LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 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-BG060616.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 2.984 19 25 45 rVB 1200913 2020169 100.00% 10.554%
2 5.188 392 400 409 rBV2 38325 73801 3.65% 0.386%
3 5.669 474 482 499 rBV 396064 752707 37.26% 3.932%
4 7.279 747 756 771 rBV 433963 863555 42.75% 4_.512%
5 7.649 808 819 835 rBV 489592 939274 46.49% 4_.907%
6 8.119 892 899 909 rVB 128280 245413 12.15% 1.282%
7 8.443 946 954 968 rBV 377422 735111 36.39% 3.840%
8 9.289 1091 1098 1109 rBV 254100 529205 26.20% 2.765%
9 10.940 1369 1379 1386 rBV 209905 430005 21.29% 2.247%
10 13.372 1783 1793 1803 rBvV 861158 1490777 73.79% 7.788%
11 14.065 1902 1911 1918 rBV4 9976 21939 1.09% 0.115%

12 14.195 1924 1933 1938 rBV 72242 121377 6.01% 0.634%
13 14.753 2018 2028 2034 rBV2 313956 567663 28.10% 2.966%

14 14.812 2034 2038 2045 rVB 51770 87707 4._.34% 0.458%
15 15.147 2086 2095 2103 rBV2 26033 48885 2.42% 0.255%
16 15.793 2198 2205 2213 rBV2 42851 80852 4._00% 0.422%
17 16.081 2251 2254 2264 rVB 11662 23089 1.14% 0.121%
18 16.239 2274 2281 2288 rBV 510282 853857 42.27% 4.461%
19 16.421 2308 2312 2315 rBV3 16195 25966 1.29% 0.136%
20 17.144 2431 2435 2442 rVB3 21490 38749 1.92% 0.202%
21 17.215 2443 2447 2453 rBV5 27286 47727 2.36% 0.249%
22 17.315 2459 2464 2470 rVB2 27519 50382 2.49% 0.263%

23 17.497 2488 2495 2498 rBV 326832 575639 28.49% 3.007%
24 17.538 2498 2502 2509 rVvVv 514813 846636 41.91% 4.423%
25 17.626 2512 2517 2523 rVB 102033 168459 8.34% 0.880%

26 17.896 2556 2563 2569 rBV2 43007 95047 4._.70% 0.497%
27 17.955 2571 2573 2577 rVB2 18715 22054 1.09% 0.115%
28 18.002 2578 2581 2588 rvv4 12268 20236 1.00% 0.106%
29 18.078 2589 2594 2601 rVB6 12589 28678 1.42% 0.150%
30 18.302 2627 2632 2635 rBv4 10770 21196 1.05% 0.111%

31 18.366 2638 2643 2647 rVV 62123 100901 4._.99% 0.527%
32 18.419 2647 2652 2658 rVB2 76784 134509 6.66% 0.703%
33 18.496 2661 2665 2670 rVB2 29048 45351 2.24% 0.237%
34 18.566 2670 2677 2687 rBV3 97748 264934 13.11% 1.384%

8270-BG060616.M Fri Jun 10 16:45:20 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 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-BG060616 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.860 2722 2727 2731 rBV2 44914 69341 3.43% 0.362%
36 18.907 2731 2735 2742 rVB3 40724 65394 3.24% 0.342%
37 19.271 2793 2797 2803 rBV2 35804 70339 3.48% 0.367%
38 19.418 2818 2822 2830 rVB3 32286 59192 2.93% 0.309%

39 19.541 2836 2843 2849 rBV 743351 1165275 57.68% 6.088%
40 19.870 2894 2899 2900 rBV2 104823 145069 7.18% 0.758%

41 19.900 2900 2904 2912 rVV 631774 1000959 49.55% 5.229%

42 19.964 2912 2915 2922 rVB2 30717 44477 2.20% 0.232%
43 20.088 2930 2936 2942 rBV 1064734 1509340 74.71% 7.885%
44 20.487 3001 3004 3008 rBV2 45714 51674 2.56% 0.270%
45 21.157 3114 3118 3124 rVB 44046 78112 3.87% 0.408%

