LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 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-BF040115.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 1.438 21 22 28 rBv 160816 259643 17 .55% 1.558%
2 1.530 28 30 54 rvB 823101 1479255 100.00% 8.877%
3 4.273 268 270 282 rBV 50171 85669 5.79% 0.514%
4 4.913 323 326 332 rBV 459197 619933 41.91% 3.720%
5 6.296 445 447 452 rBV 587785 631683 42.70% 3.791%
6 6.387 453 455 458 rVB 482155 679265 45.92% 4_.076%
7 6.673 478 480 483 rBV 179559 186540 12.61% 1.119%
8 6.787 488 490 494 rBV3 6429 19611 1.33% 0.118%
9 6.856 494 496 499 rBV 401425 514796 34.80% 3.089%
10 7.142 520 521 524 rVB2 24872 31097 2.10% 0.187%
11 7.267 529 532 535 rvv4 10237 24963 1.69% 0.150%
12 7.382 540 542 544 rVvV 404779 363720 24.59% 2.183%
13 7.610 560 562 564 rBV2 19368 23403 1.58% 0.140%
14 7.667 564 567 568 rBV2 31995 33762 2.28% 0.203%
15 7.805 577 579 583 rVB3 48829 73621 4 .98% 0.442%
16 7.885 583 586 587 rBV 8630 15335 1.04% 0.092%
17 7.930 587 590 593 rBV2 11288 29572 2.00% 0.177%
18 7.999 593 596 600 rBV5 10930 34449 2.33% 0.207%
19 8.136 607 608 610 rBV2 20053 32428 2.19% 0.195%
20 8.262 615 619 621 rBV 212891 329415 22.27% 1.977%
21 8.319 621 624 627 rVB5 23556 50666 3.43% 0.304%
22 8.399 627 631 635 rBv4 32640 64801 4 .38% 0.389%
23 8.468 635 637 639 rvVvB2 24556 30264 2.05% 0.182%
24 8.525 639 642 644 rBV2 52925 83474 5.64% 0.501%
25 8.570 644 646 647 rBV 21262 28540 1.93% 0.171%
26 8.616 647 650 652 rVB2 38358 63826 4.31% 0.383%
27 8.650 652 653 657 rBv4 27640 54431 3.68% 0.327%
28 8.730 657 660 661 rBV2 32439 57253 3.87% 0.344%
29 8.822 665 668 669 rBV 40558 52362 3.54% 0.314%
30 8.845 669 670 672 rBV 102057 86095 5.82% 0.517%
31 8.948 677 679 682 rVB4 33304 51595 3.49% 0.310%
32 9.039 682 687 689 rBv4 38170 106991 7.23% 0.642%
33 9.085 689 691 692 rBV2 18786 33045 2.23% 0.198%
34 9.142 694 696 697 rvv2 31753 36178 2.45% 0.217%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 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-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.176 697 699 700 rvB2 35784 38757 2.62% 0.233%
36 9.210 700 702 703 rBV 43268 42873 2.90% 0.257%
37 9.256 703 706 707 rBV3 49081 60007 4._.06% 0.360%
38 9.302 707 710 711 rvVB2 50256 66913 4._.52% 0.402%
39 9.416 719 720 723 rBV3 31052 79590 5.38% 0.478%
40 9.473 723 725 726 rVB2 36529 38225 2.58% 0.229%

41 9.611 731 737 739 rBv2 710804 1076165 72.75% 6.458%
42 9.679 740 743 745 rBV 124437 173569 11.73% 1.042%
43 9.713 745 746 747 rVB 21726 14904 1.01% 0.089%
44 9.771 748 751 753 rvVB2 61154 114740 7.76% 0.689%
45 9.828 753 756 759 rBV3 55802 127399 8.61% 0.765%

46 9.873 759 760 761 rBV 39600 30286 2.05% 0.182%
47 9.953 765 767 768 rBV 31322 41835 2.83% 0.251%
48 10.045 773 775 777 rVB 161147 257597 17.41% 1.546%
49 10.091 777 779 780 rBv2 49834 90926 6.15% 0.546%

