LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051617\

Data File : BF095170.D

Aca On : 16 May 2017 22:39 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13167-01 UGt
Misc i MEADOW-SOIL
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-BF050217 .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 3.490 257 264 286 rBV 324170 713982 32.27% 2.607%
2 5.125 539 542 560 rBV 142899 316483 14.30% 1.156%
3 5.742 643 647 682 rBV 894386 1895170 85.66% 6.921%
4 7.313 910 914 931 rBVY 1137235 1839265 83.13% 6.717%
5 7.436 931 935 953 rVB 1498315 2212474 100.00% 8.080%
6 7.778 989 993 1004 rBV 433926 556685 25.16% 2.033%
7 8.013 1028 1033 1044 rBV 1228405 1543976 69.79% 5.639%
8 8.672 1140 1145 1163 rBV 788688 1133016 51.21% 4.138%
9 9.789 1330 1335 1339 rBV 540917 691369 31.25% 2.525%
10 10.966 1529 1535 1543 rBvV 24418 40027 1.81% 0.146%
11 11.113 1555 1560 1569 rBvV 21315 35397 1.60% 0.129%

12 11.560 1631 1636 1653 rBV 1533489 1926681 87.08% 7.036%
13 12.254 1750 1754 1765 rBV 136703 226441 10.23% 0.827%
14 12.618 1811 1816 1822 rBV2 613967 810605 36.64% 2.960%
15 12.671 1822 1825 1837 rVB 97306 140324 6.34% 0.512%

16 12.971 1872 1876 1888 rBV 45558 83184 3.76% 0.304%
17 13.454 1954 1958 1965 rBV 32227 39017 1.76% 0.142%
18 13.524 1965 1970 1982 rVB 57384 92970 4._.20% 0.340%
19 13.795 2013 2016 2024 rVB3 25813 39412 1.78% 0.144%
20 13.913 2032 2036 2055 rBV 684519 1128643 51.01% 4.122%
21 14.224 2084 2089 2092 rBV 25201 31624 1.43% 0.115%
22 14.430 2117 2124 2129 rBvV4 15181 25157 1.14% 0.092%
23 14.754 2175 2179 2186 rBV 30434 43322 1.96% 0.158%
24 14.812 2186 2189 2194 rVV6 14604 29192 1.32% 0.107%
25 14.860 2194 2197 2202 rVB 40966 47736 2.16% 0.174%

26 15.018 2220 2224 2227 rBV 504594 623630 28.19% 2.277%
27 15.060 2227 2231 2242 rVV 782061 1043719 47.17% 3.812%
28 15.148 2242 2246 2253 rVB 114946 161155 7.28% 0.589%

29 15.248 2259 2263 2268 rVB5 16501 22145 1.00% 0.081%
30 15.442 2293 2296 2303 rBV2 25872 52283 2.36% 0.191%
31 15.807 2354 2358 2362 rBV 59456 71525 3.23% 0.261%
32 15.848 2362 2365 2370 rBV 78062 93351 4.22% 0.341%
33 15.954 2380 2383 2385 rBV2 75354 88840 4.02% 0.324%
34 16.248 2428 2433 2439 rVB 53297 76749 3.47% 0.280%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051617\

