LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF061017\

Data File : BF095860.D

Aca On : 10 Jun 2017 21:48 Instrument :
Operator : SJ/MA BNA_F

Sample - 13615-01 ClientSampleld :
Misc : HA4-WCA

ALS Vial : 15 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

4_.569 504 507 530 rBV 47924 143078 8.91% 0.835%
5.257 620 624 657 rBvV 681508 1383901 86.17% 8.078%
rBv 860792 1352319 84.21% 7.893%
7.022 920 924 936 rVB 1064192 1605947 100.00% 9.374%
7.369 979 983 994 rBV 261405 354229 22.06% 2.068%
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7.604 1018 1023 1039 rBvV 827650 1110112 69.13% 6.480%

6

7 8.228 1125 1129 1130 rBV 15764 17023 1.06% 0.099%
8 8.251 1130 1133 1134 rVV 27827 30932 1.93% 0.181%
9 8.281 1134 1138 1163 rVB 568891 907073 56.48% 5.294%
10 8.633 1193 1198 1205 rBv4 11993 16667 1.04% 0.097%
11 9.004 1257 1261 1270 rBV2 12731 19103 1.19% 0.112%
12 9.398 1324 1328 1341 rBV 362987 513952 32.00% 3.000%
13 9.498 1341 1345 1352 rVB4 11893 21508 1.34% 0.126%
14 11.174 1625 1630 1645 rVB 1101709 1426680 88.84% 8.327%
15 11.480 1678 1682 1691 rVB2 9292 17784 1.11% 0.104%
16 11.586 1695 1700 1701 rBV2 20439 24183 1.51% 0.141%
17 11.704 1714 1720 1726 rBV 39645 60539 3.77% 0.353%
18 11.874 1744 1749 1761 rVB 236028 332468 20.70% 1.941%
19 12.004 1767 1771 1777 rBV3 17118 27897 1.74% 0.163%
20 12.221 1803 1808 1813 rBV2 404909 526152 32.76% 3.071%
21 12.268 1813 1816 1824 rVB2 56919 82794 5.16% 0.483%
22 12.574 1862 1868 1869 rBV 17979 16592 1.03% 0.097%
23 12.592 1869 1871 1876 rVB 15369 20279 1.26% 0.118%
24 12.657 1878 1882 1892 rVB 18311 28093 1.75% 0.164%
25 12.774 1898 1902 1907 rBV3 16685 24827 1.55% 0.145%
26 13.074 1946 1953 1956 rBV3 23675 34397 2.14% 0.201%
27 13.115 1956 1960 1966 rVB 60354 75119 4.68% 0.438%
28 13.204 1970 1975 1978 rBV5 14613 20947 1.30% 0.122%
29 13.515 2023 2028 2044 rBV 572009 808555 50.35% 4._.719%
30 13.845 2080 2084 2087 rBV 18533 27993 1.74% 0.163%
31 14.062 2117 2121 2126 rVVv4 13807 19660 1.22% 0.115%
32 14.139 2129 2134 2140 rVB5 12096 21425 1.33% 0.125%
33 14.451 2184 2187 2191 rVB 15853 19050 1.19% 0.111%

34 14.610 2210 2214 2218 rVV2 369705 482411 30.04% 2.816%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF061017\

Data File : BF095860.D

Aca On : 10 Jun 2017 21:48 Instrument :
Operator : SJ/MA BNA_F

Sample - 13615-01 ClientSampleld :
Misc : HA4-WCA

ALS Vial : 15 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 14.651 2218 2221 2230 rVB 187723 259366 16.15% 1.514%

36 14.745 2234 2237 2248 rVB 40777 54493 3.39% 0.318%
37 15.157 2303 2307 2312 rBV2 13823 20902 1.30% 0.122%
38 15.421 2346 2352 2356 rBV 47637 60395 3.76% 0.353%
39 15.462 2356 2359 2363 rVV 52640 60075 3.74% 0.351%
40 15.539 2368 2372 2374 rBVY 16986 21158 1.32% 0.123%