46 21.380 3153 3156 3161 rVB3 66407 103852 5.14% 0.543%
47 21.762 3214 3221 3227 rBV2 405498 1079437 53.43% 5.639%
48 21.821 3227 3231 3241 rVB 232682 462253 22.88% 2.415%
49 24.065 3601 3613 3626 rVB3 191986 864539 42.80% 4.517%

Sum of corrected areas: 19141103
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
1200000 olog TIC: BG022272.D

1000000
800000

600000

7.65
7.28

400000 i 8.44

10.94

200000 8.12

5.19
L T

Time--> 3.00 3.50 4.00 450 5.00 5.50 6. OO 6.50 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG022272.D
1200000

20.09

1000000

13.37
19.54

19.9¢

800000
600000 . 17.54 21.76

400000

200000

ok
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 : .
1200000 TIC: BG022272.D

1000000

800000

600000

400000 24.07

200000

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\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.98 Concentration Rank 1

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

2.98 164.63 ng 2020170 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 24 (2.978 min): BG022272.D (-19) (-) m/z 73.00 100.00%
7B
5000 43 o K&
2.90 3.00 3.10 3.20 3.30 3.40
55
S T N T RSN TS N— m/z 43.00 35.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4342: Pentane, 3-methoxy-
73
5000
45 2.90 3.00 3.10 3.20 3.30 3.40
29 m/z 89.00 31.01%
Ll 3‘9“\ S er | 101
miz--> 0 20 30 40 50 60 70 8 90 100 110
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 43 m/z 41.00 7.01%
a 89
e B S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
7B 2.90 3.00 3.10 3.20 3.30 3.40
43 m/z 45.00 5.70%
55
5000
29
5wl [Sle | @ ® 1o
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.19 6.01 ng 73801 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 400 (5.188 min): BG022272.D (-392) (-) m/z 43.00 100.00%
48
59
5000
101 A
N | 83 480 5.00 5.20 5.40 5.60
L A N R B RARA) AL N ARA) UARAN LA AL LARAS AR AR AR m/z 59.00 65.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S U I
59 480 5.00 5.20 5.40 5.60
m/z 101.00 28.73%
15 4 101
ol 51 83
mz-> b 30 30 40 B0 60 70 85 9 100 10 130 140 10 150 1%
Abundance
59
480 500 520 540 5.60
5000 m/z 58.00 22.14%
-
102
15 51 3 g7
WWWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methyl-
59 4.80 5.00 520 5.40 5.60
m/z 41.00 9.91%
5000
43
"W"“I'”'I”"P"W'J“I'”éﬁ”"ﬁ?'ﬁ"?ﬁ"”I'”'}%?'P"%4}"P'%ﬁq'” AR SRS SRS RSN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.65 Concentration Rank 2

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

7.65 76 .55 ng 939274 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 819 (7.649 min): BG022272.D (-808) (-) m/z 131.90 100.00%
132
5000 /\
68
5 L B R
40 54 740 7.60 7.80 8.00
....-,--..:-.,.|.|.7.7 .8.7.!,1.0“?..,..J.,....,....,.... m/z 68.00 33.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I I IR
7.40 7.60 7.80 8.00
31 51 78 m/z 133.90 32.29%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
740 7.60 7.80 8.00
5000 67 m/z 66.00 21.13%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl

57 132 7.40 7.60 7.80 8.00
m/z 69.00 12.47%

74
5000 98 116
S N I 2 T SN

m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 5 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.37 3.51 ng 100901 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
3 BH-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 90
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 90
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 89

Abundance Scan 2644 (18.372 min): BG022272.D (-2638) (-) m/z 191.95 100.00%

2

5000

=

18.00 18.20 18.40 18.60
m/z 191.00 65.59%

94

111 129 150 210224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50623: Phenanthrene, 1-methyl-