Data File : BF095170.D

Aca On : 16 May 2017 22:39 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13167-01 UGt
Misc i MEADOW-SOIL
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-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.301 2439 2442 2448 rBV2 47596 69725 3.15% 0.255%
36 16.454 2464 2468 2471 rBV2 33762 40618 1.84% 0.148%
37 16.601 2489 2493 2496 rBV2 34322 44558 2.01% 0.163%
38 16.642 2496 2500 2504 rVV3 17677 29953 1.35% 0.109%
39 16.718 2508 2513 2516 rBV3 34993 48856 2.21% 0.178%
40 16.801 2522 2527 2533 rBVY 759625 874078 39.51% 3.192%
41 16.883 2537 2541 2549 rVV3 64655 87910 3.97% 0.321%
42 17.001 2558 2561 2565 rBVY 26009 33684 1.52% 0.123%
43 17.059 2565 2571 2574 rVV8 22009 47006 2.12% 0.172%
44 17.101 2574 2578 2589 rVB 706995 865402 39.11% 3.160%
45 17.295 2607 2611 2614 rBVY 37408 47211 2.13% 0.172%
46 17.336 2614 2618 2626 rVB 934533 1143343 51.68% 4._.175%
47 17.424 2626 2633 2637 rBV3 28906 56249 2.54% 0.205%
48 17.536 2649 2652 2654 rVv4 25342 37300 1.69% 0.136%
49 17.565 2655 2657 2664 rVB2 44974 59895 2.71% 0.219%
50 17.653 2669 2672 2676 rVB 29142 31075 1.40% 0.113%
51 17.701 2676 2680 2688 rBv4 67819 132555 5.99% 0.484%
52 17.818 2697 2700 2703 rBV 24454 24396 1.10% 0.089%
53 17.865 2704 2708 2711 rVvV 23124 31996 1.45% 0.117%
54 17.906 2711 2715 2718 rVB4 32842 44505 2.01% 0.163%
55 17.977 2721 2727 2728 rBV6 12569 24499 1.11% 0.089%
56 18.012 2730 2733 2734 rVV 27634 27830 1.26% 0.102%
57 18.030 2734 2736 2742 rVB 57136 61998 2.80% 0.226%
58 18.253 2770 2774 2778 rBV 47199 56333 2.55% 0.206%
59 18.371 2790 2794 2796 rBV 26659 37478 1.69% 0.137%
60 18.400 2796 2799 2803 rVB2 62958 69935 3.16% 0.255%
61 18.436 2803 2805 2808 rVB2 30092 26784 1.21% 0.098%
62 18.471 2808 2811 2814 rBV2 26419 31019 1.40% 0.113%
63 18.524 2817 2820 2826 rVB2 29142 39331 1.78% 0.144%
64 18.595 2828 2832 2835 rBv4 35903 60553 2.74% 0.221%

65 18.689 2842 2848 2852 rBV2 563289 878868 39.72% 3.210%

66 18.724 2852 2854 2865 rVvV 228717 314056 14.19% 1.147%

67 18.818 2868 2870 2875 rVB 38797 42104 1.90% 0.154%
68 18.977 2894 2897 2901 rBV3 22790 37283 1.69% 0.136%
69 19.200 2932 2935 2938 rBV2 28974 40137 1.81% 0.147%
70 19.242 2939 2942 2946 rVB5 23984 32488 1.47% 0.119%
71 19.371 2957 2964 2969 rBV5 45237 97298 4._.40% 0.355%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051617\

Data File : BF095170.D

Aca On : 16 May 2017 22:39 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13167-01 UGt
Misc i MEADOW-SOIL
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-BF050217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 19.812 3035 3039 3043 rBV2 51728 80380 3.63% 0.294%

73 19.959 3060 3064 3067 rBV 213934 299475 13.54% 1.094%
74 20.094 3081 3087 3094 rVB3 89734 147016 6.64% 0.537%
75 20.253 3111 3114 3118 rVB 125207 133281 6.02% 0.487%

76 20.312 3120 3124 3129 rVV 161802 216462 9.78% 0.791%
77 20.365 3129 3133 3142 rVB 376059 557283 25.19% 2.035%
78 20.830 3207 3212 3219 rBV 113114 188685 8.53% 0.689%
79 21.706 3359 3361 3367 rVB 45076 70092 3.17% 0.256%
80 22.094 3423 3427 3434 rVB2 54969 119963 5.42% 0.438%

81 22.183 3437 3442 3450 rVB5 165542 378082 17.09% 1.381%
82 22.271 3454 3457 3460 rVV5 44702 81889 3.70% 0.299%
83 22.312 3460 3464 3470 rVB3 101256 188328 8.51% 0.688%
84 22.600 3509 3513 3525 rVB7 151345 457009 20.66% 1.669%
85 22.871 3555 3559 3567 rVBS8 81948 185267 8.37% 0.677%