41 15.568 2374 2377 2382 rVV2 68195 104977 6.54% 0.613%
42 15.633 2382 2388 2398 rVB3 73023 132796 8.27% 0.775%

43 15.868 2425 2428 2434 rBV2 16955 30727 1.91% 0.179%
44 16.086 2460 2465 2470 rVB3 20035 25370 1.58% 0.148%
45 16.233 2486 2490 2493 rBVY 30901 37907 2.36% 0.221%
46 16.274 2493 2497 2501 rVB4 18940 25870 1.61% 0.151%
47 16.356 2507 2511 2518 rVB5 18769 31737 1.98% 0.185%
48 16.433 2518 2524 2530 rBVY 214829 257895 16.06% 1.505%
49 16.521 2536 2539 2544 rVB2 49140 56933 3.55% 0.332%
50 16.574 2544 2548 2555 rBV2 16875 21833 1.36% 0.127%
51 16.733 2569 2575 2582 rBV 326854 408012 25.41% 2.382%
52 16.939 2606 2610 2613 rBV3 11950 17237 1.07% 0.101%
53 16.986 2613 2618 2626 rVB 865535 978734 60.94% 5.713%
54 17.062 2626 2631 2636 rBv4 24273 44900 2.80% 0.262%
55 17.180 2648 2651 2653 rBV3 20488 29589 1.84% 0.173%
56 17.209 2653 2656 2660 rVB 43687 55519 3.46% 0.324%
57 17.292 2667 2670 2674 rVB 33881 39049 2.43% 0.228%
58 17.339 2674 2678 2686 rBV3 45052 83310 5.19% 0.486%
59 17.456 2695 2698 2702 rVB 29714 29069 1.81% 0.170%
60 17.503 2702 2706 2708 rBV2 16938 22948 1.43% 0.134%
61 17.980 2784 2787 2789 rBV3 19782 16612 1.03% 0.097%
62 18.015 2789 2793 2795 rVVv2 19384 21375 1.33% 0.125%
63 18.039 2795 2797 2800 rVB3 16888 18349 1.14% 0.107%
64 18.192 2819 2823 2826 rBV5 16944 21663 1.35% 0.126%

65 18.245 2828 2832 2840 rBV2 107660 182513 11.36% 1.065%

66 18.327 2841 2846 2851 rBV2 364648 535232 33.33% 3.124%

67 18.368 2851 2853 2859 rVB 61973 76115 4.74% 0.444%
68 18.462 2864 2869 2873 rBV6 25767 38463 2.40% 0.225%
69 18.568 2883 2887 2890 rVB6 16964 20402 1.27% 0.119%
70 18.662 2901 2903 2908 rVB6 19228 27339 1.70% 0.160%
71 18.809 2925 2928 2931 rBV4 26861 32434 2.02% 0.189%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 18.845 2931 2934 2938 rVV 27083 36039 2.24% 0.210%
73 18.886 2938 2941 2944 rVB2 21848 23514 1.46% 0.137%
74 19.050 2966 2969 2976 rVB2 66529 98267 6.12% 0.574%
75 19.603 3059 3063 3066 rBV 98341 129730 8.08% 0.757%
76 19.892 3109 3112 3116 rBV 63159 72318 4 _50% 0.422%
77 19.950 3120 3122 3126 rVB 75475 68307 4._.25% 0.399%

78 20.003 3127 3131 3136 rVvV 268866 324458 20.20% 1.894%
79 20.527 3216 3220 3230 rVB3 91964 175353 10.92% 1.024%
80 20.850 3271 3275 3281 rVB2 78594 116333 7.24% 0.679%

81 21.197 3330 3334 3339 rVB2 28087 45445 2.83% 0.265%
82 21.580 3394 3399 3406 rVvB4 129618 243213 15.14% 1.420%
83 21.762 3423 3430 3442 rVB6 128510 324520 20.21% 1.894%