=

5000 R AN
18. OO 18. 20 18 40 18.60

m/z 188.95 32.67%

2639 63 g2 96 115 139152

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Ay

Abundance
192
R AR
18.00 18.20 18.40 18.60
5000 m/z 189.95 19.86%
94 165
27 50 63 76 115 139152
R R R e o e B RARRI R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #50635: 5H-Dibenzo[a,d]cycloheptene I EERRERES LS
192 18.00 18.20 18.40 18.60

m/z 94.50 14 _.79%
5000

165
28 43 63 83 115 139152
T T T e e S B Emm e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. OO 18. 20 18 40 18.60

%

96
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 6 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.42 4_.67 ng 134509 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
3 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 94
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

Abundance Scan 2652 (18.419 min): BG022272.D (-2647) (-) m/z 192.00 100.00%

2

5000

18.20 18.40 18.60 18.80
m/z 191.00 63.21%

94

109 126 149

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50612: Anthracene, 2-methyl-

5000
18.20 18.40 18.60 18.80

m/z 188.90 28.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
T T T
18.20 18.40 18.60 18.80
5000 m/z 192.95 18.12%
165
94
39 6377 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50623: Phenanthrene, 1-methyl-
192 18.20 18.40 18.60 18.80

m/z 189.95 16.30%

5000

165

39 63 82 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.57 9.20 ng 264934 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 42
5 Hydrazinecarboxaldehyde, 2-[3-(m... 190 C4H6N40S2 038362-25-3 14
Abundance Scan 2678 (18.572 min): BG022272.D (-2670) (-) m/z 190.00 100.00%
190

5000

o

18 20 18. 40 18 60 18. 80
277 302827 m/z 188.90 95.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

5000 e e e RA AR
18 20 18. 40 18 60 18.80

m/z 192_00 35.05%

110 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
189

18.20 18.40 18.60 18.80
m/z 190.95  32.94%

5000
94
163

WWWWTWWTWTWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde

18.20 18.40 18.60 18.80
m/z 94.50  26.47%

91

5000 115133 161

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18 20 18. 40 18 60 18. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Naphthalene, 2-phenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.86 2.41 ng 69341 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 86
2 5.160I17.271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 78
3 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 64
4 9.10-Bis(bromomethv)anthracene 362 C16H12Br2 034373-96-1 64
5 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl1l6H12 006572-60-7 58
Abundance Scan 2727 (18.860 min): BG022272.D (-2722) (-) m/z 203.95 100.00%
204
5000
o1 7629 et 178 | vrr seren 1860 15,80 1900 1930
B e e m/z 201.95 39.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58962: Naphthalene, 2-phenyl-
204
5000
101 18.60 18.80 19.00 19.20
m/z 202.95 38.32%
51 70| | 126150 176
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
18.60 18.80 19.00 19.20
5000 m/z 204 .95 17.45%
39 63 101 155 152176 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #77580: 6-Phenylbenzocyclohepten-7-one
204 18.60 18.80 19.00 19.20
m/z 101.00 12.56%
5000
232
101
51 78, | (126150 176 |
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 9,10-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.91 2.27 ng 65394 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 94
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 91
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
4 Benzolhlcinnoline 180 C12H8N2 000230-31-9 64
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 62

Abundance Scan 2736 (18.913 min): BG022272.D (-2731) (-) m/z 207.90 100.00%

182 180 208

5000

76

AN,
LI I

164 239 18.60 18.80 19.00 19.20
e 22 L ZEE 20 h/z 179,95 88.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61654: 9,10-Anthracenedione
152 180 208

g7 99 1131264

5000 76
18.60 18.80 19.00 19.20
50 m/z 152.00 80.44Y%
63 % 126
BNl R S M NS S SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
180
et
18.60 18.80 19.00 19.20
5000 m/z 150.95 47 .63%
152
76
27 39 50 63 90 102 126
B e e I O o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42771: 1H-Phenalen-1-one e R EEaEE L
152 18.60 18.80 19.00 19.20
m/z 149.95 26.88%
180
5000
76
L N PR, e L NN S B L5 | sk
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.60 18.80 1900 1920
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 10 di-p-Tolylacetylene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.27  2.44ng 70339 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 93