86 23.030 3582 3586 3596 rVB6 59314 137737 6.23% 0.503%
87 23.453 3652 3658 3659 rBV6 13759 23223 1.05% 0.085%

88 23.747 3701 3708 3709 rBV7 30148 55480 2.51% 0.203%
89 23.877 3722 3730 3744 rVB3 192799 558791 25.26% 2.041%

Sum of corrected areas: 27382301
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095170.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.12 11.37 ng 316483 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 541 (5.119 min): BF095170.D (-539) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R M s
83.0 480 500 520 5.40
01 m/z 59.00 60.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
150 1010 m/z 101.10 22 .48%
28. 83.0
A A AL A RS AR AL AR R AR AR LA UMM AR LA A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
480 500 520 540
5000 m/z 58.00 16.17%
101.0
15.0 28.0 58.0 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0 480 5.00 5.20 5.40

m/z 41.10 10.62%

5000
43.0
l . 830 980 123.0 141.0 159.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown7.44 Concentration Rank 1

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

7.44 79.49 ng 2212470 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 936 (7.442 min): BF095170.D (-931) (-) m/z 132.00 100.00%
132.0
5000 j\&
68.1
96.0 HERSE RS I SRR
m15ﬂ) J 7.20 7.40 7.60 7.80
ol -|-|.'.8,1.1..!,-:.1.1“?-?..~.,....,....,.... m/z 68.10 35.36%
m/z--> 40 '60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL UL R R
7.20 7.40 7.60 7.80
310 5L0 m/z 134.00 33.79%

Abundance

0 ‘ b H 1, . !
----|----|----|----|----|-------|----|----
m/z--> 40 60 80 100 120 140 160 180

132.0

7.20 7.40 7.60 7.80

5000 67.0 m/z 66.00 21.28%
41.0 97.0
117.0
54,0 81.0
o RN PR 1O R T |

m/z--> 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80

m/z 96.00 13.93%

74.0
116.0
5000 98.0 [k
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 Phenanthrene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.81 2.29 ng 71525 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 89
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 87
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 83
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81

Abundance Scan 2359 (15.812 min): BF095170.D (-2354) (-) m/z 192.10 100.00%

192.

5000
165.1 15.40 15.60 15.80 16.00 16.20
390 631 81490 1188 1389
0 m/z 191.10 55.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 L L e

15.40 15.60 15.80 16.00 16.20
m/z 189.10 26.36%

94.0 165.0
o 390 630770 | 1150 1390 |
L B e e L I o o e LA IR B e e e s o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 193.10 16.87%
165.0
0 39.0 630 8209.0 1150 139.0
L B e A e e o o e N B B B I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54731: Anthracene, 9-methyl-
192.0 15.40 15.60 15.80 16.00 16.20
m/z 190.10 15.41%
5000

96.0
390 630 820 | 1150 1390 %0

Ol e it e et e

|
m/z--> 20 40 60 80 100 120 140 160 180

T
200 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 Phenanthrene, 4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.85 2.99 ng 93351 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 96
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 96
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 93

Abundance Scan 2365 (15.848 min): BF095170.D (-2362) (-) m/z 192.10 100.00%

190.1

5000
94.7 165.1 15.60 15.80 16.00 16.20
63.0 115.0 139.0 210.1 ; - : :
0 40.9 m/z 191.05  61.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 ----|----|--------|--“j

15.60 15.80 16.IOO 16.20
m/z 189.10  28.78%

94.0 165.0
0 390 630780 | 1150 1390 | ‘H
A e o LA B o B o oo oo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
15.60 15.80 16.00 16.20
5000 m/z 190.05 15.42%
95.0 165.0
63.0 125.0141.0
O T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl- A e A AREE
192.0 15.60 15.80 16.00 16.20
m/z 193.05 14.32%
5000
165.0
oL 390 630 g109%0 1150 1300 | |
T A L BB S o s B e o o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 18

R.T. EstConc Area Relative to ISTD R.T.
15.95 2.85 ng 88840 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 72
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 49
4 Methvl diselenide 190 C2H6Se2 007101-31-7 43
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38