Sum of corrected areas: 17132484
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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\BF061017\

BF095860.D

10 Jun 2017 21:48

SJ/MA

13615-01

15 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

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4_.57 8.08 ng 143078 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 507 (4.569 min): BF095860.D (-504) (-) 43.00 100.00%
43.0
59.1
5000
101.0
I | 831 420 4.40 4.60 4.80 5.00
O o L B L R e m/z 59.10 62.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R IR U R
59.0 420 440 4.60 4.80 500
0
150 a0 1010 m/z 101.00 22.17%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 420 440 460 4.80 5.00
5000 m/z 58.00 15.79%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R
59.0 420 440 460 4.80 500
m/z 41.00 11.10%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 440 4.60 4&'30 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 unknown7.02 Concentration Rank 1

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

7.02 90.67 ng 1605950 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 924 (7.022 min): BF095860.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 AR RALES RS SARRL S
400 540 6.60 6.80 7.00 7.20 7.40
o....,....,:...,.-:..,.:I-.',..7.5?,1....,..!.,.1??.?....,....,'...,.. m/z 68.05 36.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 ISR L UL SR
6.60 6.80 7.00 7.20 7.40
210 510 m/z 134.00 31.19%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.0 7.40
5000 67.0 m/z 66.10 21.63%
41.0 97.0
53.0 . 117.0
0”'%'”'P'”I”'W'”'P'”;”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 14.18%
97.0
5000 0.0
31.0 52.0
0 ‘ ‘ [ L 86.0 | 107011§0 l
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 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\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 4 Naphthalene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.70 2.30 ng 60539 Acenaphthene-d10 12.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 98
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1719 (11.698 min): BF095860.D (-1714) (-) m/z 156.10 100.00%
141.1 156.1
5000
115.0 |[\|||/\

128.0
39.0 509 63.0 77-0 g5, 11.40 11.60 11.80 12.00

o.,....,....',-....,'....,.'...,-.:!':,....-',....,....,....,...'!',....',!...,Mwr m/z 141.10 99.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28479: Naphthalene, 1,3-dimethyl-
141.0 156.0
5000
11.40 11.60 11.80 12.00
6.0 1150 e 5 m/z 155.10 32.46%
27.0 390 51\0 63\\0 Al 890 102.0 \‘ | ‘ H\ ‘
T T T T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156.0
141'0 IIIIIIIIIIIIIIIIIIIIII
11.40 11.60 11.80 12.00
5000 m/z 115.00 22.19%
115.0
270 39.0 51.0 630 76.0 g9 4 100 128.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28497: Naphthalene, 1,4-dimethyl-
141.0 156.0 11.40 11.60 11.80 12.00
m/z 153.00 17.71%
5000

