21.00
' m/z 138.00 44 _66%
5000
85.0 278.0
121.0
0 ‘\m “.M gl 2080 2440 | 3100 344.0 378.0
LA e e e o e L B e e e e R
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 15 Picene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.27 2.28 ng 39042 Perylene-di12 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Picene 278 C22H14 000213-46-7 76
2 Benzolbltriphenvlene 278 C22H14 000215-58-7 76
3 Pentacene 278 C22H14 000135-48-8 72
4 Dibenzla.hlanthracene 278 C22H14 000053-70-3 68
5 Pentaphene 278 C22H14 000222-93-5 68

Abundance Scan 3346 (21.268 min): BF095936.D (-3342) (-) m/z 278.10 100.00%

5000

21.00 21.20 21.40 21.60

0! m/z 139.00 33.54%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126208: Picene
278.0
5000

21.00 21.20 21.40 21.60
m/z 279.15  28.12%

139.0
43.0 63.0 87.0 113.0 ™" 163.0 187.0  224.0 250.0

e i Tt N |
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
278.0
21.00 21.20 21.40 21.60
5000 m/z 138.05  25.59%
139.0
0L45.0 73.0 930112.0 165.0 187.0207.0227.0 250.0
B e o
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126211: Pentacene
278.0 21.00 21.20 21.40 21.60
m/z 280.00 21.68%
5000
139.0
ol 44.0 63.0 9301130, | 1620 2m02M02?0 I
T i R -
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061417\
Data File : BF095936.D

Aca On 14 Jun 2017 22:29

Operator : SJ/MA

Sample : 13660-01

Misc :

ALS Vial : 14 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 16 1,2:4,5-Dibenzopyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.34 2.62 ng 44859 Perylene-d12 19.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 68
2 Dibenzo(a.1)pvrene 302 C24H14 000189-55-9 58
3 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 53
4 Dibenzolfa.opTnanhthacene 302 C24H14 000192-51-8 53
5 1,2,9,10-Dibenzopyrene 302 C24H14 000191-30-0 47

Abundance Scan 3698 (23.338 min): BF095936.D (-3691) (-) m/z 302.10 100.00%

5000

23.00 23.20 23.40 23.60

o m/z 300.20 35.24%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146694: 1,2:4,5-Dibenzopyrene
302.0
5000
151.0 23.00 23.20 23.40 23.60
m/z 303.10 33.26%
0 69.0 100.0 124.0, ‘\“ 248.0 274.0 ‘\‘
T T T e T T e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
302.0
23.00 23.20 23.40 23.60
5000 m/z 150.00 32.60%
151.0
0l410 63.0 92,0 125.0 198.0 222.0 248.0 274.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146695: 3,4:8,9-Dibenzopyrene
302.0 23.00 23.20 23.40 23.60
m/z 150.95 29.02%
5000
151.0
oL 510 740 10101250, l 198.0 224.0 248.0 2740 ||
T T e e P e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061417\
Data File : BF095936.D

Acq On 14 Jun 2017 22:29

Operator : SJ/MA

Sample - 13660-01

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Oxirane, [(1-meth... 4.53 2.8 ng 55811 1 7.33 397250 20.0
unknown7 .00 7.00 41.9 ng 832867 1 7.33 397250 20.0
Anthracene, 1-met... 15.39 3.2 ng 70591 4 14.58 446894 20.0
1H-Cyclopropa[l]p--- 15.43 2.9 ng 64925 4 14.58 446894 20.0
6H-Cyclobuta[jk]p--- 15.54 3.7 ng 81931 4 14.58 446894 20.0
Decanoic acid, si... 15.60 3.9 ng 86505 4 14.58 446894 20.0
Pyrene, 1l-methyl- 17.32 2.2 ng 84385 5 18.30 769624 20.0
1-Hexadecanol 18.22 2.1 ng 79363 5 18.30 769624 20.0
Imidazo[1,2-b]-1,... 19.43 2.5 ng 43185 6 19.97 342172 20.0
unknown20.40 20.40 2.0 ng 34674 6 19.97 342172 20.0
unknown20.77 20.77 2.6 ng 44862 6 19.97 342172 20.0
Picene 21.27 2.3 ng 39042 6 19.97 342172 20.0
1,2:4,5-Dibenzopy... 23.34 2.6 ng 44859 6 19.97 342172 20.0

8270-BF060517 .M Thu Jun 15 14:11:07 2017 Page: 18



