LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.329 418 424 431 rVB 424587 662714 8.76% 1.308%
2 5.799 495 504 512 rVB 956670 1566411 20.70% 3.092%
3 7.403 771 777 791 rVB 616607 1152147 15.22% 2.275%
4 7.791 835 843 853 rBV 1506617 2733760 36.12% 5.397%
5 8.267 918 924 934 rVB 453534 814407 10.76% 1.608%

8.596 970 980 988 rBV 1328548 2433160 32.15% 4._.803%
9.442 1115 1124 1134 rVB 1166845 2175954 28.75% 4._.296%
rvB4 53734 87719 1.16% 0.173%
11.093 1396 1405 1411 rBV 565895 1038972 13.73% 2.051%
11.146 1411 1414 1421 rVB2 70893 110988 1.47% 0.219%
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11 11.851 1529 1534 1543 rBV6 48409 119244 1.58% 0.235%
12 12.726 1677 1683 1689 rBV2 85822 152245 2.01% 0.301%
13 12.949 1715 1721 1726 rBV 64242 109441 1.45% 0.216%
14 13.508 1808 1816 1825 rVB 3031299 4753672 62.81% 9.385%

15 13.719 1848 1852 1859 rVB3 54873 96312 1.27% 0.190%
16 14.207 1928 1935 1939 rBV3 48248 89731 1.19% 0.177%
17 14.442 1971 1975 1983 rBV6 39132 79027 1.04% 0.156%

18 14.882 2045 2050 2056 rVB 893744 1386377 18.32% 2.737%
19 14.947 2056 2061 2068 rVB 318389 521081 6.88% 1.029%
20 15.276 2107 2117 2124 rBV 368247 670013 8.85% 1.323%

21 15.922 2220 2227 2233 rVB3 101568 182133 2.41% 0.360%
22 16.210 2273 2276 2281 rVB 64981 102292 1.35% 0.202%
23 16.363 2296 2302 2314 rVB 2919165 4606109 60.86% 9.093%
24 16.898 2386 2393 2398 rBv4 56701 117055 1.55% 0.231%
25 17.280 2450 2458 2465 rVB 889046 1429476 18.89%% 2.822%

26 17.444 2481 2486 2493 rVB2 119048 213802 2.82% 0.422%
27 17.626 2510 2517 2520 rBV2 1243728 1983184 26.20% 3.915%
28 17.667 2520 2524 2530 rVV 1942008 2927025 38.67% 5.778%
29 17.732 2530 2535 2536 rvv4 54612 90383 1.19% 0.178%
30 17.755 2536 2539 2544 rVB 132872 183993 2.43% 0.363%

31 18.026 2576 2585 2592 rBV3 137589 264186 3.49% 0.522%
32 18.202 2609 2615 2619 rBv4 61463 82161 1.09% 0.162%
33 18.490 2656 2664 2669 rBV2 106135 208051 2.75% 0.411%
34 18.543 2669 2673 2678 rVB2 119448 176857 2.34% 0.349%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.690 2692 2698 2702 rBV5 88114 194072 2.56% 0.383%

36 19.030 2751 2756 2760 rVB2 261759 380365 5.03% 0.751%
37 19.407 2814 2820 2828 rBV 651137 1046624 13.83% 2.066%
38 19.542 2838 2843 2849 rBV 157997 245779 3.25% 0.485%
39 19.659 2858 2863 2869 rVB 580405 876712 11.58% 1.731%
40 19.741 2871 2877 2882 rBVS 63886 126444 1.67% 0.250%

41 19.988 2914 2919 2920 rBV5 60830 86487 1.14% 0.171%
42 20.023 2920 2925 2930 rVvVv 406249 637633 8.42% 1.259%
43 20.206 2950 2956 2962 rBV 5728947 7568524 100.00% 14.941%
44 21.287 3137 3140 3149 rVB6 41538 79461 1.05% 0.157%
45 21.921 3239 3248 3255 rBV 1603186 3009911 39.77% 5.942%

46 23.637 3533 3540 3549 rvB4 105136 274407 3.63% 0.542%
47 25.352 3819 3832 3845 rBV2 937218 2807990 37.10% 5.543%

Sum of corrected areas: 50654491
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024651.D
5000000
4000000
3000000