115.0
630 770 128.0
39.0 51.0 8901020 | MU | ol

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 Anthracene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.42 2.50 ng 60395 Phenanthrene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 94
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 89
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 89
Abundance Scan 2352 (15.421 min): BF095860.D (-2346) (-) m/z 192.10 100.00%
19p.1
5000
95.0 165.0 "5%0 15,40 15,60 15.80
. . 139.0
o 430 LI 1150 m/z 191.10  61.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0
5000
15.20 15.40 15.60 15.80
m/z 189.10 29.70%
83.0 165.0
oL150 390 630 "7 080 1150 1390 1 M
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
" 15.20 15.40 15.60 15.80
5000 m/z 190.10 19.02%
165.0
o 39.0 630 81.0 90 1150 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl- e R ,M e A RRa )
192.0 15.20 15.40 15.60 15.80
m/z 193.10 17.21%
5000
165.0
o 39.0 630 81090 1150 1390 | |
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\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 Anthracene, 1l-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.46 2.49 ng 60075 Phenanthrene-d10 14.61
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 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 95
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
Abundance Scan 2359 (15.462 min): BF095860.D (-2356) (-) m/z 192.10 100.00%
190.1
5000
94.5 165.1 "15%0 1540 1560 1580
150.1
ol 2990 550 598 150 1349 m/z 191.05 58.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54740: Anthracene, 1-methyl-
192.0
5000
15.20 15.40 15.60 15.80
82.0 165.0 m/z 189.10 23.46%
ol 180 39.0 63.0 | 980 1150 139.0 H‘H
miz--> 20 40 60 80 100 120 140 160 180
Abundance
192.0
15.20 15.40 15.60 15.80
5000 m/z 193.10 19.95%
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
Abundance #54746: Phenanthrene, 1-methyl-
192.0 15.20 15.40 15.60 15.80
m/z 190.10 16.00%
5000
165.0
0 39.0 630 g10 9.0 1150 139.0 L
m/z--> 20 40 60 80 100 120 140 160 180 ' 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.57 4_.35 ng 104977 Phenanthrene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 97
2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 40
3 Methvl diselenide 190 C2H6Se2 007101-31-7 30
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 17
5 3-Fluoro-5-(trifluoromethyl)benz... 189 C8H3F4N 149793-69-1 16
Abundance Scan 2377 (15.568 min): BF095860.D (-2374) (-) m/z 190.05 100.00%

I

5000
63.1 1100 1390 1631 15.20 15.40 15.60 15.80
o} m/z 189.10 93.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

5000 o ... e AR
15.20 15.40 15.60 15.80

94.0 m/z 94.50 29.72%

0 390 630780 || 1100 1370 1630 ||
SR L Il 1 A S L L -
miz--> 20 40 60 80 100 120 140 160 180
Abundance

189.0

15 20 15. 40 15 60 15.80

5000 m/z 191.10 23.52%
420 122.0
27.0 66.0 95.0 148.0
O T T e T T e T T e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53211: Methyl diselenide
190.0 15.20 15.40 15.60 15.80

m/z 192_.10 18.85%

93.0 175.0
5000
1090 160.0
A i Hmh AL \‘\H\\ M

m/z--> 20 40 60 80 100 120 140 15 20 15. 40 15 60 15.80

o

8270-BF060517.M Mon Jun 12 19:11:11 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.63 5.51 ng 132796 Phenanthrene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 2387 (15.627 min): BF095860.D (-2382) (-) m/z 73.00 100.00%

43.0 73.0
5000 129.0
149.0
97.0 213.2

711 4940 256.2 15.40 15.60 15.80 16.00
o m/z 43.00 86.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid MJ\‘\W
60.0

5000 129.0 B o e e
15.40 15.60 15.80 16.00

83.0 -
157.0 g5 2130 256.0 m/z 60.00 80.98%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
I R
15.40 15.60 15.80 16.00
5000 129.0 m/z 57.05  70.53%
97.0 199.0
157.0 242.0
0 15.0 177.0
R R B o o e o ERRRE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e A R mEs B
73.0 15.40 15.60 15.80 16.00
43.0 m/z 55.10 66.21%
5000 129.0
185.0 228.0
N
b ‘.‘...,‘ yll ,““‘”,““,,‘1570“ NN N N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.40 15. 60 15. 80 16. 00

8270-BF060517.M Mon Jun 12 19:11:11 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.52 2.13 ng 56933 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 99
2 3.47-Diisopropvibiphenvl 238 C18H22 061434-46-6 89
3 3-(N.N-Diethvlamino)carbazole 238 C16H18N2 054994-31-9 62
4 Cvclopentlalindene. 3.8-dihvdro-... 238 C18H22 017384-72-4 47
5 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 46

Abundance Scan 2539 (16.521 min): BF095860.D (-2536) (-) m/z 223.15 100.00%

228.2
5000 :

104.1 1981 16.20 16.40 16.60 16.80

0 m/z 238.20 61.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000 L L L |

16.20 16.40 16.60 16.80
153.0 m/z 181.05 46.81%

55.0 310 104.0 ‘ H
PO S i T 0 30 W O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0