Abundance Scan 2382 (15.948 min): BF095170.D (-2380) (-) m/z 190.10 100.00%
190.1
5000
94.5 MW
63.0 | 110.9 . 162.9 15.60 15.80 16.00 16.20
Ol gt o) T Ml Tm/z 189.10  85.43%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 15.60 15.80 16.00 16.20
: m/z 94.50 26.38%
0 390 630 780 || 1100 1370 1630 |
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance
189.0
rMw'|""|""|""|""|'
15.60 15.80 16.00 16.20
5000 m/z 191.10 19.47%
94.0
163.0
L L S L U WL L B S WL
mz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
45.0 190.0 15.60 15.80 16.00 16.20
‘ 146.0 m/z 186.95 18.86%
5000 82.0
117.0
62.0
65.
Oy ....,.?..,...}?%9..,%%%9,...%,..1799.... - L
miz—-> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20

8270-BF050217.M Wed May 17 15:51:39 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 Naphthalene, 2-phenyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.25 2.46 ng 76749 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 96
2 5.160I17.2"1:8.1311"".2""1-Dibenz... 408 C32H24 005672-97-9 91
3 Benzene. 1.1"-(l-buten-3-vne-1.4... 204 C1l6H12 013141-45-2 86
4 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 83
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 68
Abundance Scan 2433 (16.248 min): BF095170.D (-2428) (-) m/z 204.10 100.00%
204.1
5000 A
1011 16.00 16.20 16.40 16.60
51.1 150.0
: e S B m/z 202.05 36.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204.0
5000
16.00 16.20 16.40 16.60
101.0 m/z 203.10 31.04%
280 630 , ) 1500
mz-> 50 100 150 200 250 300 350 400
Abundance
204.0
16.00 16.20 16.40 16.60
5000 m/z 205.10 15.93%
39.0 gg.0 101.0 1520 313.0 408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #64613: Benzene, 1,1'-(1-buten-3-yne-1,4-diyl)bis-
204.0 16.00 16.20 16.40 16.60
m/z 101.10 11.33%
5000
0 510 | ‘10|2'0 1520
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF050217.M Wed May 17 15:51:40 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.70 3.02 ng 132555 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 55
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 52
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 50
5 1,3-Dihydro-5,6-dimethyl-1-(2-pr... 216 C12H12N2S 080276-22-8 43
Abundance Scan 2680 (17.701 min): BF095170.D (-2676) (-) m/z 216.10 100.00%
216.1
5000
17.40 17.60 17.80 18.00
o m/z 215.10 63.74%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74415: Pyrene, 1-methyl-
216.0
5000
17.40 17.60 17.80 18.00
108.0 189.0 m/z 232.10 43.48%
,L410 630 8.0 " 1340 1630 | ‘M
m/z--> 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
216.0
17.40 17.60 17.80 18.00
5000 m/z 217.10 23.86%
108.0
43.0 63.0 81.0 163.0 189.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74413: Pyrene, 2-methyl-
216.0 17.40 17.60 17.80 18.00
m/z 231.10 23.59%
5000 95.0
189.0
oL 530 740 | N 122.0 1630 | |
m/z--> 40 60 85 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00

8270-BF050217.M Wed May 17 15:51:40 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknownl19.81 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
1981 2.88ng 80380  Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18-Pentamethyl-2.6.10.... 342 C25H42 075581-03-2 49
2 Saualene 410 C30H50 000111-02-4 49

