LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 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-BF063016.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 1.667 5 7 15 rvv 49275 94678 3.02% 0.423%
2 1.781 15 17 35 rvB 644605 999764 31.87% 4_467%
3 4.821 280 283 288 rBV 101550 154157 4.91% 0.689%
4 5.290 321 324 326 rBY 1049874 1041138 33.19% 4 .652%
5 6.342 414 416 419 rBV 770772 1010906 32.23% 4_.517%
6 6.467 424 427 429 rVB 781712 1038796 33.12% 4.641%
7 6.684 444 446 448 rBV 299909 289699 9.24% 1.294%
8 6.844 457 460 462 rBVY 1004744 822507 26.22% 3.675%
9 7.256 493 496 498 rBV 708859 639643 20.39% 2.858%
10 7.976 556 559 561 rBV 456850 394248 12.57% 1.762%

11 9.050 651 653 655 rBV 1257284 1002540 31.96% 4._479%
12 9.450 686 688 690 rvB 194809 193506 6.17% 0.865%

13 9.576 698 699 702 rBV 32796 43129 1.37% 0.193%
14 9.725 709 712 713 rBV 358010 355969 11.35% 1.591%
15 10.262 758 759 763 rVB 40999 39084 1.25% 0.175%

16 10.502 778 780 783 rBV2 472204 539776 17.21% 2.412%
17 10.639 789 792 795 rBV 31042 46185 1.47% 0.206%
18 10.811 804 807 809 rBV 115796 109655 3.50% 0.490%
19 11.073 826 830 834 rBV3 80472 126480 4._.03% 0.565%
20 11.153 836 837 839 rvv 36053 33994 1.08% 0.152%

21 11.199 839 841 842 rvVv 409711 402973 12.85% 1.801%
22 11.222 842 843 845 rvV 436168 308910 9.85% 1.380%
23 11.268 845 847 849 rVB 118095 108871 3.47% 0.486%

24 11.313 849 851 853 rBvV 99970 98736 3.15% 0.441%
25 11.439 859 862 865 rBv2 54725 85865 2.74% 0.384%
26 11.599 873 876 879 rVB3 29438 36118 1.15% 0.161%
27 11.702 882 885 886 rvv2 59659 93235 2.97% 0.417%

28 11.725 886 887 890 rvv2 114300 225232 7.18% 1.006%
29 11.805 892 894 899 rvB2 135857 204653 6.52% 0.914%
30 12.011 908 912 916 rVB2 43871 100853 3.22% 0.451%

31 12.251 931 933 934 rBV 56890 81675 2.60% 0.365%
32 12.285 934 936 938 rvv2 34348 69853 2.23% 0.312%
33 12.331 938 940 942 rvVB2 58271 75242 2.40% 0.336%

34 12.411 944 947 949 rVB 617911 767305 24.46% 3.428%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 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-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.456 949 951 953 rBV3 33442 57836 1.84% 0.258%
36 12.502 953 955 956 rBV 36355 50989 1.63% 0.228%
37 12.525 956 957 960 rvv3 51232 83415 2.66% 0.373%
38 12.628 963 966 969 rBV 606922 786012 25.06% 3.512%
39 12.674 969 970 973 rVB3 45863 64079 2.04% 0.286%
40 12.754 975 977 978 rBV 42758 69463 2.21% 0.310%

41 12.776 978 979 982 rVB 668006 866510 27.62% 3.872%
42 12.856 982 986 987 rBV2 53300 89026 2.84% 0.398%
43 12.959 991 995 997 rVB 125017 174084 5.55% 0.778%
44 13.028 997 1001 1002 rBV 85424 114094 3.64% 0.510%

45 13.062 1002 1004 1005 rBV 99746 99552 3.17% 0.445%
46 13.154 1010 1012 1013 rVB2 60809 66876 2.13% 0.299%
47 13.188 1013 1015 1017 rBV2 38830 59725 1.90% 0.267%
48 13.268 1019 1022 1024 rBV 2217528 3136923 100.00% 14.016%
49 13.371 1024 1031 1033 rBV7 34050 89183 2.84% 0.398%
50 13.462 1037 1039 1042 rVB 59978 60870 1.94% 0.272%
51 13.577 1046 1049 1050 rBV 65232 97574 3.11% 0.436%
52 13.668 1056 1057 1061 rVB3 64520 119785 3.82% 0.535%
53 13.748 1062 1064 1067 rBV 50260 73887 2.36% 0.330%
54 13.828 1068 1071 1072 rBV2 2024153 2160241 68.86% 9.652%
55 13.931 1078 1080 1081 rBV 55051 56684 1.81% 0.253%
56 13.999 1084 1086 1087 rBV2 35859 60208 1.92% 0.269%