50 10.125 780 782 783 rBvV2 99509 130895 8.85% 0.786%

51 10.148 783 784 786 rvV 295769 299734 20.26% 1.799%
52 10.239 790 792 794 rBV3 94719 147650 9.98% 0.886%
53 10.296 794 797 799 rVvB4 208599 366932 24.81% 2.202%
54 10.342 799 801 802 rBV 55635 76375 5.16% 0.458%
55 10.411 805 807 810 rvv 297730 304945 20.61% 1.830%

56 10.673 828 830 832 rvVvB3 48353 67956 4_.59% 0.408%
57 10.731 833 835 837 rvB 117420 130517 8.82% 0.783%
58 10.822 839 843 845 rvv4 118268 251051 16.97% 1.507%
59 10.913 849 851 853 rBv2 114573 130281 8.81% 0.782%
60 11.039 860 862 863 rBv2 42491 40625 2.75% 0.244%

61 11.085 864 866 869 rvB3 80923 147970 10.00% 0.888%
62 11.153 869 872 874 rBV3 82751 191704 12.96% 1.150%
63 11.302 882 885 888 rvB3 174923 255391 17.26% 1.533%
64 11.382 890 892 894 rBvV 465713 512012 34.61% 3.073%
65 11.531 903 905 906 rBvV2 51873 57826 3.91% 0.347%

66 11.622 911 913 919 rVB3 208224 436455 29.51% 2.619%
67 11.839 930 932 934 rBV2 50316 80003 5.41% 0.480%
68 11.931 938 940 944 rBv4 64869 126336 8.54% 0.758%
69 12.194 962 963 965 rBV 89644 167965 11.35% 1.008%
70 12.228 965 966 968 rvv 335792 308983 20.89% 1.854%

71 12.319 972 974 978 rVB3 62927 82236 5.56% 0.494%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 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-BF040115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 12.388 978 980 984 rBV3 48004 74484 5.04% 0.447%

73 12.639 1000 1002 1006 rVB3 62305 118732 8.03% 0.713%
74 12.982 1030 1032 1038 rVB 72328 144675 9.78% 0.868%
75 13.142 1044 1046 1049 rVB2 36402 59502 4.02% 0.357%

76 13.542 1078 1081 1083 rBV2 64347 123901 8.38% 0.744%
77 13.714 1094 1096 1098 rVB 246072 235731 15.94% 1.415%

78 13.771 1098 1101 1102 rVB2 52667 86659 5.86% 0.520%
79 13.805 1102 1104 1108 rBvV4 23438 46624 3.15% 0.280%
80 13.988 1117 1120 1122 rVB 352030 387779 26.21% 2.327%
81 14.102 1127 1130 1132 rVB3 50895 83829 5.67% 0.503%
82 14.217 1137 1140 1142 rVB 921819 953064 64.43% 5.719%
83 14.491 1162 1164 1165 rBV 53836 60262 4_.07% 0.362%

84 15.474 1248 1250 1255 rVB2 411594 648536 43.84% 3.892%
85 15.565 1256 1258 1260 rBV 141698 171943 11.62% 1.032%

86 17.166 1396 1398 1402 rBV 266900 436624 29.52% 2.620%
87 18.114 1479 1481 1489 rVB2 117494 195870 13.24% 1.175%

Sum of corrected areas: 16663524
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF078643.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.27 9.19 ng 85669 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 270 (4.273 min): BFO78643.D (-268) (-) m/z 43.10 100.00%
43
59
5000
101
| 83 | 4.00 4.20 4.40 4.60
ot bl e e m/z 59.10 57.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL L R
4.00 4.20 4.40 4.60
59 m/z 101.10 20.46%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
400 420 440 460
5000 m/z 58.10 15.45%
55
O S 49 5T 8 B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R Bl mam s
43 4.00 4.20 4.40 4.60
m/z 41.10 10.21%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 400 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 unknown6.39 Concentration Rank 2