3 Carbamic acid. N-phenvl-. 1.5-di... 273 C17H23NO2 118723-77-6 47

4 _pbeta.-Citronellol. chlorodifluo... 268 C12H19CIF202 1000376-20-8 47

5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 46
Abundance Scan 3039 (19.812 min): BF095170.D (-3035) (-) m/z 69.10 100.00%
69.1
5000
254.0
1371 A ma T R
39l 0 07.1 190.0 224.1 85.1 19.40 19.60 19.80 20.00 20.20
oL 30 bkl m/z 81.10 49.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69.0
5000 TTTT LR B TTTT TT
19. 40 19. 60 19. 80 20 00 20. 20
1210 m/z 254.00 31.38%
0 29\0 \‘\ I AL “ H “ H ?'630 2050 243.0273.0 342.0
e o T T
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
19.40 19.60 19.80 20.00 20.20
5000 m/z 253.10 30.98%
121.0
0 29.0 161.0191.0 231.0 273.0 341.0 410.0
I B S B e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #121997: Carbamic acid, N-phenyl-, 1,5-dimethyl-1-vinyl-4-...
69.0 19.40 19.60 19.80 20.00 20.20
m/z 41.00 21.80%
5000
136.0
29.
. 11050, |, 1810 2200 2730
- IIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 19. 40 19. 60 19. 80 20 00 20. 20

8270-BF050217.M Wed May 17 15:51:41 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.09 5.28 ng 147016 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hentriacontane 437 C31H64 000630-04-6 86
3 10-MethvlInonadecane 282 C20H42 056862-62-5 86
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 83
Abundance Scan 3086 (20.089 min): BF095170.D (-3081) (-) m/z 57.10 100.00%
51.1
5000 \J\WL\/\N
99.0 L B I LI UL
| ] ] 34111741 2111 25?'1 19.80 20.00 20.20 20.40
ol bl pl i e by e m/z 71.05 72.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57.0
5000 LI BB BUILN U B

19.I8O 20.I00 20.I20 20.I40
m/z 43.05 58.85%k

99.0
018'¢ | ‘ b4 a‘ | %4;(‘) 183.0 226.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
AR EREEE RS
19.80 20.00 20.20 20.40
5000 m/z 85.05 48 .36%
99.0
o 141.0 183.0 225.0 267.0 309.0 351.0 437.0
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #129494: 10-Methylnonadecane R A w
57.0 19.80 20.00 20.20 20.40
m/z 55.00 21.55%
2000 MMVMVWVMM/UM\AM”WWM%PwMMNW
99.0 154.0
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40

8270-BF050217.M Wed May 17 15:51:42 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.83 6.77 ng 188685 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 60
2 Triacontane 422 C30H62 000638-68-6 60
3 Docosane 310 C22H46 000629-97-0 60
4 Octacosane 394 C28H58 000630-02-4 53
5 Octane, 2-methyl- 128 C9H20 003221-61-2 53
Abundance Scan 3212 (20.830 min): BF095170.D (-3207) (-) m/z 57.05 100.00%
57.0
5000 W/V”\jk%/\
"' 20.60 20.80 21.00 21.20
Ol m/z 71.10 75.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 AU SR SR
20.60 20.80 21.00 21.20
99.0 m/z 43.10 59.48%
0 2540“‘ ‘ “\ \h\ h‘ H‘ ‘:‘I'4“"I"0‘ ;83'0 225'0 296'0
m/z--> §o 160 150 260 250 360 3%0 460
Abundance
57.0
"' 20.60 20.80 21.00 21.20
5000 m/z 85.10 54 _.22%
99.0
o 141.0 1830 2250 267.0 309.0 351.0 422.0
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #153223: Docosane A BB ma e
57.0 20.60 20.80 21.00 21.20
m/z 55.05 26.80%
2000 MWWM
99.0
141.0 183.0 239.0 310.0
0""|"'h“*thﬂlm““'W""}""lﬁ"'|""|"' AU SR SR
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