57 14.034 1087 1089 1090 rBV 434186 372603 11.88% 1.665%
58 14.194 1100 1103 1106 rBV2 157108 281900 8.99% 1.260%
59 14.822 1155 1158 1161 rBV 299047 532648 16.98% 2.380%
60 14.914 1164 1166 1171 rVB 71585 94993 3.03% 0.424%

61 15.085 1179 1181 1184 rVB 171075 223667 7.13% 0.999%
62 15.142 1184 1186 1189 rVB 233126 272963 8.70% 1.220%
63 15.200 1189 1191 1192 rBV 171504 209597 6.68% 0.937%
64 16.480 1300 1303 1308 rVB2 93905 175458 5.59% 0.784%
65 16.868 1334 1337 1342 rBV 68677 144500 4.61% 0.646%

Sum of corrected areas: 22380720
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071416\

BF089010.D

15 Jul 2016 3:21

UM/SsJ

H3972-14

22 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
ion Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF089010.D

5.29

1.78

4.82

6.38.47

6.68

7.26

OoF—=
Time-->

3.50

4.00

5.50

T T
4.50 5.00 6.00

6.50

7.00

Abundance

2000000

1500000

1000000

500000

TIC: BF089010.D

9.05

7.98

A
T T T T

13

O——
Time-->

9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

Abundance
13.

2000000
1500000

1000000

500000
Lﬂ@&

TIC: BF089010.D
83

14.03

14.82

16.48 1687

Or——
Time-->

17.50

16.00 16.50 17.00

14.00 14.50

15.00 15.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.82 10.64 ng 154157 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 283 (4.821 min): BF089010.D (-280) (-) m/z 43.10 100.00%
43
59
5000
101 USRS R UL UL S
51| 83 | 4.40 4.60 4.80 5.00 5.20
o 1 O P S — m/z 59.10 59.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA R IR LR
440 4.60 4.80 5.00 5.20
m/z 101.10 21.32%
3} 83 g3 101
L R AR AR RS RARAS RN RERAN RRRAN SRS AL BARAN SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500 520
5000 m/z 58.10 14 .55%
101
o 1B 31 508 60 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R mEE R RRR
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.86%
5000 41
68
0 || s0, 126 142
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 13'0 140 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.47 Concentration Rank 1

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

6.47 71.72 ng 1038800 1,4-Dichlorobenzene-d4 6.68
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 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 427 (6.467 min): BF089010.D (-424) (-) m/z 132.00 100.00%
5000
68
0 % " 620 640 6.60 6.80
40 54 : : : :
o CR TN N . 5 | N m/z 134.00 33.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS L L A
6.20 6.40 6.60 6.80
2 51 78 m/z 68.10 31.36%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
S SRS RAASE AR RAR
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 19.99%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 13.54%
5000 og M°
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? R | N
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.29 ng 46185 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 90
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 74
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 74
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 792 (10.639 min): BF089010.D (-789) (-) m/z 57.05 100.00%
57
5000 85
4
‘ 13 g4 169184 "' 1040 10.60 10.80 11.00

o

S - " m/z 71.10 68.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
i \AM

5000: L e
85 10,40 10.60 10.80 11.00

4 m/z 43.10 66.72%
ol 20, ‘L L) 113 141156 184
e e AR aaa
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
.
10.40 10.60 10.80 11.00
5000 a5 m/z 85.10 49.47%
a1 155
) us 184
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57 10.40 10.60 10.80 11.00
m/z 41.10 33.59%
5000 " 85
113 154
0 ‘ d 1397 169 197 224239 266281296
L e TS HER AR AR A e AtidaaS
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl11.07 Concentration Rank 10

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

11.07 6.28 ng 126480 Phenanthrene-d10 11.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butvl methvIphosphonofluoridate 154 C5H12F02P 000352-52-3 38
2 Triisopropviphosphate 224 C9H2104P 000513-02-0 28
3 4-Methvl-2-pentvl methvlphosphon... 182 C7H16FO02P 000352-53-4 16
4 cis-1.9.12-Trioxadispirol4.2.4.2... 270 C13H1806 1000153-27-5 12
5 Phosphonic acid, (1-methylethyl)... 348 C19H4103P 083176-30-1 10

m/z 99.00 100.00%

-

10.80 11.00 11.20 11.40

Abundance Scan 830 (11.073 min): BF089010.D (-826) (-)
41 99 125
5000
77 201
57 139 175
0o
0,.“uﬁﬁﬂ hbﬂw”:“.”,....”...” ”..l.” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27182: 2-Butyl methylphosphonofluoridate
929
5000 125
41
o S T A D e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
929
125
5000
43
27 141
o 9 & 167 183 209 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47517: 4-Methyl-2-pentyl methylphosphonofluoridate
29
5000 69
41 84 125
0 ‘\ L ‘ 139 167
R R L R EARmaEAa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 125.00 99.06%

