LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 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:\HPCHEM1\BNA G\METHODS\8270-BG022316.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

3.053 31 36 48 rBB 53792 71309 25.31% 2.047%
3.194 56 60 68 rBB2 4384 7165 2.54% 0.206%
422 rBB 15705 23242 8.25% 0.667%
5.779 494 500 508 rBB 70796 109718 38.94% 3.149%
7.406 770 777 786 rBB 84488 139746 49.60% 4.011%

abrwNPE
)]
N
(0]
o
N
=
o
N
=
)]

7.753 829 836 843 rBB 81709 135643 48.14% 3.893%

6

7 8.199 907 912 918 rBB 14793 22676 8.05% 0.651%
8 8.528 962 968 975 rBB 56437 93272 33.10% 2.677%
9 9.386 1107 1114 1121 rBB 55447 93898 33.33% 2.695%
10 11.025 1387 1393 1398 rBV 26645 46279 16.43% 1.328%
11 11.072 1398 1401 1406 rVB 2129 3041 1.08% 0.087%
12 13.445 1799 1805 1811 rBB 138888 196502 69.74% 5.640%
13 14.267 1940 1945 1951 rBB 20218 27429 9.74% 0.787%
14 14.661 2007 2012 2016 rBB 4871 5969 2.12% 0.171%
15 14.820 2033 2039 2044 rBV2 41316 63695 22.61% 1.828%
16 14.878 2044 2049 2054 rVB 21155 31249 11.09% 0.897%
17 15.213 2101 2106 2113 rBB 8722 12381 4_.39% 0.355%
18 15.607 2169 2173 2177 rVB 6673 7819 2.78% 0.224%
19 15.859 2210 2216 2221 rBB 19477 26095 9.26% 0.749%
20 16.012 2239 2242 2246 rVB3 2870 4472 1.59% 0.128%
21 16.147 2261 2265 2271 rBB2 3121 4186 1.49% 0.120%
22 16.306 2286 2292 2297 rBV 108435 158822 56.37% 4 _.558%
23 16.464 2315 2319 2327 rBV3 6842 11465 4_.07% 0.329%
24 16.858 2380 2386 2390 rVB2 2117 3764 1.34% 0.108%
25 17.210 2442 2446 2450 rBV2 3826 5387 1.91% 0.155%
26 17.252 2450 2453 2459 rVV3 2952 4628 1.64% 0.133%
27 17.375 2469 2474 2479 rBB 6161 8123 2.88% 0.233%
28 17.557 2499 2505 2508 rBV 41324 62624 22.23% 1.797%
29 17.598 2508 2512 2519 rVB 155766 231605 82.20% 6.647%
30 17.686 2519 2527 2533 rBV 38607 55432 19.67% 1.591%
31 17.745 2533 2537 2542 rVB 2117 2847 1.01% 0.082%
32 17.968 2571 2575 2583 rVB 13186 18228 6.47% 0.523%
33 18.421 2647 2652 2656 rBV2 11237 16908 6.00% 0.485%
34 18.473 2656 2661 2666 rVB 13852 19427 6.90% 0.558%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG022316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.550 2669 2674 2678 rBB2 6410 8777 3.12% 0.252%
36 18.620 2679 2686 2691 rBV2 22268 41510 14.73% 1.191%
37 18.908 2730 2735 2740 rBV 6827 9005 3.20% 0.258%
38 18.961 2740 2744 2750 rBV3 5258 6852 2.43% 0.197%
39 19.243 2789 2792 2795 rVB3 2384 3121 1.11% 0.090%
40 19.319 2798 2805 2809 rBV4 3493 6207 2.20% 0.178%
41 19.384 2811 2816 2824 rVB5 2133 5910 2.10% 0.170%
42 19.478 2828 2832 2835 rBV3 2731 3489 1.24% 0.100%
43 19.595 2844 2852 2858 rBVY 205350 281751 100.00% 8.086%
44 19.836 2885 2893 2899 rBV3 4128 8091 2.87% 0.232%
45 19.919 2902 2907 2909 rBV2 30171 45284 16.07% 1.300%
46 19.954 2909 2913 2919 rVB 144370 210141 74.58% 6.031%
47 20.018 2919 2924 2927 rBV 5278 5659 2.01% 0.162%