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

6.39 72.83 ng 679265 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 455 (6.387 min): BF078643.D (-453) (-) m/z 132.00 100.00%
5000 68
© sy T | 200 650 640 ok ko
o AL m/z 68.10 45.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 T
6.00 620 6.40 6.60 6.80
33 44 o 105 m/z 134.00 31.38%
O ""'ﬁo""'ﬁo" T |J '%¥5I' LR AL AL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 6.20 6.40 6.60 6.80
5000 og 116 m/z 66.10 28.85%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI L L L L B
132 6.00 6.20 6.40 6.60 6.80
m/z 69.05 17.90%
117
5000
39 91
7 1 G e | wl
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— N B S Eama
m/z--> 20 Jo 60 80 160 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.68 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.68 11.38 ng 173569 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 45
1-(P-FLUOROPHENYLY-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 38
3 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 35
4 2-Anthracenamine 193 C14H1i1N 000613-13-8 25
5 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 054699-31-9 25

Abundance Scan 743 (9.679 min): BF078643.D (-740) (-) m/z 193.20 100.00%
19
123
55 69
41 95 109
5000 83
208 9.40 9.60 9.80 10.00
(o} m/z 123.10 63.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 S R
137 9.40 9.60 9.80 1000
151 208 m/z 69.10 56.17%
S I 5 0 O L ™10 Wi
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
B A RRREE R
123 9.40 9.60 9.80 10.00
5000 m/z 55.10 55.32%
150
95
oL 15 27 42 55 75 109 | 135 164 178
L L e B R e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50984: 6-Acetamido-1,4-benzodioxane R B e
95 193 9.40 9.60 9.80 10.00
151 0
m/z 95.10 51.83%
5000 43
67
80
0 2 N 106 122 136 | 164 177 |
R T e LA e B ey S B A RRREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.83 Concentration Rank 19

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

9.83 8.36 ng 127399 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 41
2 3-Thiopheneethanol 128 C6H80S 013781-67-4 38
3 2-Acetvl-6-methvl-2.3-dihvdropvran 140 C8H1202 028450-02-4 38
4 Cyclohexane. 1-methvl-4-(l-methv... 168 C12H24 054411-00-6 38
5 4-Hepten-3-one, 2,6-dimethyl- 140 C9H160 056259-14-4 35

Abundance Scan 756 (9.828 min): BF078643.D (-753) (-) m/z 97.10 100.00%
5000
159168177 191 960 9.80 10.00 10.20
o} m/z 55.10 75.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17368: Cyclohexane, 1-methyl-2-propyl-
55 7
5000 LRI LR LU SRR U
9.60 9.80 1000 1020
41 69 m/z 57.10 57.74%
0 \2\9 ‘\‘ ulll \‘\ 8\3 ‘\ 111 125 140
R A A T " " " "
Abundance
97
"'9.60 9.80 10.00 10.20
5000 m/z 69.10 40.35%
128
45
58 69 g4 110
L S L L U L B L S WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17766: 2-Acetyl-6-methyl-2,3-dihydropyran R AR RERE R S
97 9.60 9.80 10.00 10.20
m/z 41.10 37.55%
43
5000 140
27 69 79
0 ,.\...u;..w‘.,.‘.\..w,....w,.%l.l. N A S
m/z--> 20 40 80 100 120 140 160 180 9.60 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-Indene, octahydro-2,2,4,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.04 16.89 ng 257597 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 64
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 37
3 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 27
4 1-(P-FLUOROPHENYL)-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 25
5 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 16
Abundance Scan 775 (10.045 min): BF078643.D (-773) (-) m/z 193.20 100.00%
6! 193
5000
208 9.80 10.00 10.20 10.40
0 m/z 69.10 91.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61723: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
69
83 123 147
5000 i 109
55 % 9.80 10.00 10.20 10.40
29 m/z 41.10 70.03%
- L ‘ L .“:“. .“,‘l _u HI TR -“| 152 |1|6|5|1|7|9| L : 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
123 " 9.80 10.00 10.20 10.40
5000 69 95 109 m/z 83.10 64.14%
55 83 137
151 165 179 208
e P S S L L L B B B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44153: Cyclopentane, 1-pentyl-2-propyl- S REREEEEE e e
69 9.80 10.00 10.20 10.40
55 a3 m/z 123.10 56.44%
5000 41 111
97
29
‘ ‘ 125 139 154 182
0 .‘...‘l‘. “|.“..|“.‘..‘ll..H.|.‘...“luuuuluuuul‘....luuuu AR RREEEme e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl0.24 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.24 9.68 ng 147650 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Methvl-propenvl)-cvclohexanone 152 C10H160 065737-44-2 49
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 38
3 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 35
4 Bicvclol3.1.1Theptan-2-one. 3.6.... 152 C10H160 016022-08-5 30
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 27