%

10.80 11.00 11.20 11.40

m/z 41.10 86 .00%

%

10.80 11.00 11.20 11.40

m/z 116.90 36.13%

10.80 11.00 11.20 11.40

m/z 157.00 32.01%

10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Phenanthrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.70 4.63 ng 93235 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 97
2 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 94
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 90
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90

Abundance Scan 885 (11.702 min): BF089010.D (-882) (-) m/z 192.10 100.00%

192

5000

I

A
LI L L L L B LB B

11,40 11.60 11.80 12.00
m/z 191.10 61.05%

165

139 150

39 51 63 g2 95105 120
o

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #54746: Phenanthrene, 1-methyl-
| L\P’\__/\J\_/W
—4—v—|"'r4—v‘ﬁ—ﬁ—v—v-|—v—v—v—v—|—v—v—v—v—|

5000
11.40 11.60 11.80 12.00
m/z 189.10  31.57%

oL 27 39 50 63 74 86 9 115126 139 152 \ 176 A
R e e A RS
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance

192

11.40 11.60 11.80 12.00

N

5000 m/z 193.10 15.99%
165
ol 27 39 51 63 74 g % 115196 139 152 | 176
T T T T T T T T T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54737: Anthracene, 9-methyl-
192 11.40 11.60 11.80 12.00
m/z 190.10 15.95%
5000
165
ol 28 39 51 63 73 83 d 115126 139 152 | 176 || .
L B o o e e LN L A e o o o ............” Y
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 11 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

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

11.80 10.16 ng 204653 Phenanthrene-d10 11.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 47
3 Methvl diselenide 190 C2H6Se?2 007101-31-7 38
4 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 38

5 Carbonic acid, butyl 2-formyl-4,... 290 C12H12C1204 1000331-42-2 25

Abundance Scan 894 (11.805 min): BF089010.D (-892) (-) m/z 189.10 100.00%
1

5000

165

11.40 11.60 11.80 12.00 12.20

110122 139151 209 224

0 m/z 190.10 98.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.40 11.60 11.80 12.00 12.20
m/z 192.10 53.72%
0 27 3950 63 81 || 110122 137150163 178 ||
L B T a s B e e B BRmEA RS L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
R R EREE L
11.40 11.60 11.80 12.00 12.20
5000 m/z 191.10 45 .44%
63
2 " 99 133146 172
ol 12 49 87 | 111 160
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53209: Methyl diselenide

9 11.40 11.60 11.80 12.00 12.20
m/z 94.50  27.59%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 9,10-Anthracenedione Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.01 5.01 ng 100853 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 93
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 91
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 60
4 1.4-Anthracenedione 208 C14H802 000635-12-1 49
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 43
Abundance Scan 912 (12.011 min): BF089010.D (-908) (-) m/z 208.10 100.00%
152 180 208
5000
103 220 11.60 11.80 12.00 12.20 12.40
0 m/z 152.10 98.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76 AR DU DU BN B
nmnmnmnmnm
50 126 m/z 180.05 96.96%
o .----3?--‘--.‘---H-‘.--‘--l.o-z---.-‘--- A
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
180
11.60 11.80 12.00 12.20 12.40
5000 152 m/z 76.00 60.73%

76
63
27 39 50 87 98 111 126

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

Abundance #45697: Benzo[c]cinnoline
152 11.60 11.80 12.00 12.20 12.40
180 m/z 151.10 54.57%
5000
5 O & 126
Ll ]
O e B o A e o I I e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12 20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Phenanthrene, 2,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.25 4_.05 ng 81675 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 90
2 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 89
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 86
4 1-Methvl-3-phenvl-1H-indene 206 C16H14 022360-62-9 70
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 68
Abundance Scan 933 (12.251 min): BF089010.D (-931) (-) m/z 206.10 100.00%
2
5000
12.00 12.20 12.40 12.60
o} m/z 191.10 56.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 LA L L L L L L L
12100 12,20 12.40 12.60
g9 101 m/z 189.10 29.51%
oL 27395 68 78 M 115127130 152 165178 M )
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206
191 12.00 12.20 12.40 12.60
5000 m/z 205.10 26.99%
89
14 28 39 51 63 76 101115127139152165178
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206 12.00 12.20 12.40 12.60
m/z 126.00 20.36%
5000 191
102
oL 15 27 39 51 63 P & 115126 139 152 165 178 L
m/z--> 20 40 éo 80 100 120 140 160 180 260 220 12.00 12.20 12.40 12.60