2 Phenanthrene. 2.7-dimethvl- 206 Cl16H14 001576-69-8 91
3 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 91
4 Phenanthrene. 3.6-dimethyl- 206 C16H14 001576-67-6 91
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 91
Abundance Scan m/z 206.00 100.00%

5000

57 71 89 6

2797 (19.271 min): BG022272.D (-2793) (-)
206

191

113 132 149 2%° 222237 274290

19.00 19.20 19.40 19.60

m/z 190.95 41 _.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60332: di-p-Tolylacetylene
206

5000 e
19.00 19.20 19.40 19.60

191 m/z 205.00 29.72%

3953 76 192955 139 165
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
206
|
A EammE s s
19.00 19.20 19.40 19.60
5000 m/z 188.90 25.90%
s 102 191
39 53 127 151165
mwmwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60352: Phenanthrene, 2,5-dimethyl- i e e
206 19.00 19.20 19.40 19.60
m/z 207.00 18.27%
5000 191
101 165
27 51 8| Jus 151 J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

19. 00 19 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022272.D

Aca On 9 Jun 2016 17:48

Operator : UM/SJ

Sample : H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Cyclopenta(def)phenanthrenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.42 2.06 ng 59192 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 87
2 Naphthalene. 1-phenvl- 204 C16H12 000605-02-7 50
3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 49
4 _alpha.-1-Mannopvranoside. methv... 394 C16H3805Si3 056271-60-4 47
5 [1,1"-Biphenyl]-2,2"-dicarbonitrile 204 C14H8N2 004341-02-0 47
Abundance Scan 2822 (19.418 min): BG02227(§.D (-2818) (-) m/z 203.90 100.00%
204

E

5000
176
87 150
39 55 70 | 102 123 219 237 254 281 300 19.20 19.40 19.60 19.80
22 m/z 176.00 36.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58950: Cyclopenta(def)phenanthrenone
204
5000 LI B L L L L L L L
176 19.20 19.40 19.60 19.80
88 m/z 204.90 22.70%
62 | | 10219 10
A Raaa B e e B e ARARARERA TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
204
LA maa s
19.20 19.40 19.60 19.80
5000 m/z 206.00 16.93%
101
27 51 76 126 150 176
WWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58723: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204 19.20 19.40 19.60 19.80
189 m/z 87.00 16.24%

5000

—

T""r""""r’"'""r""""r""""r""
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060916\
Data File : BG022272.D

Acq On 9 Jun 2016 17:48

Operator : UM/SJ

Sample - H3399-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown?2 .98 2.98 164.6 ng 2020170 1 8.12 245413 20.0
2-Pentanone, 4-hy... 5.19 6.0 ng 73801 1 8.12 245413 20.0
unknown? .65 7.65 76.5 ng 939274 1 8.12 245413 20.0
Phenanthrene, 1-m... 18.37 3.5 ng 100901 4 17.50 575639 20.0
Anthracene, 2-met... 18.42 4.7 ng 134509 4 17.50 575639 20.0
4H-Cyclopenta[def... 18.57 9.2 ng 264934 4 17.50 575639 20.0
Naphthalene, 2-ph... 18.86 2.4 ng 69341 4 17.50 575639 20.0
9,10-Anthracenedione 18.91 2.3 ng 65394 4 17.50 575639 20.0
di-p-Tolylacetylene 19.27 2.4 ng 70339 4 17.50 575639 20.0
Cyclopenta(def)ph... 19.42 2.1 ng 59192 4 17.50 575639 20.0
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