16.20 16.40 16.60 16.80

5000 m/z 167.10 35.03%
43.0
104.0 165.0
o150 77.0 128.0 195.0

T T T T T T T e T e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92485: 3-(N,N-Diethylamino)carbazole

223.0 16.20 16.40 16.60 16.80

m/z 195.10 31.46%
5000

29.0 139.0
63.0 83.0 111.0 H“ o I

0..w.u”,”.w..”,”.w..”,”.ﬂh.” LTINS M | S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.20 16.40 16.60 16.80

8270-BF060517.M Mon Jun 12 19:11:12 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 10 11H-Benzo[a]fluorene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.21 2.07 ng 55519 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 86
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 86
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 80
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 2656 (17.209 min): BF095860.D (-2653) (-) m/z 216.10 100.00%
216.1
5000
94.4
390 670 15.0133.1151.0 187.0 16.80 17.00 17.20 17.40 17.60
of : : m/z 215.10 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74419: 11H-Benzo[a]fluorene
216.0
5000
16.80 17.00 17.20 17.40 17.60
m/z 217.10 21.56%
107.0
o 27.0 44.0 63.0 81.0 , | 1%01%0 RM) ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216.0
16.80 17.00 17.20 17.40 17.60
5000 m/z 213.10 20.33%
o 39.0 630810107'0 1@01%0 m%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74416: Pyrene, 1-methyl-
216.0 16.80 17.00 17.20 17.40 17.60
m/z 94.40 15.41%
5000
108.0 189.0
o 39.0 630 870 | 137.0 mu) ] )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.80 17.00 17.20 17.40 17.60

8270-BF060517.M Mon Jun 12 19:11:12 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 11 Pyrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.34 3.11 ng 83310 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
4 Pvrene. 4-methvl- 216 C17H12 003353-12-6 81
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 68
Abundance Scan 2678 (17.339 min): BF095860.D (-2674) (-) m/z 216.10 100.00%
21p.1
5000
94.7
570 1601350 1632 891 17.00 17.20 17.40 17.60
of : m/z 215.10 55.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74413: Pyrene, 2-methyl-
216.0
5000
95.0 17.00 17.20 17.40 17.60
m/z 94.70 22 .53%
189.0
0 53.0 74.0 | ‘ﬂ 1220 1630 | |
m/z--> 20 40 60 éo 100 120 140 160 180 200 220
Abundance
216.0
17.00 17.20 17.40 17.60
5000 m/z 217.05 22_.17%
108.0 189.0
o 39.0 63.0 87.0 137.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74419: 11H-Benzo[a]fluorene
216.0 17.00 17.20 17.40 17.60
m/z 213.10 19.01%
5000
107.0
ol140 440 630810, | 1%01%01%0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60

8270-BF060517.M Mon Jun 12 19:11:13 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.24 6.82 ng 182513 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Octadecanol 270 C18H380 000112-92-5 94

Abundance Scan 2831 (18.239 min): BF095860.D (-2828) (-) m/z 83.10 100.00%

57.1 83.1

5000

%

18.00 18.20 18.40 18.60
m/z 57.10 95.49%

177.1 209.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55,0 83.0

%

5000 LIRS
mmmmmmmm
9.0 m/z 55.10 88.70%
0 Lol 167.0 196.0 224.0 252.0 280.0 308.0
“w”““”,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
R
18.00 18.20 18.40 18.60
5000 111.0 m/z 69.10 87.98%
29.0

0 1390 167.0 196.0  238.0 266.0 294.0

mmﬂ?mmﬂrm‘w’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane T
18.00 18.20 18.40 18.60

m/z 43.05 87 .35%

-

97.0

5000

125.0

%

154.0 269.0

196.0 224.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 00 18 20 18. 40 18 60