2000000
7.79

8.60 9.44

1000000
7.40 11.09

5.33 8.27
9 58 IA\ 15 11.85 12

Time--> 3.00 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 900 950 1000 10.50 11.00 11.50 12.00 1250
Abundance TIC: BG024651.D

20121

5000000

4000000

3000000 1351 16.36

2000000 21.92

14.88
1000000 9.4b 66

1l1.945.28 9.03 20.03
12.95 13.72 14.2%.44 15-926.2JJ 16.90 |17.447 75808 tEEam69 9.9 10 1§ 21.29

A e\,
LN L B B N D B B

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG024651.D

5000000
4000000
3000000

2000000

1000000 25.35

23.64
I\
T T T A e T T T T T o T T e e e e e e

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\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.33 16.27 ng 662714 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 424 (5.329 min): BG024651.D (-418) (-) m/z 43.05 100.00%
43 q
5000
101 VY VB Y L S .
500 520 540 5.60
b k73 | 127156 198 231 283 329355382 415 462488 | "n/z 59.10  63.02%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A AR RS SRR LR
5.00 5.20 5.40 5.60
m/z 101.10 24 .14%
‘ 101
o f
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance
59
500 520 540 560
5000 m/z 58.05 14.62%
31
87
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8344: 3-Hexanol, 4-methyl-
¢ 5.00 5.20 5.40 5.60
m/z 41.10 7.59%
5000
31
K
mz-> 0 50 100 150 200 250 300 350 400 450 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown7.79 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.79 67.14 ng 2733760 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 27
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 22
4 Cyclopropanamine, l-phenyl- 133 C9H11N 1000351-26-2 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 12
Abundance Scan 843 (7.791 min): BG024651.D (-835) (-) m/z 132.00 100.00%
132
68
5000
7.40 7.60 7.80 8.00 8.20
ol .l,l. B0 218 TS 80y 3ser 4 224 m/z 68.10 52.83%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 LA RN AR RN
7.40 7.60 7.80 8.00 8.20
105 m/z 66.10 37.43%
bl H ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
132
R
740 7.60 7.80 8.00 8.20
5000 m/z 134.00 34.32%
og 63 104
L A B B o e B e s B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R
132 740 7.60 7.80 8.00 8.20
m/z 69.05 24 .10%
5000
65 92
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 780 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 2-Heptene Concentration Rank 10

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

9.58 2.15 ng 87719 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptene 98 C7H14 000592-77-8 52
2 (Z)-2-Heptene 98 C7H14 006443-92-1 50
3 Undec-10-enoic acid, t-butyl ester 240 C15H2802 093757-41-6 45
4 1-Heptene 98 C7H14 000592-76-7 43
5 2-Heptene, (E)- 98 C7H14 014686-13-6 40

Abundance Scan 1148 (9.583 min): BG024651.D (-1142) (-) m/z 57.10 100.00%

5000

9.20 9.40 9.60 9.80

312340371 416 447475501
m/z 41.10 81.01%

23 185 221 251

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #3298: 2-Heptene
41
5000 69
98 9.20 9.40 9.60 9.80
m/z 43.10 65.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41
[T
9.20 9.40 9.60 9.80
5000 o m/z 56.10 60.06%
98
15
L B e o G B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94155: Undec-10-enoic acid, t-butyl ester
57 9.20 9.40 9.60 9.80
m/z 44.00 58.95%
5000
20| 83 149
| HJ | g 12477184 222

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80

8270-BG102516.-M Fri Nov 04 16:17:23 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.30 ng 119244 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 53
2 2-(2-Hydroxyethylthio)propionic ... 150 C5H1003S 209276-28-8 53
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 42
5 1,3-Oxathiolane, 2,2-dimethyl- 118 C5H100S 005684-31-1 42