8270-BF063016.-M Fri Jul 15 18:12:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 14 unknownl2.29 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.29 3.47 ng 69853 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-(3-benzothienvl)-. ... 263 C12H13N302S 1000270-74-8 27
2 9.10-Bis(bromomethvDanthracene 362 C16H12Br2 034373-96-1 27
3 1.3-Butadiene. 1.4-diphenvl-. (E... 206 Cl16H14 000538-81-8 22
4 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 22
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 18
Abundance Scan 936 (12.285 min): BF089010.D (-934) (-) m/z 189.10 100.00%
189206
5000
12.00 12.20 12.40 12.60
0 e S m/z 204.10 97 .49%
m/z--> 50 100 150 200 250 300 350
Abundance #112894: Acetamide, 2-(3-benzothienyl)-, o-methylaminocarb...
147 189
5000
12.00 12.20 12.40 12.60
5877 103 267 m/z 206.10 94 .21%
A
ol— \lﬁmi\ “‘.“.“M. " iﬂ I}Iz\ll\\lJHi l\‘;l'll:l'l “\ I I— 2|§3| —
m/z--> 50 100 150 200 250 300 350
Abundance
204
12.00 12.20 12.40 12.60
5000 m/z 203.10 43.97%
101
ol27 51 76 126 149 176 283 364
m/z--> 50 100 150 200 250 300 350
Abundance #66291: 1,3-Butadiene, 1,4-diphenyl-, (E,E)-
6 12.00 12.20 12.40 12.60
m/z 205.10 42 .86%
5000
0 e S B s e ot
m/z--> 250 300 350 12.00 12.20 12.40 12.60

8270-BF063016-M Fri Jul 15 18:12:16 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Cyclopenta(def)phenanthrenone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.33 3.73 ng 75242 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 64
2 1.2.4-Triazolol2.3-clthienol3.2-... 204 C9H8N4S 113246-88-1 59
3 (B)-Ethvl 3-o0xo0-2-(pvrid-2-vIDme... 219 C12H13NO3 1000147-59-7 58
4 4-Methyl-6.7-methvlenedioxvcoumarin 204 C11H804 015071-04-2 53
5 4-Quinolinol, 5,8-dimethoxy-2-me... 219 C12H13NO3 1000337-90-3 46
Abundance Scan 940 (12.331 min): BF089010.D (-938) (-) m/z 204.10 100.00%
204
5000 176
58 150 254
% | I 109126 1 L2 I og1 326 12.00 12.20 12.40 12.60
ouw”.qnﬂiﬂ'1“.w”.unnmnpnxdﬁm”.wui..”.mw.”wm.. m/z 176.10 38.96%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64588: Cyclopenta(def)%henanthrenone
204
5000
176 12.00 12.20 12.40 12.60
88 m/z 58.10 16.24%
o 62 122 %0 J‘
m/z--> 40 60 85 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
204
12.00 12.20 12.40 12.60
5000 m/z 191.10 15.92%
189
59
39 76 94 123 150

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #76444: (E)-Ethyl 3-oxo-2-(pyrid-2-yl)methylene-butanoate B an Ee s L e
204 12.00 12.20 12.40 12.60

m/z 174.10 13.82%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 3,4-Bis-(methylthio)-quinoline Concentration Rank 17

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

14.03 3.45 ng 372603 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Bis-(methvlthio)-auinoline 221 C11H11NS2 074579-34-3 50
2 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 46
3 Benzlilisoauinoline. 3.6.8-trime... 221 C16H15N 061171-16-2 43
4 N-Methyl-m-hemipimide 221 C11H11NO4 092288-92-1 38

5 4,6-Dimethyl-2-thioxo-1,2-dihydr... 236 C11H16N2SSi 1000332-43-1 35

Abundance Scan 1089 (14.034 min): BF089010.D (-1087) (-) m/z 221.15 100.00%
1

4

91

5000

%

2 13.80 14.00 14.20 14.40
o 263 283 300 "m/z 91.05 63.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78019: 3,4-Bis-(methylthio)-quinoline
221
5000 LIS I L L L L L L L L