8270-BF060517.M Mon Jun 12 19:11:13 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 13 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.05 3.67 ng 98267 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 68
5 n-Heptadecanol-1 256 C17H360 001454-85-9 68
Abundance Scan 2969 (19.050 min): BF095860.D (-2966) (-) m/z 57.05 100.00%
57.0
97.1
5000
} 382 1851 2422 ,g " 18:80 19.00 19,20 19.40
ob——l m/z 83.10 90.54%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 LR SR BRI SULBUSN B
18.80 19.00 19.20 19.40
0 m/z 43.10 86.71%
Zm\w‘Hmkhgwomwmmzmm%ommww
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
43.0 R SN SRR SRR SR
18.80 19.00 19.20 19.40
5000 111.0 m/z 97.10 77 .19%
0 140.0 1820  238.0267.0
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol S RREmsma S
430 830 18.80 19.00 19.20 19.40
' m/z 69.05 75.82%
5000 11.0
oLt ” Lid ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

8270-BF060517.M Mon Jun 12 19:11:13 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 unknown20.53 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.53 10.81 ng 175353 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 49
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 42
3 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HON7 017539-50-3 22
4 1H-Isoindole-5-carboxvlic acid. ... 191 C9H5N0O4 020262-55-9 22
5 2-Fluoro-4-(trifluoromethyl)benz... 226 C8H3CIF40 126917-10-0 18

Abundance Scan 3221 (20.533 min): BF095860.D (-3216) (-) m/z 191.15 100.00%
19.2
59.0
5000 123.1
231.1 o W N W T
2|0 16Q.1 277.1 383.3 20.20 20.40 20.60 20.80
0 m/z 59.00 55.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 INUABSABABS USRS UEER!
109.0 20.20 20.40 20.60 20.80
398.0 m/z 123.10 44 _49%
‘ M 49.0 260.0 3850 ||
0...,.... ! h \w \WI\III‘IHH N ‘...“.‘,.
m/z--> 50 150 200 250 300 350 400
Abundance
191.0
20,20 20.40 20.60 20.80
50001 28.0 m/z 43.10 43.91%
950 1350
ot e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #53953: 2,4,7-Pteridinetriamine, 6-methy!- T
191.0 20.20 20.40 20.60 20.80
m/z 177.10 43 .23%
5000
43.0 150.0
0 1 I \J8O 0 12:’«' 0 M
m/z--> éo 160 1éo 260 2%0 300 350 400 2020 2040 2060 2080 '

8270-BF060517.M Mon Jun 12 19:11:14 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.85 7.17 ng 116333 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 86
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 46
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
4 4H-1.2.4-Triazole. 3-ethvl-5-(3.... 191 C9H13N5 328532-29-2 35
5 Silane, 1,3-decadiynyltrimethyl- 206 C13H22Si 084751-17-7 27
Abundance Scan 3275 (20.850 min): BF095860.D (-3271) (-) m/z 191.15 100.00%
194.2
5000 95.1
55.1 37.1 RN SR SR
o431 284.1 397.2 20.60 20.80 21.00 21.20
o} m/z 95.10 39.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LR SRR BRI SUBULE IR
57.0 20.60 20.80 21.00 21.20
107.0 149.0 m/z 81.10 35.19%
Ouuu‘l‘.‘.‘.‘ .Ml“‘. ‘.“.‘H.‘i‘.‘.”‘. ‘ — ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
" 20.60 20.80 21.00 21.20
5000 m/z 123.10 24 . 44%
43.0 149.0
o 91.0 159.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone RS mEEE L
191.0 20.60 20.80 21.00 21.20
m/z 109.10 24 .32%
5000{28.0
950 1350
Ouuuluuuullou..Ll.\..|.... T T EREEEREE T LR
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BF060517.M Mon Jun 12 19:11:15 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 unknown21.58 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.58 14.99 ng 243213 Perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aromandendrene 204 C15H24 000489-39-4 46
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 41
3 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 38
4 _beta.-Humulene 204 C15H24 000116-04-1 35
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 30
Abundance Scan 3399 (21.580 min): BF095860.D (-3394) (-) m/z 133.10 100.00%
) 2
55.0
300.3
5000
4094 | 21120 21.40 21.60 21.80
ob— b m/z 204.20 97.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64276: Aromandendrene
41.0 91.0 161.0
204.0
5000
1. 21.20 21.40 21.60 21.80
m/z 107.05 82.51%
OI}Ilill |||\||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0 105.0 204.0
i 21170 2140 21160 7180
5000 ' m/z 55.05 77 .95%
71.0
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #64551: 1,4-Methano-1H-indene, octahydro-1,7a-dimethyl-4-(... e EARRs RS
95.0 21.20 21.40 21.60 21.80
161.0 m/z 81.10 71.17%
5000 204.0
41.0
0 |'MP#P|J" U ALY UL AL B LR U U SR
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095860.D

