LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_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 height area % max. total
1 1.495 26 27 34 rvB2 10068 22830 1.30% 0.360%
2 1.598 34 36 63 rvB 693242 1757057 100.00% 27.732%
3 5.062 337 339 345 rBvY 64261 83429 4_75% 1.317%
4 6.410 455 457 464 rBV 86009 96730 5.51% 1.527%
5 6.525 464 467 469 rBvV 73056 96210 5.48% 1.518%
6 6.799 489 491 494 rBvV 111479 112667 6.41% 1.778%
7 6.982 505 507 510 rBV 54576 66347 3.78% 1.047%
8 7.508 551 553 555 rBY 57850 60236 3.43% 0.951%
9 8.376 627 629 632 rBV 142281 173332 9.86% 2.736%
10 8.810 665 667 670 rBV 13130 18064 1.03% 0.285%
11 9.725 746 747 750 rvVB 113416 126597 7.21% 1.998%
12 10.365 801 803 806 rBv 18059 26902 1.53% 0.425%
13 10.434 806 809 811 rvB2 15830 27221 1.55% 0.430%
14 10.536 816 818 821 rVvV 215436 223501 12.72% 3.528%
15 10.856 843 846 847 rBV2 12113 18347 1.04% 0.290%
16 10.948 850 854 856 rvv3 9859 19963 1.14% 0.315%
17 11.439 893 897 899 rBv2 14905 24405 1.39% 0.385%
18 11.508 901 903 906 rBv2 75029 86873 4.94% 1.371%
19 11.748 921 924 930 rBvV 13999 31020 1.77% 0.490%
20 12.365 976 978 979 rBv 212154 243236 13.84% 3.839%
21 12.388 979 980 983 rvv 61593 55840 3.18% 0.881%
22 12.457 983 986 988 rvv 15729 18943 1.08% 0.299%
23 12.559 993 995 997 rBvV2 8875 17744 1.01% 0.280%
24 12.674 1003 1005 1008 rBV3 11019 24507 1.39% 0.387%
25 12.982 1030 1032 1034 rBvY 13957 31021 1.77% 0.490%
26 13.017 1034 1035 1039 rVB2 20407 29790 1.70% 0.470%
27 13.119 1042 1044 1045 rBvY 24451 34033 1.94% 0.537%
28 13.851 1106 1108 1110 rBV 163393 175970 10.02% 2.777%
29 13.908 1110 1113 1115 rBV2 25231 41880 2.38% 0.661%

30 14.125 1130 1132 1134 rVB 191440 197092 11.22% 3.111%

31 14.240 1140 1142 1144 rBV 83348 110231 6.27% 1.740%
32 14.354 1149 1152 1154 rBV 180137 202400 11.52% 3.194%
33 15.623 1261 1263 1265 rBV2 279170 399506 22.74% 6.305%
34 17.371 1414 1416 1418 rBV 175466 275542 15.68% 4._.349%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

35 18.023 1471 1473 1481 rVB 322065 898037 51.11% 14.174%

36 18.377 1502 1504 1507 rVB 352905 508395 28.93% 8.024%

Sum of corrected areas: 6335898
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF041415\

BF078506.D

14 Apr 2015 18:33

TP/1Z

61828-02 5X

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
Parameters: LSCINT.P

Abundance
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TIC: BFO78506.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 unknown6.52 Concentration Rank 4

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

6.52 17.08 ng 96210 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 467 (6.525 min): BF078506.D (-464) (-) m/z 132.00 100.00%
5000
68
96 """""""l""
4 54 | |75 | 103 6.20 6.40 6.60 6.80
O e e e m/z 68.10 34.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 IS SREURRRSEAREE SRR
6.20 6.40 6.60 6.80
78 m/z 134.00 33.41%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 20.78%
41 97
53 2 117
34 60 89 105 124
wmwmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A Bmaaa e S
132 6.20 6.40 6.60 6.80

m/z 69.10 13.58%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 Borneol Concentration Rank 16