Abundance Scan 792 (10.239 min): BF078643.D (-790) (-) m/z 152.10 100.00%

152

5000

10.00 10.20 10.40 10.60

o} m/z 69.10 76 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24057: 2-(2-Methyl-propenyl)-cyclohexanone
7 109 52
79 124
5000 41 55 67 137 L L B B
10.00 10.20 10.40 10.60
27 m/z 97.10 73.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193
e e A
123 10.00 10.20 10.40 10.60
5000 69 95 109 m/z 55.10 64.17%
55 83 137
151
165 179 208
o) NSRS MR T S |G S S . S M RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53667: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl- R AR RRRES T
41 69 97 10.00 10.20 10.40 10.60
55 a3 m/z 109.10 63.96%
5000
21 109 153
o RN S N 1 1 1 Jﬂ. f?? e LA N R e —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl10.30 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.30 24 .07 ng 366932 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetrahvdroionol 212 C14H280 060241-53-4 47
2 9-Undecenol. 2.10-dimethvl- 198 C13H260 1000131-86-0 35
3 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 35
4 Cvclopentane. (2-methvilpropvl)- 126 C9H18 003788-32-7 25
5 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 22
Abundance Scan 797 (10.296 min): BF078643.D (-794) (-) m/z 69.10 100.00%
5000
137 e
157 173 209 224 10.00 10.20 10.40 10.60
o} m/z 193.20 86 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64500: Methyl tetrahydroionol
55 69 109
41
95
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—q—v—v—v—v—
2000 82 123 10.00 10.20 10.40 10.60
0
” H ‘H N B e m/z 55.10 73.73%
0Illlsll\l‘ll‘i\lll‘wl\lle‘lI\ ||‘M|||M||||“||“ ||:!-6|8||‘|||||||l|||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
4 69
55 109 RN B B
10.00 10.20 10.40 10.60
5000 g m/z 97.10 70.91%
124
o 137 151 165 180 198
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24311: Neopentylidenecyclohexane R EEma S S
69 10.00 10.20 10.40 10.60
81 m/z 109.10 69.74%
41 109
5000 95 137
152
0..1.5|.M H\ \“‘ .‘..Hl“...‘.l.l‘..];z.:a...‘l............l....l... e
m/z--> 20 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl10.73 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.73 8.56 ng 130517 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 42
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 38
3 Octane. 2-methvl- 128 C9H20 003221-61-2 38
4 Octacosane 394 C28H58 000630-02-4 35
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 30
Abundance Scan 835 (10.731 min): BF078643.D (-833) (-) m/z 57.10 100.00%
5000
10,40 10,60 10.80 11.00
o} m/z 43.10 72.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27119: Undecane
43 57
5000 71 UL AR DU B B
85 1040 1060 10.80 11.00
29 m/z 71.10 68.29%
ohas L L % sz 19
m/z--> ﬁo 45 éo éo 160 150 150 1éo 180 200 250 250
Abundance
57
43
AU A IR
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 49 .83%
113 155
o 9 12714 169183197211225 240
m/z--> 50 45 éo éo 160 150 150 1éo 180 200 250 250
Abundance #12261: Octane, 2-methyl- R B R
43 10.40 10.60 10.80 11.00
m/z 170.10 48 .03%
5000 57
71
i
I O X
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Naphthalene, 1,4,6-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.82 16.47 ng 251051 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 93
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 89
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 64
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 62
Abundance Scan 843 (10.822 min): BF078643.D (-839) (-) m/z 170.10 100.00%
155 170
5000
193
207 222 10.60 10.80 11.00 11.20
of m/z 155.05 95.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36210: Naphthalene, 1,4,6-trimethyl-
155
170
5000 AR SUULN BUULE LN S
10,60 10.80 11.00 11.20
115 128 m/z 69.10 50.38%
o B E T [ M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
170
155 IR SUNILN SO BN SUM
10.60 10.80 11.00 11.20
5000 m/z 55.10 37 .99%
o 27 39 51 63 76 gg 102 115128141
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36216: Naphthalene, 2,3,6-trimethyl- e A REEE S R
155 170 10.60 10.80 11.00 11.20
m/z 83.10 31.57%
5000
128
14 2739 51 63 76 g9 10271 141 \H |
m/z--> 20 4b 60 85 100 150 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Naphthalene, 1,6,7-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.91 8.54 ng 130281 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 55
2 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 52
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 51
4 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 45
5 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 25
Abundance Scan 851 (10.913 min): BF078643.D (-849) (-) m/z 123.10 100.00%
123
5000
207 e
187 222 10.60 10.80 11.00 11.20
o m/z 155.10 78.27%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #36214: Naphthalene, 1,6, 7-trimethyl-
155 170
5000 RN BB SUNRRE
10.60 10.80 11.00 11.20
m/z 170.10 67 .14%
| 39516376 go 1115 am | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
155
170
10.60 10.80 11.00 11.20
5000 m/z 105.10 53.20%
115 128
o M 51 63 76 gg 102 141
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #36218: Naphthalene, 2,3,6-trimethyl- AN B B
155 170 10.60 10.80 11.00 11.20
m/z 69.10 44 _51%
5000
w st 1 8 et |
m/z--> 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 unknownl11.08 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.08 9.70 ng 147970 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 49
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 49
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 46
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 46
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 46