8270-BF050217.M Wed May 17 15:51:42 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown22.18 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.18 13.57 ng 378082 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-1sopropvlidene-4.6-dimethylnon... 206 C14H220 1000195-14-9 46
2 Benzene. l-ethoxv-4-(4-propvlcvc... 246 C17H260 080944-44-1 20
3 Quinoline. 2-T2-(3-pvridvDethen... 232 C16H12N2 001586-51-2 18
4 1(2H)-Naphthalenone. 3.4-dihvdro... 161 C10H11NO 003349-64-2 18
5 Bicyclo[2.2.1]heptane, 2,2"-thio... 290 C14H20CI2S 1000362-24-6 15
Abundance Scan 3442 (22.183 min): BF095170.D (-3437) (-) m/z 81.10 100.00%
5000
21.80 22.00 22.20 22.40 22.60
0 m/z 43.10 94 .05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66134: 5-1sopropylidene-4,6-dimethylnona-3,6,8-trien-2-ol
161.0
5000 43.0 119.0 AR ISR BN I
21.80 22.00 22.20 22.40 22.60
77.0 m/z 55.00 89.38%
206.0
o B —
m/z--> 50 100 150 260 2%0 360 3éo 460
Abundance
161.0
21.80 22.00 22.20 22.40 22.60
m/z 231.20 86 .56%
50001 29.0 107.0 0
246.0
65.0
L L WL WL LI B
m/z--> 50 100 150 200 250 300 350 400
Abundance #87739: Quinoline, 2-[2-(3-pyridyl)ethenyl]-
231.0 21.80 22.00 22.20 22.40 22.60
m/z 161.10 81.95%
5000
0"'ﬁhj'ﬁ%%'”k'l"k'J“'L' U AR DR DU AR RIS SRR BN U
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40 22.60

8270-BF050217.M Wed May 17 15:51:43 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown22.27 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.27 2.94 ng 81889 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethoxv-1-methvl-6-0x0-1.2-azap... 191 C7H14NO3P 093989-00-5 25
2 Phenanthrene. 4.5-dimethvl- 206 C16H14 003674-69-9 18
3 Indole-2-one. 2.3-dihvdro-3-T2-a... 234 C13H18N202 040701-66-4 18
4 9-(ChloromethvDanthracene 226 C15H11ClI 024463-19-2 14
5 2-Thiazolemethanol, .alpha.-phenyl- 191 C10H9NOS 000879-52-7 14
Abundance Scan 3457 (22.271 min): BF095170.D (-3454) (-) m/z 191.10 100.00%
191.1
95.0
218.3
55.1
5000 136.1 265.0 363.3
9.1 HSR ISR BN BUNSA B
nn 22.00 22.20 22.40 22.60
o} m/z 95.00 73.08%
m/z--> 50 100 150 200 250 300 350
Abundance #53933: 2-Ethoxy-1-methyl-6-oxo-1,2-azaphosphinane 2-oxide
191.0
420 700 1060
147.0
5000 HSR ISR BN BUNSA BSUR
22.00 22.20 22.40 22.60
m/z 218.30 64 .99%
oL LByt -H. ,\h” S
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
22.00 22.20 22.40 22.60
5000 m/z 81.00 63.10%
101.0
0 39.0 740 152.0
m/z--> " s0 100 150 200 250 300 350
Abundance #88928: Indole-2-one, 2,3-dihydro-3-[2-aminoethyl]-5-metho... R e RRRES BEm s L
191.0 22.00 22.20 22.40 22.60
m/z 105.00 61.41%
5000
234.0
42.0 770 118.0148.0 J {
ob— IN‘IJ. T I"h leI\\I ol .‘ SR . MM
m/z--> 50 100 150 200 250 300 350 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 8-Amino-6,7-dimethoxy-4-met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.31 6.76 ng 188328 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-6.7-dimethoxy-4-methvlau... 218 C12H14N202 1000213-07-2 58
2 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 53
3 4-Allvl-5-pvridin-3-vI1-2.4-dihvd... 218 C10H10N4S 1000300-40-5 53
4 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 53
5 N*"-(9-Anthrylmethylene)-2-(4-pen... 424 C28H28N202 349572-24-3 38
Abundance Scan 3464 (22.312 min): BF095170.D (-3460) (-) m/z 218.20 100.00%
218.2
5000
107.0
4.0 491 1862 263.1294.0 424.3 22.00 22.20 22.40 22.60
o} T T m/z 203.20 80.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline
218.0
5000 MUV ABSUGRES
2200 22.20 22.40 22.60
1040 1600 m/z 205.20 24 _57%
L0 1 il
Ot Ihwlulhwl 4 |“|“| lHI\an\I Iu\lwl le\l T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
22.00 22.20 22.40 22.60
5000] 44.0 m/z 204.15 19.26%
186.0
700 1080 147.0
O o o T e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #75200: 4-Allyl-5-pyridin-3-yl-2,4-dihydro-[1,2,4]triazole. .
18.0 22.00 22.20 22.40 22.60
m/z 107 .00 18.94%
5000
410 104.0 185.0
‘ \ 145.0
OIHLHLLII\\ " ¢ .|............|....|... i AR maa
m/z--> 50 150 200 250 300 350 400 22.00 22.20 22.40 22.60

