LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample : H3989-11

Misc :

ALS Vial : 15 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 1.655 3 6 14 rVvVv 76170 192258 15.41% 1.313%
2 1.770 14 16 34 rvVB 769005 1247534 100.00% 8.521%
3 4.798 279 281 285 rBV 102829 142453 11.42% 0.973%
4 5.256 319 321 324 rBVY 1194594 1192275 95.57% 8.143%
5 6.319 411 414 417 rBV 1084708 1181251 94.69% 8.068%
6 6.433 422 424 427 vrBV 1171747 1223062 98.04% 8.354%
7 6.662 442 444 446 rBV 383396 327455 26.25% 2.237%
8 6.822 455 458 460 rBVY 1239666 1015991 81.44% 6.939%
9 7.233 491 494 496 rBV 841645 785186 62.94% 5.363%
10 7.702 532 535 539 rVB 10915 15409 1.24% 0.105%
11 7.953 555 557 559 rBV 463379 426256 34.17% 2.911%
12 8.387 593 595 599 rBV2 8208 13695 1.10% 0.094%
13 9.027 649 651 654 rVB 1213774 1115157 89.39% 7.617%
14 9.119 656 659 662 rBV2 11943 24063 1.93% 0.164%
15 9.290 671 674 676 rBV 9505 13916 1.12% 0.095%
16 9.359 679 680 682 rBV2 11478 15461 1.24% 0.106%
17 9.428 684 686 688 rBV 280065 232272 18.62% 1.586%
18 9.565 696 698 701 rBV 11429 12898 1.03% 0.088%
19 9.656 704 706 707 rVB 16824 16556 1.33% 0.113%
20 9.702 708 710 712 rVvVv 474213 403268 32.33% 2.754%
21 9.736 712 713 715 rVB 23758 17297 1.39% 0.118%
22 9.908 724 728 729 rBV 19735 20477 1.64% 0.140%
23 10.113 741 746 748 rBV 9486 18989 1.52% 0.130%
24 10.148 748 749 751 rVvV 28181 25611 2.05% 0.175%
25 10.250 755 758 761 rVB 14285 26222 2.10% 0.179%
26 10.365 766 768 770 rVB 19152 27798 2.23% 0.190%
27 10.490 777 779 781 rBV 627720 584122 46.82% 3.990%
28 10.628 789 791 794 rVB 36577 71745 5.75% 0.490%
29 10.948 816 819 821 rBV3 7071 13394 1.07% 0.091%
30 11.073 828 830 831 rBV 43350 50453 4.04% 0.345%
31 11.176 837 839 843 rBV2 345563 510541 40.92% 3.487%
32 11.256 843 846 847 rVB 51796 55101 4._.42% 0.376%
33 11.416 857 860 861 rBV2 21263 20566 1.65% 0.140%
34 11.496 865 867 870 rBV2 36522 46466 3.72% 0.317%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample : H3989-11

Misc :

ALS Vial : 15 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 11.553 870 872 874 rVB3 10669 14464 1.16% 0.099%
36 11.588 874 875 877 rBvV2 17035 22074 1.77% 0.151%
37 11.679 881 883 885 rBv2 25083 43575 3.49% 0.298%
38 11.759 888 890 891 rVvB 15193 14660 1.18% 0.100%
39 11.793 891 893 898 rBvV2 49895 96004 7.70% 0.656%
40 11.908 898 903 905 rBV3 26201 73785 5.91% 0.504%
41 11.999 905 911 914 rBVS5 55567 120800 9.68% 0.825%
42 12.079 915 918 919 rBV3 14856 32254 2.59% 0.220%
43 12.102 919 920 923 rBV3 31110 50577 4._.05% 0.345%
44 12.182 923 927 928 rVB3 22287 40337 3.23% 0.276%
45 12.228 929 931 933 rBV 48531 76030 6.09% 0.519%
46 12.319 937 939 940 rBV2 15939 17343 1.39% 0.118%
47 12.388 943 945 947 rBV 384318 305871 24.52% 2.089%
48 12.445 947 950 952 rvB4 25902 44984 3.61% 0.307%
49 12.491 952 954 956 rBV2 25004 58172 4.66% 0.397%

50 12.616 962 965 968 rBV 288869 397684 31.88% 2.716%

51 12.765 976 978 981 rBV 778532 812536 65.13% 5.550%

52 12.948 992 994 996 rVB 80405 82406 6.61% 0.563%
53 13.051 1001 1003 1006 rBV3 47710 112811 9.04% 0.771%
54 13.211 1015 1017 1019 rBV 78138 75216 6.03% 0.514%