48 20.136 2938 2944 2949 rVB 142664 185025 65.67% 5.310%
49 20.195 2949 2954 2959 rBV 6345 8459 3.00% 0.243%
50 20.259 2961 2965 2966 rBV3 7173 8355 2.97% 0.240%
51 20.336 2974 2978 2981 rBV 3497 4596 1.63% 0.132%
52 20.400 2983 2989 2990 rVV5 5668 8295 2.94% 0.238%
53 20.436 2991 2995 3001 rVB 22501 29349 10.42% 0.842%
54 20.535 3005 3012 3017 rBV 18489 28989 10.29% 0.832%
55 20.594 3017 3022 3025 rVVv2 8060 13411 4.76% 0.385%
56 20.629 3025 3028 3031 rVB2 5432 7158 2.54% 0.205%
57 20.729 3043 3045 3049 rBV2 4567 5259 1.87% 0.151%
58 20.776 3049 3053 3060 rVB5 4879 8845 3.14% 0.254%
59 21.205 3121 3126 3132 rVB3 5891 9604 3.41% 0.276%
60 21.399 3152 3159 3163 rBv4 12525 26230 9.31% 0.753%
61 21.440 3163 3166 3169 rVvVv 9195 12538 4.45% 0.360%
62 21.493 3170 3175 3180 rVV3 9481 18426 6.54% 0.529%
63 21.546 3180 3184 3189 rVB3 4219 7422 2.63% 0.213%
64 21.681 3202 3207 3211 rVB7 2348 4762 1.69% 0.137%
65 21.810 3222 3229 3236 rBV3 70721 178670 63.41% 5.128%
66 21.875 3236 3240 3247 rVB 51537 81564 28.95% 2.341%
67 22.027 3261 3266 3274 rVB2 11503 21823 7.75% 0.626%
68 22.098 3274 3278 3283 rBV6 2277 4994 1.77% 0.143%
69 22.186 3290 3293 3298 rVB2 4002 5337 1.89% 0.153%
70 22.262 3298 3306 3311 rVB4 6284 13842 4.91% 0.397%
71 22.486 3341 3344 3350 rBV5 2141 3697 1.31% 0.106%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG022316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 22.568 3350 3358 3363 rBV3 8461 19013 6.75% 0.546%
73 23.273 3473 3478 3481 rBV7 4473 8758 3.11% 0.251%
74 24.089 3609 3617 3625 rBV 36094 118291 41.98% 3.395%
75 24.348 3657 3661 3662 rBV3 4675 6062 2.15% 0.174%
76 24.841 3736 3745 3752 rBV 15914 41749 14.82% 1.198%
77 24.994 3760 3771 3786 rVB2 30808 89372 31.72% 2.565%
78 25.147 3788 3797 3804 rVVv2 16296 50782 18.02% 1.457%
79 25.229 3804 3811 3820 rVB3 10453 30350 10.77% 0.871%
80 26.034 3944 3948 3949 rBv4 3006 3276 1.16% 0.094%
81 28.936 4429 4442 4450 rBvV4 11254 46554 16.52% 1.336%
82 30.111 4632 4642 4643 rBV7 6508 12658 4._.49% 0.363%

Sum of corrected areas: 3484358
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG021057.D
200000
150000
100000
7.41 7.75
5.78
3.05 8.53 9.39
50000
11.02
5.28 8.20
3.19 11.07
o - e e . - -
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG021057.D
200000 19.60
17.60
19
150000 13.44 2514
16.31
100000
50000 14.82 17B6s9
14.27 1@\88 15.86
17.97 1
A 14.6 15211561hmﬁ“;646168@ﬂg%§ 75 *%%ﬁ
) SNSRI SSSNRNIY Gl | FoON U N - wur | O NS Sitiang 29 ..1. SOV WO W~ A VIV 1 e et
Time-->  13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 1700 1750 1800 1850 1900 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG021057.D
200000
150000
100000
50000 24.09
24.99
24
23.27 24.35 33 26.03 28,94 30.11
1 e T e T T e e e e e e T T T T T T T T T T T
Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown3.05 Concentration Rank 3