8270-BF050217.M Wed May 17 15:51:45 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 But-3-enal, 2-methyl-4-(2,6... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.60 16.40 ng 457009 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 But-3-enal. 2-methvl-4-(2.6.6-tr... 206 C14H220 104900-59-6 60

2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 49

3 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 43
4 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 43
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 43

Abundance Scan 3513 (22.600 min): BF095170.D (-3509) (-) m/z 109.10 100.00%
109.1
67.0 205.2
149.1
5000
273'2 313.3 UL Trrrprrrr TTrrr[rr
230.1 424.4 1| 2320 22.40 22.60 22.80 23.00
(o} m/z 107.00 86.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #66149: But-3-enal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohex...
123.0 206.0
4.0 oo
5000 LA L L L L L L L L LB
163.0 22120 22.40 22.60 22.80 23.00
m/z 81.10 84.01%
ol N N A
miz--> 50 100 150 200 250 300 350 400
Abundance
124.0 205.0
.
424.0 22.20 22.40 22.60 22.80 23.00
5000 m/z 123.10 79.89%
161.0 245.0 814.0
382.0
Ol T T T T T e [T T T T
miz--> 50 100 150 200 250 300 350 400
Abundance #90922: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyltricy... T
205.0 22.20 22.40 22.60 22.80 23.00
m/z 93.10 79.50%
5000
109.0
1490
550
ol ““* ” ,.u..,.... T S
miz--> 50 100 150 200 250 300 350 400 22120 22.40 22.60 22.80 23.00

8270-BF050217.M Wed May 17 15:51:45 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_.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 unknown22.87 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.87 6.65 ng 185267 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-(4-Butoxvbenzvl)-4 . 5-pvrimidin... 274 C15H18N203 1000327-11-0 35
2 2.6-Dibora-1.3.5.7-tetraoxaanthr... 274 C12H12B206 1000159-66-0 14
3 Methane. methoxvbis(2-vinvlphenvl)- 250 C18H180 1000210-69-5 14
4 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 11
5 Benzo[b]thiophene, octahydro-2-p... 218 C14H18S 096333-94-7 11

Abundance Scan 3559 (22.871 min): BF095170.D (-3555) (-) m/z 95.10 100.00%
: 218.2
259.2
5000
312.0 390.2 I o o
|||h||"| " " | 426.4 22.60 22.80 23.00 23.20
o AL m/z 218.20 84.66%
miz--> 50 100 150 200 250 300 350 400
Abundance #122581: 2-(4-Butoxybenzyl)-4,5-pyrimidinediol
2180  274.0
5000
107.0 22.60 22.80 23.00 23.20
57.0 m/z 136.05 72.31%
8 Y Y N A
miz--> 50 100 150 200 250 300 350 400
Abundance
218.0
e
274.0 22.60 22.80 23.00 23.20
s000l 530 134.0 m/z 259.20  69.94%
89.0 174.0
N o T o ST o o o e
miz--> 50 100 150 200 250 300 350 400
Abundance #102589: Methane, methoxybis(2-vinylphenyl)-
218.0 22.60 22.80 23.00 23.20
m/z 274.30 67.63%
5000
115.0 178.0
77.0 h ‘
miz--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 19 unknown23.03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.03 4.94 ng 137737 Perylene-di12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Homatropine 275 C16H21NO3 000087-00-3 22
2 2-Amino-4-methvl-3-pvridinol 124 C6H8N20 020348-18-9 18
3 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 14
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 14
5 Ethanone, 1-(3-cyclohexen-1-yl)- 124 C8H120 007353-76-6 14
Abundance Scan 3586 (23.030 min): BF095170.D (-3582) (-) m/z 124.10 100.00%
1241
5000
288.1 3551
| | ‘ “ ‘| 22.80 23.00 23.20 23.40
o} R m/z 43.05 57 .25%
m/z--> 50 100 150 200 250 300 350
Abundance #123485: Homatropine
124.0
5000 R IR SRR SR A
22.80 23.00 23.20 23.40
82.0 m/z 190.20 53.73%
42.0 275.0
o L a0 o™
m/z--> 50 100 150 200 250 300 350
Abundance
124.0
22.80 23.00 23.20 23.40
5000 95.0 m/z 57.05 48.78%
52.0
L L L L WL WL B BB
m/z--> 50 100 150 200 250 300 350
Abundance #10429: 1,2-Benzenediol, 4-methyl- e EREaEmamE
124.0 22.80 23.00 23.20 23.40
m/z 138.10 48_.31%
5000 78.0
39.0
0..‘.“#ik“."'.‘..ll‘i..‘..|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\
Data File : BF095170.D

