LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 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-BF060416.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 1.770 15 16 21 rvv 376470 469518 10.50% 1.229%
2 1.838 21 22 26 rvB 139812 157445 3.52% 0.412%
3 1.907 26 28 47 rVB 2360903 4472588 100.00% 11.703%
4 2.147 47 49 83 rvB 99501 495919 11.09% 1.298%
5 5.039 299 302 306 rBV 145394 182604 4.08% 0.478%
6 5.450 335 338 340 rBVY 1855699 1736930 38.84% 4 .545%
7 6.479 425 428 430 rBV 1344967 1225299 27.40% 3.206%
8 6.627 438 441 443 rBVY 2827285 3277911 73.29% 8.577%
9 6.856 459 461 465 rBV 883352 772730 17.28% 2.022%
10 7.016 472 475 477 rBV 2924723 2823786 63.14% 7.389%
11 7.427 507 511 513 rVV 2205891 2711808 60.63% 7.096%
12 7.885 548 551 553 rBV2 27229 49658 1.11% 0.130%
13 7.942 553 556 558 rVB 43072 73658 1.65% 0.193%

14 8.147 571 574 576 rBV 906064 1115130 24.93% 2.918%
15 9.222 665 668 671 rBV 3142781 4295520 96.04% 11.240%

16 9.428 679 686 688 rvB 72569 107036 2.39% 0.280%

17 9.485 688 691 695 rBvV 22383 47792 1.07% 0.125%
18 9.668 705 707 710 rBV2 51335 94253 2.11% 0.247%
19 9.759 713 715 717 rVB 86955 88266 1.97% 0.231%

20 9.896 724 727 729 rBV 1209782 1295332 28.96% 3.389%

21 9.931 729 730 732 rVB 1151990 827479 18.50% 2.165%

22 10.056 738 741 744 rBV3 31065 67099 1.50% 0.176%
23 10.319 760 764 765 rvv2 40310 64043 1.43% 0.168%
24 10.411 768 772 773 rBV2 57416 68245 1.53% 0.179%
25 10.433 773 774 777 rVB2 45205 64863 1.45% 0.170%

26 10.491 777 779 780 rBV 81062 102962 2.30% 0.269%
27 10.525 780 782 784 rvV 134869 222088 4._.97% 0.581%
28 10.571 784 786 791 rVvv3 74114 177760 3.97% 0.465%
29 10.685 793 796 798 rvv 2237820 2615180 58.47% 6.843%
30 10.811 802 807 811 rvB2 130100 231398 5.17% 0.605%

31 10.982 819 822 824 rBV 36270 76570 1.71% 0.200%
32 11.016 824 825 828 rvVv 57730 55342 1.24% 0.145%
33 11.073 828 830 832 rvv2 49256 45696 1.02% 0.120%
34 11.165 837 838 842 rvVvB3 24156 45580 1.02% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 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-BF060416.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.256 845 846 850 rvB2 43875 49867 1.11% 0.130%
36 11.382 854 857 859 rBV 1143906 1168945 26.14% 3.059%
37 11.485 865 866 873 rvB4 24560 49280 1.10% 0.129%
38 11.759 886 890 892 rBV3 33434 69514 1.55% 0.182%
39 11.862 897 899 901 rvv 48025 79474 1.78% 0.208%
40 11.908 901 903 905 rvv3 54752 87713 1.96% 0.230%
41 11.954 905 907 908 rvv 54195 75858 1.70% 0.198%
42 11.988 908 910 912 rvVv 129469 167782 3.75% 0.439%
43 12.045 912 915 918 rvv 34373 69843 1.56% 0.183%
44 12.148 920 924 925 rVv3 30590 68068 1.52% 0.178%
45 12.308 936 938 942 rBV3 27370 78749 1.76% 0.206%
46 12.399 942 946 950 rVB3 27623 93039 2.08% 0.243%
47 12.582 961 962 964 rBV 49523 50503 1.13% 0.132%
48 12.697 970 972 975 rBV2 55382 73516 1.64% 0.192%

49 12.811 979 982 987 rvB2 113763 197595 4.42% 0.517%
50 12.971 993 996 998 rBV 3357105 3558651 79.57% 9.312%

51 13.017 998 1000 1003 rvv2 46535 64805 1.45% 0.170%
52 13.062 1003 1004 1006 rVv2 34825 49869 1.11% 0.130%
53 13.108 1006 1008 1013 rVB 95205 96512 2.16% 0.253%
54 13.519 1040 1044 1046 rBV 42416 69682 1.56% 0.182%

55 14.011 1084 1087 1089 rBV 1179123 1061739 23.74% 2.778%

56 15.440 1209 1212 1215 rBV 648862 777808 17.39% 2.035%

Sum of corrected areas: 38216300
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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: BF087692.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 1,3-Hexadien-5-yne Concentration Rank 7