Abundance Scan 866 (11.085 min): BF078643.D (- 864) ) m/z 155.10 100.00%

5000

184 L e

128139 201 221 10.80 11.00 11.20 11.40

0 m/z 170.10 99.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36209: Naphthalene, 1,4,5-trimethyl-
155
170
5000
10.80 11.00 11.20 11.40
115128 ‘ m/z 165.10 72.14%
51 63 76 141
PSSl . O it Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
155 170
T T T T
10.80 11.00 11.20 11.40
5000 m/z 166.10 69.70%
39 51 63 76 gg 10, 115128141
e L T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36212: Naphthalene, 2,3,6-trimethyl- T T
170 10 80 11. OO 11. 20 11. 40

m/z 169.10 57 .54%

155
5000
oL 15 27 39 51 63 76 89 102115128141 || |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 unknownl1l1l.15 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.15 12.57 ng 191704 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.1"-Biphenvl1-2-amine 169 C12H11N 000090-41-5 38
2 Pvridine. 4-(phenvimethvl)- 169 C12H11N 002116-65-6 38
3 Pvridine. 3-(phenvimethvl)- 169 C12H11N 000620-95-1 30
4 Naphthalene. 1-methvl-7-(1-methv... 184 C14H16 000490-65-3 25
5 2-p-Tolylpyridine 169 C12H11N 004467-06-5 25

Abundance Scan 872 (11.153 min): BF078643.D (-869) (-) m/z 97.10 100.00%

5000

10.80 11.00 11.20 11.40

(o} m/z 169.10 75.38%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #35487: [1,1-Biphenyl]-2-amine
169
5000 AA-||||||||||||||||||||||

10.80 11.00 11.20 11.40
m/z 168.10 59.00%

83 115
520 90589 P 11 s
L B o o e o B o R E R s

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
169
10.80 11.00 11.20 11.40
5000 m/z 153.10 55.62%
91
51 65 115
141
0 40 77 102 128 154
i T L e IR A B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35499: Pyridine, 3-(phenylmethyl)- R B
168 10.80 11.00 11.20 11.40
m/z 55.10 52.40%
5000