55 13.817 1067 1070 1074 rBV2 369026 734627 58.89% 5.018%

56 14.617 1138 1140 1143 rBV3 199055 329506 26.41% 2.251%

Sum of corrected areas: 14640914
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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

Abundance TIC: BF089060.D
6.82
1200000 526 6.43
6.32

1000000

7.23
8ooooo| 1.77

600000
400000 6.66

ﬁ 4/.\80

e T T

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089060.D

9.03

200000

1200000

1000000 12.76

800000

10.49

600000 1239
705 9.70 i 12.62 13.21
400000 11.18 1299850

9.43

200000 24
OL.261 . '
7.70 8.39 lo.120 agib o.5eR740. 91,105 36| 10,63 1085 Oy 1 :

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089060.D
14,62

1200000

13.82

1000000

800000

600000

400000

200000

O T T T T T T ]

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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.

4.80 8.70 ng 142453 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 281 (4.798 min): BF089060.D (-279) (-) m/z 43.10 100.00%
43
59
5000
101 S N
4.40 4.60 4.80 5.00 5.20
83
Ok 20 Tm/z 59.10  60.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR ARSI L
59 440 460 480 500 520
m/z 101.00 22.41%
15 31 101
o . 25.° 37, 53 83 \
miz--> N N A PPN
Abundance
43
- 440 460 480 500 520
5000 m/z 58.10 15.05%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T R b
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.14%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500 520

8270-BF063016-M Mon Jul 18 17:03:41 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 4 unknown6.43 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.43 74.70 ng 1223060 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12

3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 424 (6.433 min): BF089060.D (-422) (-) m/z 132.00 100.00%
5000 68
40 % J 6.00 6.20 640 6.60 6.80
54 . . . . .
7 5
ol P lysus 4 m/z 68.10 49.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 [Trrr[rrrrrrrrrrrr[rr1
6.00 6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 32.13%
0 ‘ b1 H 1 . !
LA B o o o e o L LA B e e o o i o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
R e e e R
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 32.09%
33 44 o 105
€ 80 115
T L S S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L A
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 20.47%
116
5000 98
S SV 72 N S S o U | |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6. 40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 7 Thiophene-3-carboxaldehyde,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.79 3.76 ng 96004 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 59
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 53
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
4 Cvclohexanone. 2-(2-furanvimethv... 190 C12H1402 056053-07-7 27
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 20

Abundance Scan 893 (11.793 min): BF089060.D (-891) (-) m/z 190.10 100.00%

1

5000

:

11.40 11.60 11.80 12.00 12.20
m/z 189.10 99.41%

65
203215

1
41 57 g9 81 95 111124137 150
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
190

45

-

11.40 11,60 11.80 12.00 12.20
m/z 192.10 61.59%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
11.40 11.60 11.80 12.00 12.20
5000 m/z 191.10  45.55%
63
133144 172
oL 182° 40 | Thgs | 11 161
R B B e B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53204: 4H-Cyclopenta[def]phenanthrene e
190 11.40 11.60 11.80 12.00 12.20
m/z 187.10 21.19%
5000
95
. 27 43 8374 | 111122 137150 %3174 |
R B A ma o e e e e A R R
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\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 8 unknownl11.91 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.89 ng 73785 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 43
2 Dibenzothiophene. 4.6-dimethvl- 212 C14H12S 001207-12-1 38
3 1.7-Dimethvildibenzothiophene 212 C14H12S 089816-53-5 35
4 2.7-Dimethvldibenzothiophene 212 C14H12S 031317-19-8 30
5 Decane, 1-iodo- 268 C10H211 002050-77-3 27
Abundance Scan 903 (11.908 min): BF089060.D (-898) (-) m/z 57.10 100.00%
8
43 85 212
5000
110 T
‘ 128 112, 166178 11.60 11.80 12.00 12.20
O R e L ! m/z 71.10 80.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71396: Pentadecane
57
43
71 g5
5000 R BUNLIRE SV UL B
11,60 11.80 12.00 12.20
29 99 m/z 85.10 62.90%
Owﬁm‘wndWWWmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
212
11.60 11.80 12.00 12.20 |
5000 m/z 43.10 62.14%
105 197
o 45 63 79 92 | 116107139 152165178 /NAMW\j\M\JV\J\varﬁN/k/j&V/
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71262: 1,7-Dimethyldibenzothiophene e
212 11,60 11.80 12.00 12.20
m/z 212.10 58.08%
5000
92 105 152 165 178 i
0 40 51 63 79 | Il 116127139 b M \‘\ li ‘\
o