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

8.81 2.08 ng 18064 Naphthalene-d8 8.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borneol 154 C10H180 010385-78-1 59
2 Bicyclo[2.2.1]heptane, 2-methoxy... 168 C11H200 004443-51-0 59
3 Isoborneol 154 C10H180 000124-76-5 45
4 5-Methyl-5-hexen-3-yn-2-ol 110 C7H100 068017-33-4 43
5 1,3-Hexadiene, 2,5-dimethyl- 110 C8H14 029253-64-3 38

Abundance Scan 667 (8.810 min): BFO78506.D (-665) (-) m/z 95.10 100.00%
9%
5000
81
41
| 5 6|7 || | 1T° 121 136 170 840 860 880 9.00 9.20
et AL T aes T sz 81.05 25.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25389: Borneol
95
5000
10 8.40 8.60 8.80 9.00 9.20
0
08 4 67 & ‘ 11 136 m/z 93.00 23.43%
—r .‘l‘ - ‘IM' . .“.“, .‘M I\\I\Ml . ‘l‘l | el I" . "I . |1|5f"| ——
m/z--> 20 40 60 80 100 120 140 160
Abundance
95
8.40 8.60 880 9.00 9.20
5000 m/z 41.05 20.33%
41
55 110 121
29 67 85 136 153 168
miz--> 20 40 60 8 100 120 140 160
Abundance #25398: Isoborneol A RREEE RS E ST
95 8.40 8.60 8.80 9.00 9.20
m/z 67.10 18.58%
5000
- 10121 136
- :Il-ﬁ; T ‘I“' . -“-“| .‘:Hl ,‘Iml . l‘l | .‘:“‘. . I" . l\l . .]'.Sf"l ——
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 Biphenylene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.36 2.41 ng 26902 Acenaphthene-d10 10.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenylene 152 C12H8 000259-79-0 72
2 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
3 2H-Pyrrol-2-one, 1,5-dihydro-4-(... 152 C8H12N20 105776-93-0 64
4 Benzaldehyde, 2-hydroxy-3-methoxy- 152 C8H803 000148-53-8 64
5 Acenaphthylene 152 C12H8 000208-96-8 59

Abundance Scan 803 (10.365 min): BF078506.D (-801) (-) m/z 152.10 100.00%

152
5000

SOV i I | m/z 151.10 23.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24336: Biphenylene

152

5000 e
10.00 10.20 10.40 10.60

m/z 150.10 17.24%

76
28 39 50 683 = 87 o8 119 126
T e T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
152
i M
180 10.00 10.20 10.40 10.60
5000 m/z 153.10 15.11%
63 76
28 39 50 87 98 g5y 126
L B e A man s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24639: 2H-Pyrrol-2-one, 1,5-dihydro-4-(1-pyrrolidinyl)- R Ramma mae
152 10.00 10.20 10.40 10.60
95 m/z 76.00 10.38%
5000
70
28 39 55 82 109 123
PSR TN o N SN | | N | E—
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 unknownl10.43 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.44 ng 27221 Acenaphthene-d10 10.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, 2-decyl-3-(5-methylhexy... 282 C19H380 029804-22-6 35
2 6-Octen-1-ol, 3,7-dimethyl-, (R)- 156 C10H200 001117-61-9 17
3 Carveol 1 152 C10H160 1000285-09-9 12
4 3,3,5,5-Tetramethylcyclohexanol 156 C10H200 002650-40-0 12
5 1-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 021391-98-0 10
Abundance Scan 809 (10.434 min): BF078506.D (-806) (-) m/z 193.20 100.00%
193
123
69 109
5000 3 137
41 99
| 10.20 10.40 10.60 10.80
||||||||||||||| 1 'lTl'!‘l‘!‘rl‘l'l‘!‘rl‘!‘!‘!‘r"l‘l‘"r"l‘f m/Z 123-10 65-20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107636: Oxirane, 2-decyl-3-(5-methylhexyl)-, cis-
43 89