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

1.84 4.08 ng 157445 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Hexadien-5-vne 78 C6H6 010420-90-3 91
2 Benzene 78 C6H6 000071-43-2 91
3 1.5-Hexadien-3-vne 78 C6H6 000821-08-9 83
4 6-Azidotetrazolo(b)pvridazine 162 C4H2NS8 014393-79-4 64
5 Fumaronitrile 78 C4H2N2 000764-42-1 64

Abundance Scan 22 (1.838 min): BF087692.D (-21) (-) m/z 78.05 100.00%
74.0
5000
52.0 LA UL AL N
39.1 63.0 | 180 200  2.20
Obrrprrrrprrrrprrrrrerr e e e m/z 77.00 22.48%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1027: 1,3-Hexadien-5-yne
78.0
5000 L L L AL L
520 180 200 2.0
39.0 m/z 52.05 19.05%
0 “I"“I'”'I'“'I”'?ﬁl?'P"W'llW"?ﬁfl'l'”'I'”'I?ﬁ'?'”'TE'QIL e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
78.0
"isd"'zoo"'z.'zd"
5000 m/z 51.00 17.65%
52.0
0 27.0 39.0 63.0 72.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1026: 1,5-Hexadien-3-yne T T T T T T T
78.0 180 200 2.0

m/z 50.05 14 .26%

52.0
5000
39.0
63.0
150 210 4| 450 N nmJ

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 180 200 220

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.15 12.84 ng 495919 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 64
2 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI02 002568-30-1 9
5 Glycine 75 C2H5NO2 000056-40-6 7

Abundance Scan 49 (2.147 min): BF087692.D (-47) (-) m/z 75.10 100.00%
79.1
5000 45.1

| | 58.0 1.80 2.00 2.20 2.40
O e e m/z 73.10 73.72%

T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
5000 29.0 45.0 LI LI L L L B

1.80 2.00 2.20 2.40
m/z 45.10 39.22%

oL el e e

‘ 590 || 88.0 103.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73.0
A
1.80 2.00 2.20 2.40
5000 m/z 41.00 27.04%
45.0
27.0
0 58.0 89.0 107.0121.0135.0 179.0
L B e e I B e LA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4436: Pentane, 3-methoxy- e R L AR,
73.0 1.80 2.00 2.20 2.40
m/z 47.05 15.15%
5000
45.0
29.0
L 1 \‘ 590 il 101.0
ol e .

T
180 1.80 2.00 2.20 2.40

I N
m/z--> 20 40 60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.04 4.73 ng 182604 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 32
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 302 (5.039 min): BF087692.D (-299) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 RN RS N RN R
| 831 | 480 5.00 5.20 5.40
O el e e e e e e m/z 59.10 52.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS UL UL I
59.0 480 500 5.20 540
0
150 4, 1010 m/z 101.10 17.18%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 5.00 520 540
5000 57.0 m/z 58.10 17.15%
29.0
101.0
ol 78.0
wﬁmﬁwﬁwﬁmﬂwﬂmﬁ
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 e R Rmmas na
54.0 480 5.00 5.20 5.40
m/z 41.10 8.71%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 unknown6.63 Concentration Rank 2

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

6.63 84.84 ng 3277910 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 441 (6.627 min): BF087692.D (-438) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR RARSE SARBE SRR S
401 541 ‘ 6.20 6.40 6.60 6.80 7.00
o....,...::':...,.-.n.,.:l-.',..7:5.",1....,..!.,.’1??:?....,....,"...,... m/z 68.10 36.51%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS L AR I
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 34 .44%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.53%
41.0 97.0
53.0
79.0 117.0
O EQ?OH,,“,,W,,”I,”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene .
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.76%
5000
63.0 81.0
31.0 50.0 102‘[ .0 112.0 ‘
0::::|||||||||||‘|l|||||‘|||||||||||||||‘||||||| T T S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 unknownl10.52 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.52 3.43 ng 222088 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(bromomethvlene)bis- 246 C13H11Br 000776-74-9 38
2 Benzhvdrvl isothiocvanate 225 C14H11NS 003550-21-8 38
3 Acetamide. 2.2-diphenvl-N-(2-ben... 345 C23H23N02 329919-60-0 35
4 Carbazole 167 C12HOSN 000086-74-8 22
5 1-Naphthalenol, 2-methyl- 158 C11H100 007469-77-4 20

Abundance Scan 782 (10.525 min): BF087692.D (-780) (-) m/z 167.10 100.00%

16.1

5000

63.0 89.0 10.20 10.40 10.60 10.80

0 m/z 158.10 66.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98688: Benzene, 1,1'-(bromomethylene)bis-
167.0
5000

10.20 10.40 10.60 10.80
m/z 165.10 49.12%

51.0 82.0 115.0741.