39 5]_ 65 91 141
15 27 | 7 ‘ ‘ ), 102 \ 127~ 154 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.30 16.75 ng 255391 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 78
3 Tetradecane 198 C14H30 000629-59-4 64
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 64
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 59
Abundance Scan 885 (11.302 min): BF078643.D (-882) (-) m/z 57.10 100.00%
57
5000 MM
| 8
141 169 11.00 11.20 11.40 11.60
0..'.|,.'-J"....,...190,.2.21..,....,....,.... m/z 71.10 59.10%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 L AR SR U R
85 11.00 11.20 11.40 11.60
m/z 43.10 48_.37%
29

oL by B, 141 169 197 225 253 281 323 351 380
o TR EMINI S e e LA S S L
m/z--> 50 100 150 200 250 300 350
Abundance

57
R ma s B
11.00 11.20 11.40 11.60
5000 m/z 85.10 29.86%
29
85
o 113 140 169 198
T T T T T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #55010: Tetradecane B e R
57 11. 00 11. 20 11. 40 11. 60
m/z 41.10 20.36%
5000 85
29
113 198
m/z--> 50 100 150 200 250 300 350 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Undecane, 6-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.62 28.25 ng 436455 Phenanthrene-d10 12.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 6-ethvl- 184 C13H28 017312-60-6 86
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
Abundance Scan 913 (11.622 min): BF078643.D (-911) (-) m/z 57.10 100.00%
5
43
5000
85
99 113 UL SUMILE B SR B
127 11.40 11.60 11.80 12.00
N Y ‘ b Sa et 107 183194 208219232 | nyz 71.10  80.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45551: Undecane, 6-ethyl-
57
71
43
5000 LR IR WL BRI IR
11140 11.60 11.80 12.00
29 85 112 154 m/z 43.10 56.26%
0.,.&..HM..M\..M.,HL..,. IJ|}?§|}??|)t }§§|1§4|| S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
1 UL SUMILE B BN B
43 11.40 11.60 11.80 12.00
5000 m/z 85.10 29.44%
o 99 113127 141 155 1690 183 107
ARV N VN N N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64585: Dodecane, 2,6,10-trimethyl- e A REEEE R
57 11.40 11.60 11.80 12.00
71 m/z 41.10 24 _.93%
= T M
29 85
o | ‘ || o9 113127 1y 155 183107
m/z--> 20 45 eb éo 160 150 140 160 180 200 220 11:40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknownl11.93 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.93 8.18 ng 126336 Phenanthrene-d10 12.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetramethvl- 184 C14H16 003031-15-0 45
2 Naphthalene. 1-methvl-7-(l-methy... 184 C14H16 000490-65-3 43
3 1.2-Benzenediamine. N-phenvl- 184 C12H12N2 000534-85-0 38
4 3.4-Dimethoxv-6-methvilpvrocatechol 184 C9H1204 054826-79-8 35
5 Ethanone, 1-(56-chloro-2-hydroxy-... 184 C9H9CI02 028480-70-8 35
Abundance Scan 940 (11.931 min): BF078643.D (-938) (-) m/z 135.10 100.00%
135 169
184
5000
43 57
71 g3 107 152 08 UL SN BN U
9 12 210 231 11.60 11.80 12.00 12.20
0 m/z 169.10 94 _.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45645: Naphthalene, 1,2,3,4-tetramethyl-
169 184
5000 UL SRR SO SN B
nmumnmnm
m/z 184.10 59.39Y%
141153
o R T2 PN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
169
184 11.60 11.80 12.00 12.20
5000 m/z 57.10 26.92%
154
141
L1527 41 63 77 g9 102115128
m/z--> ﬁo 45 65 éo 160 120 1&0 160 1éo 260 250 '
Abundance #45376: 1,2-Benzenediamine, N-pheny!- N LA M e
184 nmumnmnm

m/z 43.10 26 .68%

39 91 65

2 107
27 77 \‘ %\ 119 139 156 \

R R S R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 4H-Cyclopenta[def]phenanthrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.98 9.36 ng 144675 Phenanthrene-d10 12.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 62
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
3 1.4-Naphthalenedione. 2.5-dihydr... 190 C10H604 004923-55-1 16
4 Cvclohexanone. 2-(2-furanvlmethv... 190 C12H1402 056053-07-7 14
5 2-Methyl-2,3,4,5,6,7-hexahydro-1... 189 C13H19N 078838-08-1 14
Abundance Scan 1032 (12.982 min): BF078643.D (-1030) (-) m/z 190.10 100.00%
160