Aca On : 16 May 2017 22:39

Operator : SJ/MA

Sample : 13167-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.88 20.05 ng 558791 Perylene-d12 20.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 53
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 42
4 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 38
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 38
Abundance Scan 3731 (23.882 min): BF095170.D (-3722) (-) m/z 69.10 100.00%
69.1 123.1
5000
163.1 205.2 273.2 B A
| 496.5 23.60 23.80 24.00
0l m/z 123.05 88.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 RPN PRI SO BRI
160.0 23.60 23.80 24.00
‘ m/z 109.05  85.64%
0! L ‘..‘“‘.“l..”.“.‘l.“...|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
2360 23.80 24.00
5000 109.0 m/z 95.05 83.77%
152.0
29.0
S S L L WL LA UL S SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... LI e e e e
41.0 93.0 23.60 23.80 24.00
m/z 55.10 73.53%
5000
34.0 218.0 TJJ¥A\1NAAAJWWAM/f\\LHW¢MM,MAN
175.0
0! S I
m/z--> 50 100 150 200 250 300 350 400 23.|60 23.|80 24.'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051617\

Data File : BF095170.D

Acq On : 16 May 2017 22:39 Instrument :
Operator : SJ/MA BNA_F

Sample - 13167-01 ClientSampleld :
Misc : MEADOW-SOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.12 11.4 ng 316483 1 7.78 556685 20.0
unknown7 .44 7.44 79.5 ng 2212470 1 7.78 556685 20.0
Phenanthrene, 2-m... 15.81 2.3 ng 71525 4 15.02 623630 20.0
Phenanthrene, 4-m... 15.85 3.0 ng 93351 4 15.02 623630 20.0
4H-Cyclopenta[def... 15.95 2.9 ng 88840 4 15.02 623630 20.0
Naphthalene, 2-ph... 16.25 2.5 ng 76749 4 15.02 623630 20.0
Pyrene, 1l-methyl- 17.70 3.0 ng 132555 5 18.69 878868 20.0
unknown19.81 19.81 2.9 ng 80380 6 20.37 557283 20.0
Hexadecane 20.09 5.3 ng 147016 6 20.37 557283 20.0
Heneicosane 20.83 6.8 ng 188685 6 20.37 557283 20.0
unknown22.18 22.18 13.6 ng 378082 6 20.37 557283 20.0
unknown22 .27 22.27 2.9 ng 81889 6 20.37 557283 20.0
8-Amino-6,7-dimet... 22.31 6.8 ng 188328 6 20.37 557283 20.0
But-3-enal, 2-met... 22.60 16.4 ng 457009 6 20.37 557283 20.0
unknown22 .87 22 .87 6.7 ng 185267 6 20.37 557283 20.0
unknown23.03 23.03 4.9 ng 137737 6 20.37 557283 20.0
5-Bromo-4-oxo0-4,5... 23.88 20.1 ng 558791 6 20.37 557283 20.0
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