Abundance Scan 1534 (11.851 min): BG024651.D (-1529) (-) m/z 60.00 100.00%

5000
115

11.60 11.80 12.00 12.20
m/z 73.05 71.11%

167195 229 265291 323 555 430 465 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #20839: Octanoic acid
60
50001 o7
11.60 11.80 12.00 12.20
‘ g5 m/z 57.05 47.21%
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
11.60 11.80 12.00 12.20
5000 132 m/z 43.10 33.95%
27 87
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30178: Nonanoic acid
60 11.60 11.80 12.00 12.20
m/z 115.10 24 . 74%
5000
29 115
87
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Naphthalene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.95 2.11 ng 109441 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 87
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 87
3 Benzocycloheptatriene 142 C11H10 000264-09-5 87
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 87
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 86
Abundance Scan 1721 (12.949 min): BG024651.D (-1715) (-) m/z 142.05 100.00%
142
115
5000
63 89 1260 12.80 13.00 13.20
283
st gl | 193219 208208 336 4% | /7 141.10  97.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19239: Naphthalene, 2-methyl-
142
5000 LN DR SUNILN UL
115 12.60 12.80 13.00 13.20
m/z 115.10 63.21%
9 f |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
142
12.60 12.80 13.00 13.20
5000 m/z 143.10 18.41%
115
7 %3 89
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #19231: Benzocycloheptatriene
141 12.60 12.80 13.00 13.20
115 m/z 63.10 8.78%
5000
63 gq
N w
m/z--> 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 9H-Fluoren-9-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.28 14.42 ng 1429480 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 94
2 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 91
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 58
4 2,3-Diazaphenanthrene 180 C12H8N2 000229-72-1 53
5 Benzo(f)quinoxaline 180 C12H8N2 000230-33-1 43

Abundance Scan 2458 (17.280 min): BG024651.D (-2450) (-) m/z 180.05 100.00%

180
5000 152

17.00 17.20 17.40 17.60

39
...;.1.1..,.3..,.. 223 268295 328355 38741 A8 "m/z 152.05  47.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45755: 9H-Fluoren-9-one
180
5000 152
17.00 17.20 17.40 17.60
76 m/z 151.10 24.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
180
152
17.00 17.20 17.40 17.60
5000 m/z 181.10 15.51%
76
125
L o o o o o LA e e o S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45757: 1H-Phenalen-1-one
180 17.00 17.20 17.40 17.60
152 m/z 150.00 15.49%
5000
76
39 | 125
I I o I o o o o S LA i e e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Dibenzothiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.44 2.16 ng 213802 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 83
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 81
3 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 72
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 64
5 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 59
Abundance Scan 2485 (17.438 min): BG024651.D (-2481) (-) m/z 184.05 100.00%
184
5000
139 17.20 17.40 17.60 17.80
44 86 - - : :
- .L.-.u.',l%?.l.',l. A 210 248 283 324 369 43 ST hn/z 139.05  17.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #48783: Dibenzothiophene
184
5000
17.20 17.40 17.60 17.80
m/z 185.05 12.03%
92 139
18 63 L ‘ | |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
184
17.20 17.40 17.60 17.80
5000 m/z 152.10 11.89%
139
40 66 2
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #48786: Naphtho[1,2-b]thiophene B ERNERER TS IS L
184 17.20 17.40 17.60 17.80
m/z 186.00 6.60%
5000
139
63 ‘92 )
m/z--> 50 100 150 200 250 300 350 400 450 500 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 12

Peak Number 9 1H-Indene, 2-phenyl-

R.T. EstConc Area Relative to ISTD R.T.
18.49 2.10 ng 208051 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 70
3 1a,9b-Dihydro-1H-cyclopropa[a]Jan... 192 C15H12 006109-24-6 70
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 70
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 68

Abundance Scan 2664 (18.490 min): BG024651.D (-2656) (-) m/z 192.10 100.00%
192
5000
83 165 18.20 18.40 18.60 18.80
41 110 139 : : : :
el di0139 | f 223 274 334 8L 4T84 96110 67.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54730: 1H-Indene, 2-phenyl-
192
5000
18.20 18.40 18.60 18.80
165 m/z 189.10 27 .87%
63gotls |
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance
192
18.20 18.40 18.60 18.80
5000 m/z 193.05 25.22%
96 165
63 139
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54760: 1a,9b-Dihydro-1H-cyclopropalalanthracene
192 18.20 18.40 18.60 18.80
m/z 165.10 15.20%
5000
165
27,59 %% 130 | |
mz-> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 9,10-Anthracenedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.03 3.84 ng 380365 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 97
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 83
3 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 53
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 52
5 9H-Fluoren-9-one 180 C13H80 000486-25-9 43
Abundance Scan 2756 (19.030 min): BG024651.D (-2751) (-) m/z 208.05 100.00%
152 180 208
5000
76
5|° ‘ 165126 Jo1 '~ 18:80 19.00 19.20 19.40
et L AL | 289267 209 337366 416 0 B Th777180.00  94.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76 A AN LBV
18.80 19.00 19.20 19.40
50 m/z 152.00 82.52%
126
"ljjkﬁ?%ﬂ"" S A SRR L UURLLL UL A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
152180
'~ 18:80 19.00 19.20 19.40
5000 m/z 151.05 34 .29%
76
26 50 102126
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #45695: Benzo[h]cinnoline
180 18.80 19.00 19.20 19.40
152 m/z 76.10 25.05%
5000
76
126
50| | 100 |
m/z--> 50 100 150 200 250 300 350 400 450 ' 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Naphthalic anhydride Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.41 10.56 ng 1046620 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalic anhydride 198 C12H603 000081-84-5 94
2 Naphtho[1,2-c]furan-1,3-dione 198 C12H603 005343-99-7 78
3 1H-Benz[f]indene-1,3(2H)-dione, ... 228 C13H804 038627-57-5 47
4 Benzoic acid, 5-chloro-2-hydroxy- 172 C7H5CIO3 000321-14-2 42
5 Benzothiazole, 4,5,6,7-tetrahydr... 154 C7H10N2S 002933-29-1 42