13. 80 14. oo 14. 20 14. 40
173 m/z 119.05 50.16%

149
= ‘ 11 |
o R W —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
221
R e AR ma
13.80 14.00 14.20 14.40
5000 m/z 105.10 38.43%
91 143
27 51 g 115 165 191 237
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78384: Benz[jlisoquinoline, 3,6,8-trimethyl- R HL B o S I e
221 13.80 14.00 14.20 14.40
m/z 143.10 37.43%
5000

39 63 90 1lljp7 152 178 204

IIIIIIIIIIIIIIIIIIIIIIIIIIIIII II‘IIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40

l%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.61 ng 281900 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 53
2 4.6-Dimethvl-2-thioxo-1.2-dihvdr... 236 C11H16N2SSi 1000332-43-1 43
3 Benzolhlauinoline. 2.3.4-trimethvl- 221 C16H15N 063042-66-0 38
4 2-Methvl-4.4-diphenvl-3.4-dihvdr... 298 C21H18N2 1000300-40-0 33
5 Benz[j]isoquinoline, 3,6,8-trime... 221 C16H15N 061171-16-2 32
Abundance Scan 1103 (14.194 min): BF089010.D (-1100) (-) m/z 221.15 100.00%
21
5000 o1
19 143
242
65 191 13.80 14.00 14.20 14.40 14.60
oo 85 L L L 05 T L 22283 339 ol 05 35, 13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #90966: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
221
5000 AL SR BN B
143 13.80 14.00 14.20 14.40 14.60
91 m/z 119.10 31.75%
o a_es | U5 ‘ 1. 191 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
221
13:80 14.00 14.20 14.40 14.60
5000 m/z 143.10 25.41%

73
27 45 104122 146163 191

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #78382: Benzo[h]quinoline, 2,3,4-trimethyl- e
221 13.80 14.00 14.20 14.40 14.60
m/z 222.10 17.70%
5000

89 111 178
44 63 J128\1‘52 “ 2‘

0 M 7 " J
|||||||||||||||||||||||||||||||nn fr e T T T T T I B e B e B

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14. 00 14 20 14. 40 14.60

%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089010.D

Aca On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 19 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.91 9.06 ng 94993 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 90
2 Benzolklfluoranthene 252 C20H12 000207-08-9 89
3 Benzolalpvrene 252 C20H12 000050-32-8 89
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 81
5 Perylene 252 C20H12 000198-55-0 76
Abundance Scan 1166 (14.914 min): BF089010.D (-1164) (-) m/z 252.10 100.00%
252
5000
126 149
57 85 14.60 14.80 15.00 15.20
o 288305 365 sz 250.10 30.06%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
14.60 14.80 15.00 15.20
m/z 253.10 26 .34%
ol_50 74 99 4 M 146 174 200 224 H
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.60 14.80 15.00 15.20
5000 m/z 149.00 15.47%
126
0 74 99 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104222: Benzo[a]pyrene L L L L BN
252 14.60 14.80 15.00 15.20
m/z 126.00 15.21%
5000
126
oL 57 83101 | 149 200 ?58
mz> %0 a0 1% 200 2% b0 so 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
Data File : BF089010.D

Acq On 15 Jul 2016 3:21

Operator : UM/SJ

Sample : H3972-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.82 10.6 ng 154157 1 6.68 289699 20.0
unknown6 .47 6.47 71.7 ng 1038800 1 6.68 289699 20.0
Tridecane 10.64 2.3 ng 46185 4 11.20 402973 20.0
unknown1l1.07 11.07 6.3 ng 126480 4 11.20 402973 20.0
Phenanthrene, 1-m... 11.70 4.6 ng 093235 4 11.20 402973 20.0
4H-Cyclopenta[def... 11.80 10.2 ng 204653 4 11.20 402973 20.0
9,10-Anthracenedione 12.01 5.0 ng 100853 4 11.20 402973 20.0
Phenanthrene, 2,5... 12.25 4.0 ng 81675 4 11.20 402973 20.0
unknownl12 .29 12.29 3.5 ng 69853 4 11.20 402973 20.0
Cyclopenta(def)ph... 12.33 3.7 ng 75242 4 11.20 402973 20.0
3,4-Bis-(methylth... 14.03 3.5 ng 372603 5 13.83 2160240 20.0
1H-Indene, 2,3-di... 14.19 2.6 ng 281900 5 13.83 2160240 20.0
Benzo[e]pyrene 14.91 9.1 ng 94993 6 15.20 209597 20.0
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