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

3.05 62.89 ng 71309 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 7

Abundance Scan 35 (3.047 min): BG021057.D (-31) (-) m/z 73.15 100.00%
7B
43
5000
89 /\
55 300 320  3.40
o 1Y A S m/z 43.15 53.26%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 T L
300 320  3.40
89 m/z 89.05 28.12%
O I'?§M‘J"??M""'I "?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30 73
300 320 340
5000 m/z 41.05 9.89%
58
44
15 38 51
e S I S SULIULS SUR I IS IULILS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8445: 2-Hydroxy-2-methylbutyric acid ——
73 300 320  3.40
m/z 45.15 7.88%
5000 43 55
29
o s ) et _ 82 8 103
m/z--> 10 20 30 b 50 & 70 80 90 100 110 300 320  3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2,3,4,5-Tetrahydropyridazine Concentration Rank 9

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

3.19 6.32 ng 7165 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4.5-Tetrahvdropvridazine 84 C4H8N2 000694-06-4 50
2 Cvclopropane. propvl- 84 C6H12 002415-72-7 38
3 Cvclobutane. 1.2-diethvl- 112 C8H16 061141-83-1 36
4 Cvclobutane. 1.2-diethvl-. trans- 112 C8H16 019341-98-1 9
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 9

Abundance Scan 59 (3.188 min): BG021057.D (-56) (-) m/z 56.05 100.00%
56
84
41
5000 69
1300 320 340 3.60
ok e e e e e e e m/z 84.05 74 .35%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #1333: 2,3,4,5-Tetrahydropyridazine
28 84
)
5000 55 UL AL AL
a1 3.00 320 3.40 3.60
‘ ‘ 69 m/z 41.15 66 .09%
ol
RIS AL SURLLELS SURL LIS SR SRR S SURLELIL UL AL W
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
41 56
1300 320 340 3.60
5000 m/z 55.05 45 _25%
27
69
o 50 63 84
RIS AL SURLLELS SU L SR SRR SO SURLELL UL AL W
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #6560: Cyclobutane, 1,2-diethyl- e
56 3.00 320 3.40 3.60
a1 m/z 69.05 44_02%
5000
27 84
o Jss || so)l6e || 77 | a0 o7 104 12
m/z--> 20 30 40 50 60 70 8 90 100 110 120 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.28 20.50 ng 23242 1,4-Dichlorobenzene-d4 8.21
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 9
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 415 (5.280 min): BG021057.D (-410) (-) m/z 43.15 100.00%
a3
59
5000
101 U U A I U
| 83 | 5.00 5.20 5.40 5.60
O e e e e e e || M/ 59.05  56..90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I LI L L
59 500 520 540 5.60
m/z 101.05 19.68%
o 53 a, 83 o3 101
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
500 520 540 560
5000 m/z 58.05 15.60%
101
o 15 253137 51 %8 69 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7867: 4-Hydroxy-3-hexanone e
59 5.00 5.20 5.40 5.60
m/z 41.05 10.86%
31
5000
41
o ||, 47 53] 65 7379 87 97 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl6.46 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.46 3.66 ng 11465 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 28
2 Ether. hexvl pentvl 172 C11H240 032357-83-8 23
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 23
4 2.4.6.8-Tetramethvl-1-undecene 210 C15H30 059920-26-2 12
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 12
Abundance Scan 2318 (16.459 min): BG021057.D (-2315) (-) m/z 57.15 100.00%
g7
43
71
5000 85

| 16.20 16.40 16.60 16.80
Ober e e prle e pebe e e || M7z 43.15 73..86%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12303: Hexane, 2,3,4-trimethyl-
43
5000 57 1 85