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 9,10-Anthracenedione Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.00 4.73 ng 120800 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 97
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 95
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 89
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 45
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 41
Abundance Scan 911 (11.999 min): BF089060.D ( 905) (- m/z 208.10 100.00%
152 180
5000
A SRV AR Y AR S
11.60 11.80 12.00 12.20 12.40
01 m/z 180.10 94 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76
11.60 11.80 12.00 12.20 12.40
50 126 m/z 152.05 94 .72%
ol LN Q202
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
180
11/60 11.80 12,00 12.20 12.40
5000 152 m/z 212.10 70.75%
6376
ol 26 38 50 98 1771 126
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 250 240
Abundance #45694: Benzo[c]cinnoline e
152 180 11.60 11.80 12.00 12.20 12.40
m/z 151.10 50.40%
5000
63 /6 126
27 39 51 °° | 90102114 | 139 ‘\ 167 \
m/z--> ﬁo 45 éo 85 160 120 140 160 1éo 200 250 240 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\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 10 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.23 2.98 ng 76030 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 96
2 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 94
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 92
4 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 91
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 89

Abundance Scan 931 (12.228 min): BF089060.D (-929) (-) m/z 206.10 100.00%

206

5000

AN
LI e N B

12.00 12.20 12.40 12.60

o 51 63 76 89 103 176, 152165178

3

0 m/z 191.10 47 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 LN L L L TTT T
12. OO 12. 20 12. 40 12 60
g9 101 m/z 189.10 29.11%
oL 27305163 76 | | 115127139152 165178 | |
T s e e e LS s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
206
e B e
12.00 12.20 12.40 12.60
5000 m/z 205.10 22 .85%
191
89 103
oL 27 39 51 63 76 115127130 152 165178
A B B e A E o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66248: 9,10-Dimethylanthracene —rr . A
206 12. OO 12. 20 12. 40 12 60

m/z 207.10 16.97%

5000 191
89 1
O%wﬂ%@wﬂmmmM@WmW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. OO 12. 20 12. 40 12 60

8270-BF063016-M Mon Jul 18 17:03:45 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 1-Propene-2-thiol, 1,1-diph... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.28 ng 58172 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene-2-thiol. 1.1-diphenvl- 226 C15H14S 074630-83-4 70
2 5(10H)-Pvridol3.4-blauinolone. 7... 226 C13H10N202 1000256-99-5 58
3 Benzene. 1.1"-T(methvithio)ethen... 226 C15H14S 015096-10-3 58
4 N.N-Dimethvlindoaniline 226 C14H14N20 002150-58-5 50
5 Anthracene, 1,8-diethynyl- 226 C18H10 078053-58-4 49
Abundance Scan 954 (12.491 min): BF089060.D (-952) (-) m/z 226.10 100.00%

226

211
5000
152165178191
123138 12.20 12.40 12.60 12.80
01 m/z 211.10 54 _40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82929: 1-Propene-2-thiol, 1,1-diphenyl-
226
5000 178 211 L B B B
12.20 12.40 12.60 12.80
165 m/z 225.10 29.33%
ol 28 Sles 77 g1 115 134 152 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
226
211 12.20 12.40 12.60 12.80
5000 m/z 227.10 21.36%
183
. 50 63 77 100113128141 1% 169 | 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 /\
Abundance #82931: Benzene, 1,1'-[(methylthio)ethenylidene]bis- —r ,[\. A
226 12.20 12.40 12.60 12.80
m/z 191.10 17.58%
5000 178 2l
51 7 165
0 27 ] ] J ?1 104 126:!'3915 ‘\ ul 196 i |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.95 2.24 ng 82406 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 89
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 76
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 70
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 68
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 58

Abundance Scan 994 (12.948 min): BF089060.D (-992) (-) m/z 216.10 100.00%

6

5000

£

240

256 273583 12.60 12.80 13.00 13.20
m/z 215.10 76.69%

108123 149 177

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
T LAM/M
5000 LA LI L L L L B LB B B

12.60 12.80 13.00 13.20
m/z 217.10  23.75%

163
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance W
216
AU AR B
12.60 12.80 13.00 13.20
5000 m/z 81.10 23.64%