Abundance Scan 2821 (19.412 min): BG024651.D (-2814) (-) m/z 153.95 100.00%
1261%4
5000 198
% o8 1900 1920 19.40 19.60 19.80
O .37}.J.k.1. bod L ) 226255281308 343 420 480 520 | h,/77126.10  85.550
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59682: Naphthalic anhydride
126154 1gg
5000 NNV B RN SN
19.00 19.20 19.40 19.60 19.80
63 m/z 198.00 48 .50%
98
..2.8‘.}.‘“.M‘.“.“ﬁ..‘..,‘....,.... e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
126 198
i AR UNVAEAA BN SRR AR
19.00 19.20 19.40 19.60 19.80
5000 m/z 63.10 17.61%
39 74100
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84302: 1H-Benz[flindene-1,3(2H)-dione, 2,2-dihydroxy-
126 19.00 19.20 19.40 19.60 19.80
m/z 74.10 15.22%
154
5000
63 182210
a7, ] %8

1 f T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500

19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Cyclopenta(def)phenanthrenone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.54 2.48 ng 245779 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 53
3 Quinoline, 8-methoxy-5-nitro- 204 C10H8N203 1000298-88-7 50
4 [1,2,4]Triazolo[5,1-b]Jquinazolin... 204 C10H12N40 1000337-56-5 50
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 49

Abundance Scan 2843 (19.542 min): BG024651.D (-2838) (-) m/z 204.05 100.00%
204
5000 176
62,58 1221‘?0 1 253279 327358 400431 474 536 19.20 19.40 19.60 19.80
SRSV B 0Vibur vl T N WSS YA SN o) m/z 176.10 36.06%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64588: gycIopenta(def)phenanthrenone
204
5000
176 19.20 19.40 19.60 19.80
88 m/z 205.00 20.09%
62, | 1221 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
204
19.20 19.40 19.60 19.80
5000 m/z 175.00 15.96%
101
28 75 150176
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #63769: Quinoline, 8-methoxy-5-nitro-
19.20 19.40 19.60 19.80
m/z 150.00 15.12%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110316\
Data File : BG024651.D

Acq On : 3 Nov 2016 13:51

Operator : UM/SJ

Sample - H5502-30

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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... 5.33 16.3 ng 662714 1 8.27 814407 20.0
unknown7 .79 7.79 67.1 ng 2733760 1 8.27 814407 20.0
2-Heptene 9.58 2.1 ng 87719 1 8.27 814407 20.0
Octanoic acid 11.85 2.3 ng 119244 2 11.09 1038970 20.0
Naphthalene, 1-me... 12.95 2.1 ng 109441 2 11.09 1038970 20.0
9H-Fluoren-9-one 17.28 14.4 ng 1429480 4 17.63 1983180 20.0
Dibenzothiophene 17 .44 2.2 ng 213802 4 17.63 1983180 20.0
1H-Indene, 2-phenyl- 18.49 2.1 ng 208051 4 17.63 1983180 20.0
9,10-Anthracenedione 19.03 3.8 ng 380365 4 17.63 1983180 20.0
Naphthalic anhydride 19.41 10.6 ng 1046620 4 17.63 1983180 20.0
Cyclopenta(def)ph... 19.54 2.5 ng 245779 4 17.63 1983180 20.0
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