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
167.0
10.20 10.40 10.60 10.80
5000 m/z 168.10 40.82%

51.0 830 11501410 | 1930 225.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #180647: Acetamide, 2,2-diphenyl-N-(2-benzyloxyethyl)-

.0 10.20 10.40 10.60 10.80
m/z 128.00 27 .51%

5000

39.0 65.0 139.0 194.0 226.0 254.0 345.0
- T L T T TTTT TTTrT I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 9 Diphenylmethane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.57 2.74 ng 177760 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DiphenvImethane 168 C13H12 000101-81-5 76
2 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 64
3 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 59
4 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 50
5 Thiazolo[3,2-c]pyrimidin-4-ium, ... 168 C7H8N20S 024614-07-1 35

Abundance Scan 786 (10.571 min): BF087692.D (-784) (-) m/z 168.10 100.00%

168.1

5000
82.3 152.1
39.0 63.0 10201150 139.0 10.20 10.40 10.60 10.80
0 : m/z 167.10 93.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36889: Diphenylmethane
167.0
5000
910 10.20 10.40 10.60 10.80
510 65.0 L o 152.0 m/z 165.10 28.19%
' 139.0 ‘
o .3.8",0. .“a : ,“a‘. .Zlg',q. .“‘ SR RV R FR | L R,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
168.0
10.20 10.40 10.60 10.80
5000 m/z 82.30 20.06%

153.0

83.0

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

Abundance #36897: 1,1-Biphenyl, 4-methyl-

168.0 10.20 10.40 10.60 10.80

m/z 152_.10 19.90%
5000
152.0
no 90 =0 s o | |
o1 T ,‘.‘.‘.”l‘,l“.“‘. T

m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 1(2H)-Acenaphthylenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.81 3.96 ng 231398 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 95
2 7(4H)-Benzothiazolone., 2-amino-5... 168 C7H8N20S 017583-10-7 50
3 Cvclobutaldelnaphthalene 140 C11H8 024973-91-9 49
4 Dibenzofuran 168 C12H80 000132-64-9 47
5 Benzaldehyde, 2-fluoro-3-hydroxy- 140 C7H5F02 103438-86-4 43
Abundance Scan 807 (10.811 min): BF087692.D (-802) (-) m/z 168.10 100.00%
140.1 168.1
5000
@0 STL T gs1 g0 190 | agr | ager | 1040 1060 1080 1100 1150
0 Aerierrred e e et e m/z 140.10 96.23%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #36885: 1(2H)-Acenaphthylenone
140.0 168.0
5000 LSRR BRI BRI SO B
10.40 10.60 10.80 11.00 11.20
m/z 139.10 83.33%
N M 0100070 |
miz-> 30 40 50 eb 70 80 90 100 110 120 130 150 150 160 170 180 190
Abundance
20.0 140.0 168.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 169.10 22 .80%
112.0
53.0 gag 97.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #18083: Cyclobuta[de]naphthalene
140.0 10.40 10.60 10.80 11.00 11.20
m/z 57.10 15.06%
5000
63.0 840 113.0
RN A A AN RA) RERAS AR SRR AR LA SRS RALRA NAAS LARAS LA LSRN

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087692.D

Aca On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample : H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.99 2.87 ng 167782 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 58
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40

Abundance Scan 910 (11.988 min): BF087692.D (-908) (-) m/z 190.10 100.00%
190.1
5000
94.5
63.0 m1 11.60 11.80 12.00 12.20 12.40
o390 L 22T 77, L 0126 et TAT Wl Tm/z 189.10  95.21%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000 AR DU UL SN B
94.0 1160 11.80 12.00 12.20 12.40
' m/z 94.50 27 .40%
0 390 630 780 || 1100 1370 1630 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
11,60 11.80 12.00 12.20 12.40
5000 m/z 191.10 19.16%
97.0

270 450 630 77-0 128.0 157.0 173.0

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

Abundance #52976: 2,3,5,6- Tetramethylterephthalaldehyde
39.0 190.0 11.60 11.80 12.00 12.20 12.40
m/z 187.10 18.08%
5000 115.0 133.0 161.0
H ‘ 147.0
0 ‘\ IH H \‘HI I \H\ IIH‘IIII\IIJ'I??'IOII‘IIIII
m/z--> 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
Data File : BF087692.D

Acq On > 5 Jun 2016 6:40

Operator : UM/SJ

Sample - H3344-04

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_M
Quant Title : 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]
1,3-Hexadien-5-yne 1.84 4.1 ng 157445 1 6.86 772730 20.0
Propane, 1,l1-dime... 2.15 12.8 ng 495919 1 6.86 772730 20.0
2-Pentanone, 4-hy... 5.04 4.7 ng 182604 1 6.86 772730 20.0
unknown6 .63 6.63 84.8 ng 3277910 1 6.86 772730 20.0
unknown10.52 10.52 3.4 ng 222088 3 9.90 1295330 20.0
Diphenylmethane 10.57 2.7 ng 177760 3 9.90 1295330 20.0
1(2H)-Acenaphthyl ... 10.81 4.0 ng 231398 4 11.38 1168950 20.0
4H-Cyclopenta[def... 11.99 2.9 ng 167782 4 11.38 1168950 20.0
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