16.20 16.40 16.60 16.80

29 m/z 71.15 53.60%
W s e 128
o} o NS SN 1 P TH1 | NS || MMM | NN A" -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 16.20 16.40 16.60 16.80
5000 m/z 85.15 39.83%
85
56
101
o} e ||| NI | VSt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7427: Hexane, 3-ethyl- T
43 16.20 16.40 16.60 16.80
m/z 41.05 39.68%
5000 84
27 57 70
does U Mlosall A L we
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dibenzothiophene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.38 2.59 ng 8123 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 90
2 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 90
3 1.1"-Biphenvl. 4-methoxv- 184 C13H120 000613-37-6 83
4 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 78
5 2-Dibenzofuranol 184 C12H802 000086-77-1 50
Abundance Scan 2475 (17.381 min): BG021057.D (-2469) (-) m/z 183.95 100.00%
184
5000
139 ARARUARAR IARSE AR L
92 152 17.00 17.20 17.40 17.60
Ol e e e el m/z 139.05  18.18Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45492: Dibenzothiophene
184
5000 LRI BN B SUULILE I
17.00 17.20 17.40 17.60
m/z 184.95 12 .34%
79 92 139 152
o 182839 51 6970 T10o1312%6 | 7 169 |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
184
17.00 17.20 17.40 17.60
5000 m/z 152 .05 10.05%
139
92 152
0 34 45 63 19 "7 05113 156 169
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45507: 1,1'-Biphenyl, 4-methoxy- A 1 W A W
184 17.00 17.20 17.40 17.60
m/z 92.05 8.69%
141 169
5000 115
15 39 51 63 78 152
A A N o wb,.?ﬂ.ﬁq?.u:,%2§..hh.‘r.,..h SN - SNBSS § S M.
m/z--> 20 40 60 80 100 120 140 160 180 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.42 5.40 ng 16908 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 81
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 76
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 74
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 72
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 72

Abundance Scan 2652 (18.421 min): BG021057.D (-2647) (-) m/z 192.05 100.00%

5000

"

A
LI L L ) L L L

18.20 18.40 18.60 18.80

0 m/z 191.05 64.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192
5000 ||||||||||||||||||||||A

18.20 18.40 18.60 18.80
m/z 189.05  35.71%

g 94 165
L e T L I o e LI A A o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
R e RREE R
18.20 18.40 18.60 18.80
5000 m/z 193.05 19.39%
40 95 165
o 50 63 82 125 139 152
L o L B o e BLANLAEA o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50615: Anthracene, 9-methyl-
192 18.20 18.40 18.60 18.80
m/z 190.05 18.86%
5000
oL 28 30 51 63 8 9 115196 139 152 165 178 | )
L e L o o e LA LJNL A e Eamme R B
m/z--> 20 40 60 80 100 120 140 160 180 200 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.55 2.80 ng 8777 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 80
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 80
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 80
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 80
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 80
Abundance Scan 2674 (18.550 min): BG021057.D (-2669) (-) m/z 192.05 100.00%
192
5000 /U\
82 9 10 207 1820 1840 '1'8 60 1880
o1 m/z 191.05 48.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50624: Phenanthrene, 3-methyl-
192 Px
5000 RN ---- T ----u-

18.20 18.40 18.60 18.80
m/z 188.95  27.72%

ol 27 39 51 63 82 ‘M 115126 130 152 65176 ||
e e B R IR B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
.......” e
18 20 18 40 18.60 18.80
5000 m/z 193.05 18.37%
83 96 165
0 63 115 139150 176
L e B i e B B i B e e e e I LA e s e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50609: Anthracene, 1-methyl-
192 18.20 18.40 18.60 18.80
m/z 165.05 13.52%
5000
83 165
15 27 39 50 70 | H 115126 139 152 | 176 M\
N T B B o o o o o I B B I o o I
m/z--> 20 40 60 80 100 120 140 160 180 200 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.62 13.26 ng 41510 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 52
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 36
5 4,47 -Difluorobiphenyl 190 C12H8F2 000398-23-2 23