Aca On : 10 Jun 2017 21:48

Operator : SJ/MA

Sample : 13615-01

Misc :

ALS Vial : 15 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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.76 20.00 ng 324520 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 60
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 47
3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 38
4 Cvclopropene. 1.3-dimethvl-2.3-b... 204 C7H6F6 054932-73-9 25
5 1-Phenanthrenecarboxylic acid, 1... 302 C20H3002 000471-77-2 18

Abundance Scan 3430 (21.762 min): BF095860.D (-3423) (-) m/z 204.15 100.00%

2

5000

21.40 21.60 21.80 22.00
m/z 135.10  73.24%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene

204.0
41.0 91.0 133.0
5000 161.0 L L
69.0 21.40 21.60 21.80 22.00
m/z 133.05 61.65%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
161.0 204.0
41.0 IIIIIIIIIIIIIIIIIIIIIII
21.40 21.60 21.80 22.00
5000 79.0 1970 135.0 m/z 121.10 52.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene N RaEEE R
204.0 21.40 21.60 21.80 22.00

m/z 69.05 50.60%

5000 133.0 1610

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21. 40 21 60 21. 80 22. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\

Data File : BF095860.D

Acq On : 10 Jun 2017 21:48 Instrument :
Operator : SJ/MA BNA_F

Sample - 13615-01 ClientSampleld :
Misc : HA4-WCA

ALS Vial : 15 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... 4.57 8.1 ng 143078 1 7.37 354229 20.0
unknown7 .02 7.02 90.7 ng 1605950 1 7.37 354229 20.0
Naphthalene, 1,3-... 11.70 2.3 ng 60539 3 12.22 526152 20.0
Anthracene, 2-met... 15.42 2.5 ng 60395 4 14.61 482411 20.0
Anthracene, 1-met... 15.46 2.5 ng 60075 4 14.61 482411 20.0
4H-Cyclopenta[def... 15.57 4.3 ng 104977 4 14.61 482411 20.0
n-Hexadecanoic acid 15.63 5.5 ng 132796 4 14.61 482411 20.0
10,18-Bisnorabiet... 16.52 2.1 ng 56933 5 18.33 535232 20.0
11H-Benzo[a]fluorene 17.21 2.1 ng 55519 5 18.33 535232 20.0
Pyrene, 2-methyl- 17.34 3.1 ng 83310 5 18.33 535232 20.0
Behenic alcohol 18.24 6.8 ng 182513 5 18.33 535232 20.0
1-Heptacosanol 19.05 3.7 ng 98267 5 18.33 535232 20.0
unknown20.53 20.53 10.8 ng 175353 6 20.00 324458 20.0
1-Penten-3-one, 1... 20.85 7.2 ng 116333 6 20.00 324458 20.0
unknown21 .58 21.58 15.0 ng 243213 6 20.00 324458 20.0
1,1,4a-Trimethyl-._.. 21.76 20.0 ng 324520 6 20.00 324458 20.0
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