107
39 63 81 122139 163 189

i

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

Abundance #74425: Fluoranthene, 2-methyl- A R B

216 12.60 12.80 13.00 13.20
m/z 240.10 23.04%

5000
108
0 39 74 93 | 123139 163 189‘ ‘

Rt T A EAAAE RARRS EAE s s o e e ) R AR RAREE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 unknownl3.21 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.21 2.05 ng 75216 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-butvl- 234 C18H18 001498-69-7 45
2 Anthracene. 1-butvl- 234 C18H18 1000156-51-7 43
3 D-Alanine. N-(2-fluoro-6-trifluo... 433 C22H31F4NO3 1000348-37-7 38
4 dl-9-Cvano-2-oxo-cis-decalin sem... 234 C12H18N40 002740-39-8 38
5 2-Allyl-1,4-dimethoxy-3-vinyloxy... 234 C14H1803 1000188-16-6 38
Abundance Scan 1017 (13.211 min): BF089060.D (-1015) (-) m/z 191.15 100.00%
191
5000 c9 95 234 _J,J{,J~u~««AVv“jLﬁ"“‘"“”
41 123 LIRS SN BRI BN
165 1 058 282303 12.80 13.00 13.20 13.40 13.60
(o} m/z 234.15 40.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89265: Anthracene, 9-butyl-
191
5000 DU UL B B
234 12. 80 13. 00 13. 20 13. 40 13. 60
m/z 95.10 39.25%
39 76 101 139165 || 513

i

m/z--> 50 100 150 200 250 300 350 400
Abundance
191
234 R e e e
12.80 13.00 13.20 13.40 13.60
5000 m/z 81.10 36.53%
27 63 101 1z 165 213 //K/Jf/L\JJ,,/AJ\f\A,f~¢f/v»ﬂ
T T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #222994: D-Alanine, N-(2-fluoro-6-trifluoromethylbenzoyl)-... A RREEE RS E ST
191 234 12.80 13.00 13.20 13.40 13.60
m/z 69.10 35.26%
5000 ’ANdﬂvrAAﬂ,/fAﬂ““ﬂ\JvrfwﬂjA
43 60 113 188 280 433
O e A e U
m/z--> 50 100 150 200 250 300 350 400 12. 80 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089060.D

Aca On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.62 20.00 ng 329506 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Eicosane 282 C20H42 000112-95-8 70
3 Nonadecane 268 C19H40 000629-92-5 70
4 Hexadecane 226 C16H34 000544-76-3 55
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 53
Abundance Scan 1140 (14.617 min): BF089060.D (-1138) (-) m/z 57.10 100.00%
57
85 253
5000
113 143 149 "' 14.40 14.60 14.80 15.00
197 76 : : : :
ol .l, A 197 225, Nl 300 332 3663%2 | nso71.10  76.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 L B I BN B
mmmmmmmm
- m/z 43.10 70.94Y%
ol L A ﬂlﬁ3wlﬂl‘169 197 225 254
m/z--> §0 100 1%0 260 250 300 350 460
Abundance
57
"' 14.40 14.60 14.80 15.00
5000 85 m/z 85.10 55.39%
29
o 113 141 169 197 225 253 282
m/z--> §0 160 150 260 250 300 350 460
Abundance #117638: Nonadecane R A BEAE S B
57 14.40 14.60 14.80 15.00
m/z 253.20 54 _79%
5000 85
29
oLl [ 1 J113‘141 169 197 225 268
m/z--> §0 100 1%0 260 250 300 350 460 14%0 1460 1480 1500
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071616\
Data File : BF089060.D

Acq On 16 Jul 2016 17:42

Operator : UM/SJ

Sample - H3989-11

Misc :

ALS Vial : 15 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... 4.80 8.7 ng 142453 1 6.66 327455 20.0
unknown6 .43 6.43 74.7 ng 1223060 1 6.66 327455 20.0
Thiophene-3-carbo... 11.79 3.8 ng 96004 4 11.18 510541 20.0
unknownl1l.91 11.91 2.9 ng 73785 4 11.18 510541 20.0
9,10-Anthracenedione 12.00 4.7 ng 120800 4 11.18 510541 20.0
Phenanthrene, 2,5... 12.23 3.0 ng 76030 4 11.18 510541 20.0
1-Propene-2-thiol ... 12.49 2.3 ng 58172 4 11.18 510541 20.0
Pyrene, l-methyl- 12.95 2.2 ng 82406 5 13.82 734627 20.0
unknownl13.21 13.21 2.0 ng 75216 5 13.82 734627 20.0
Octadecane 14.62 20.0 ng 329506 6 15.21 329506 20.0
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