Abundance Scan 2686 (18.620 min): BG021057.D (-2679) (-) m/z 190.05 100.00%
5000
1840 18.60 18.80 19.00
0 m/z 189.05 99.84%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 ----A--Au----u----u-
o4 18.40 18.60 18.80 19.00
m/z 191.05 29.24%
oL 27 3050 63 8L | 110122 137 150 163 178 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
189
, At L
18.40 18.60 18.80 19.00
5000 m/z 192.05 28.54%
94
81 163
R S S S WL UL L L L WL B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl T . . mEE e
45 190 18.40 18.60 18.80 19.00
146 m/z 94.55 23.91%
5000 82
117
2172
0 3#‘ HHHM \‘MH‘MQZ 1QM M‘\ ﬂ}30 HH Z. S Emma S L —
mz-> 20 100 120 140 160 180 200 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.91 2.88 ng 9005 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 87
2 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 80
3 2-PhenvlInaphthalene 204 C16H12 035465-71-5 80
4 5.16117.2"1:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 78
5 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 64
Abundance Scan 2735 (18.908 min): BG021057.D (-2730) (-) m/z 204.05 100.00%
204
5000
63 76 88 101 18,60 18.80 19.00 19,20
O A m/z 202.05 34.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58976: Tricyclo[8.2.2.2(4,7)|hexadeca-2,4,6,8,10,12,13,15...
204
5000 R SRR BN SUL --ﬂ-m

18.60 18.80 19.00 19.20
m/z 203.05  27.32%

101
0 ﬂwmmﬁﬁummmmmm@m
R L e e e me SRR
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
204
e
18.60 18.80 19.00 19.20
5000 m/z 205.05 16.64%
g9 101 192
Omnwmmm 115126 139 152 165176
R e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #58952: 2-Phenylnaphthalene —
204 18.60 18.80 19.00 19.20
m/z 101.05 13.38%
5000
o 28 39 51 63 76 ?? | 115126 139150 163 176 189
R e e R e
miz--> 20 40 60 80 100 120 140 160 180 200 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pyrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.44 3.29 ng 29349 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 94
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 2996 (20.441 min): BG021057.D (-2991) (-) m/z 216.05 100.00%
216
5000
107
57 75 93 137 163 187 20.20 20.40 20.60 20.80
o} m/z 215.05 75.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67025: Pyrene, 2-methyl-
216
5000 95
108 20.20 20.40 20.60 20.80
189 m/z 212.95 23.92%
o 5364 81 | | 122 150163174 . 200 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
20.20 20.40 20.60 20.80
5000 m/z 217 .05 20.72%
107
ol 14 27 44 63 81 94 122 139150 163 176 189200
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: 11H-Benzo[b]fluorene
216 20.20 20.40 20.60 20.80
m/z 107.55 14.88%
5000
g 107
ol 283950 63 81 %7 122 139150163176 139200 [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.54 3.24 ng 28989 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 86
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 83
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 83
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
Abundance Scan 3013 (20.541 min): BG021057.D (-3005) (-) m/z 216.05 100.00%
216
5000
55 74 94 137 189 290 20.20 20.40 20.60 20.80
o} m/z 215.05 91.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67030: 11H-Benzo[b]fluorene
216
5000
20.20 20.40 20.60 20.80
m/z 212.95 21.20%
107
39 63 81 122139 163 189

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
20.20 20.40 20.60 20.80
5000 m/z 217.00 12.78%
95 189
o 14 39 63 110 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67036: Fluoranthene, 2-methyl-
20.20 20.40 20.60 20.80
m/z 94.55 12.06%
5000