5000
208
95 178 12.60 12.80 13.00 13.20 13.40
41 63 82 %2 111 128 148 163
0 m/z 189.10 98.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 LN L L L B L L LB L
94 12 60 12. 80 13. OO 13 20 13. 40
m/z 193.10 41 _.23%
oL 27 395163 8L | 110122 137150163 178 ||
R e e o e B e e e IR ER RN e s s e e e
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
R e R R
12.60 12.80 13.00 13.20 13.40
5000 m/z 191.10 35.55%
94
81 163
O e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48981: 1,4-Naphthalenedione, 2,5-dihydroxy- R ERammEEE ST
190 12.60 12.80 13.00 13.20 13.40
m/z 191.95 23.45%
5000 121
105
134 162
51 69 ‘
0,,,,‘,‘,, SN TR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 60 12. 80 13. 00 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041715\
Data File : BF078643.D

Aca On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : 6G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 _beta.-iso-Methyl ionone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.11 8.97 ng 195870 Perylene-d12 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 68
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 53
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 46
4 Phenol. 2.4-bis(1l.1-dimethvlethvIl)- 206 C14H220 000096-76-4 43
5 9H-Fluorene-2-carbonitrile 191 C14H9N 002523-48-0 43
Abundance Scan 1481 (18.114 min): BF078643.D (-1479) (-) m/z 191.20 100.00%
191
5000
95
w ST o0 Taio0 100 150
218 284 397 : : . .
o L0245 S M 383 Al w/z 95.10  35.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000 28 R SR SURLN SURRUBN BUMRE
17.80 18.00 18.20 18.40
g5 135 163 m/z 81.10 33.81%
i
0...|‘.“..‘.“l“‘.‘.‘“.“.‘i..“.".... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
95 R B SURN SURRURN BUNE
17.80 18.00 18.20 18.40
5000{ 43 m/z 123.10 24 _17%
67
135
o 115 | 163 | 211 236 264 30333 360
m/z--> 50 100 150 200 250 300 350 400
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) LB B e e |
191 17.80 18.00 18.20 18.40
m/z 69.10 21.94%
5000 57
107 149
Ouzugu‘l‘u‘:83‘]-|M|“‘|‘:“:‘Iu‘i‘u‘u“u"|||| — I
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041715\
Data File : BF078643.D

Acq On : 18 Apr 2015 14:16

Operator : TP/1Z

Sample : G1902-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
2-Pentanone, 4-hy... 4.27 9.2 ng 85669 1 6.67 186540 20.0
unknown6 .39 6.39 72.8 ng 679265 1 6.67 186540 20.0
unknown9 .68 9.68 11.4 ng 173569 3 10.41 304945 20.0
unknown9 .83 9.83 8.4 ng 127399 3 10.41 304945 20.0
1H-Indene, octahy... 10.04 16.9 ng 257597 3 10.41 304945 20.0
unknown10.24 10.24 9.7 ng 147650 3 10.41 304945 20.0
unknown10.30 10.30 24.1 ng 366932 3 10.41 304945 20.0
unknown10.73 10.73 8.6 ng 130517 3 10.41 304945 20.0
Naphthalene, 1,4,... 10.82 16.5 ng 251051 3 10.41 304945 20.0
Naphthalene, 1,6,... 10.91 8.5 ng 130281 3 10.41 304945 20.0
unknownl11.08 11.08 9.7 ng 147970 3 10.41 304945 20.0
unknownl11.15 11.15 12.6 ng 191704 3 10.41 304945 20.0
Heptacosane 11.30 16.8 ng 255391 3 10.41 304945 20.0
Undecane, 6-ethyl- 11.62 28.3 ng 436455 4 12.23 308983 20.0
unknownl11.93 11.93 8.2 ng 126336 4 12.23 308983 20.0
4H-Cyclopenta[def... 12.98 9.4 ng 144675 4 12.23 308983 20.0
-beta.-iso-Methyl... 18.11 9.0 ng 195870 6 17.18 436624 20.0
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