123139 163 189
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzo[b]naphtho[2,3-d]Jthiop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.40 2.94 ng 26230 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.3-d1thiophene 234 C16H10S 000243-46-9 86
2 Benzolblnaphthol2.1-dTthiophene 234 C16H10S 000239-35-0 83
3 Benzolblnaphtholl.2-dTthiophene 234 C16H10S 000205-43-6 72
4 Phenanthrene. 3.4.5.6-tetramethvl- 234 C18H18 007343-06-8 53
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 45
Abundance Scan 3159 (21.399 min): BG021057.D (-3152) (-) m/z 233.95 100.00%
234
5000
57 )
43 189 rrrrrrrirTTrTTr T T
8397 117 135 163 09 - 21,00 21.20 21.40 21.60 21.80
0’ m/z 234.95 27.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78648: Benzo[b]naphtho[2,3-d]thiophene
234
5000 LRI SUNIUE B B
21.00 21.20 21.40 21.60 21.80
117 m/z 57.15 24 _.73%
o 63 78 95 139 163 189 50g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
234
21.00 21.20 21.40 21.60 21.80
5000 m/z 189.05 20.14%
. 322 63 g1 M7 139 163 8 5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78654: Benzo[b]naphtho[1,2-d]thiophene
234 21.00 21.20 21.40 21.60 21.80
m/z 43.15 19.33%
5000

28 117
45 63 87 103 189

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022416\
Data File : BG021057.D

Aca On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pyrazole-4-carboxaldehyde-,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.03 2.44 ng 21823 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazole-4-carboxaldehvde-. 3.5-... 228 C14H16N20 1000272-54-8 50
2 Cvclopenta(cd)pvrene. 3.4-dihvdro- 228 C18H12 025732-74-5 46
3 Benzolclphenanthrene 228 C18H12 000195-19-7 43
4 l1sothiazol-5-amine. 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 38
5 Purine-6(1H)-thione, 3,7-dimethy... 228 C7H8N4Se 023663-58-3 38
Abundance Scan 3266 (22.027 min): BG021057.D (-3261) (-) m/z 228.05 100.00%
28
5000 _j\j\
113
81 304 mmnmnmnm
o 55 135 191208 281 m/z 227.05  89.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75054: Pyrazole-4-carboxaldehyde-, 3,5-dimethyl-1-(3,4-di...
228
5000 e
39 77 mmnmnmnm
213 m/z 226.05 58.67%
‘ ‘ ‘ 20 143158 185 ‘
0....|....l”..?.l‘.‘“u." \‘\ \‘ \ ] IH"'NI'N'I‘l""""'I'  RBARARARsssREIERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
228
2180 22. o'o' 22.20 22.40
5000 m/z 113.05 33.71%
114
0 75 99 150 174 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75263: Benzo[c]phenanthrene e .... R

228 21. 80 22. OO 22. 20 22. 40
m/z 228.95 20.79%

5000
113
0 134150 174 200

A
|||||||||||||||||||

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

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022416\
Data File : BG021057.D

Acq On : 24 Feb 2016 18:32

Operator : UM/SJ

Sample : H1520-11

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022316 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3.05 3.05 62.9 ng 71309 1 8.21 22676 20.0
2,3,4,5-Tetrahydr. .. 3.19 6.3 ng 7165 1 8.21 22676 20.0
2-Pentanone, 4-hy... 5.28 20.5 ng 23242 1 8.21 22676 20.0
unknownl16.46 16.46 3.7 ng 11465 4 17.56 62624 20.0
Dibenzothiophene 17.38 2.6 ng 8123 4 17.56 62624 20.0
Phenanthrene, 2-m... 18.42 5.4 ng 16908 4 17.56 62624 20.0
Phenanthrene, 3-m... 18.55 2.8 ng 8777 4 17.56 62624 20.0
4H-Cyclopenta[def... 18.62 13.3 ng 41510 4 17.56 62624 20.0
Tricyclo[8.2.2.2(... 18.91 2.9 ng 9005 4 17.56 62624 20.0
Pyrene, 2-methyl- 20.44 3.3 ng 29349 5 21.83 178670 20.0
11H-Benzo[b]fluorene 20.54 3.2 ng 28989 5 21.83 178670 20.0
Benzo[b]naphtho[2... 21.40 2.9 ng 26230 5 21.83 178670 20.0
Pyrazole-4-carbox... 22.03 2.4 ng 21823 5 21.83 178670 20.0
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