5000
10.20 10.40 10.60 10.80

m/z 109.05 59.84%

197211225239253267 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
R RAEEmma e
10.20 10.40 10.60 10.80
5000 55 m/z 69.10 54_72%
95
123
27 100123, o 156
mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23927: Carveol 1 A mam T B
109 10.20 10.40 10.60 10.80
84 m/z 97.05 50.09%
55
5000 69
4
23137152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 Benzophenone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.44 2.18 ng 24405 Acenaphthene-d10 10.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 83
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 72
3 Azobenzene 182 C12H10N2 000103-33-3 59
4 Azobenzene, (E)- 182 C12H10N2 017082-12-1 59
5 Benzilamide 227 C14H13NO2 004746-87-6 50
Abundance Scan 897 (11.439 min)d:) BF078506.D (-893) (-) m/z 105.00 100.00%
105
77
5000 182
51
39 | 152 169 11.20 11.40 11.60 11.80
SN R R AN - NN -2 I m/z 77.00 73.29%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #44107: Benzophenone
105
77
5000 LN SRR IR SN R
51 182 1120 11,40 11.60 11.80
m/z 182.10 44 _42%
27 39 | 63 | 86 ‘ 126 139 152 163
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77 105 A
11,20 11.40 11.60 11.80
5000 182 m/z 51.10 27 .69%
51
32 150
mz-> 20 40 60 80 100 120 140 160 180
Abundance #43989: Azobenzene R b RAmm mra e
77 11.20 11.40 11.60 11.80
m/z 169.10 11.66%
182
5000
51 105
27 39 64 | o1 | 115 128139 92
mz-> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 Undecane, 6-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.55 ng 31020 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 53
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 53
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 53
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 50
Abundance Scan 924 (11.748 min): BF078506.D (-921) (-) m/z 57.10 100.00%
57
71
43
5000
85 I —
99 113127 = 157 11.40 11.60 11.80 12.00

m/z 71.10 69.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45551: Undecane, 6-ethyl-
57

71
43

5000
11.40 11.60 11.80 12.00

29 8 112 m/z 43.10 57.39%
‘ 99 154
\‘ 1l ‘M 1l - 126140 | 168 184

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

Abundance
43 57
i
71 11.40 11.60 11.80 12.00
5000 m/z 41.10 29.96%
85
113
99 127141154169182197210225239253268
T T P e T e [ T T T T e [ e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45576: Undecane, 3,6-dimethyl- e REREE
57 11.40 11.60 11.80 12.00
m/z 85.10 23.46%
5000 43 n
29 85
Tl " 98 113157 141155169 184
T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 unknownl2.67 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.67 2.02 ng 24507 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbazole 167 C12HON 000086-74-8 43
2 5H-Indeno[1,2-b]pyridine 167 C12HON 000244-99-5 38
3 16-Keto-tetrahydrosolasodine 415 C27H45N02 1000255-34-4 38
4 1,1"-Biphenyl, 2-azido- 195 C12H9N3 007599-23-7 37
5 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 32

Abundance Scan 1005 (12.674 min): BF078506.D (-1003) (-) m/z 167.10 100.00%
167
5000
197
85 117139 12.40 12.60 12.80 13.00
A W e W T |.||, e m/z 197.10 32.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #33987: Carbazole
167
5000
12.40 12.60 12.80 13.00
139 m/z 166.10 26 .45%
39 63 84 113
mz-> 50 100 150 200 250 300 350 400
Abundance
167
12.40 12.60 12.80 13.00
5000 m/z 195.10 18.53%
139
14 39 62 83 113
m/z--> 50 100 150 200 250 300 350 400
Abundance #159442: 16-Keto-tetrahydrosolasodine
167 12.40 12.60 12.80 13.00
m/z 168.10 17.97%
5000
1l ‘\ 1l 8\} ‘\\;97 133 1 ‘ 208 415
m/z--> 50 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 unknownl12.98 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.98 2.55 ng 31021 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 49
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 47
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 47
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 47
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 47

Abundance Scan 1032 (12.982 min): BF078506.D (-1030) (-) m/z 192.10 100.00%

192

5000

152164

98 12.60 12.80 13.00 13.20 13.40

m/z 191.10 59.31%

110 123 139

39 53

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50604: 1H-Indene, 2-phenyl-

192

5000 T
12.60 12.80 13.00 13.20 13.40

165 m/z 193.10 27.51%
27 39 51 63 74 g5 96 115156139152 | 176 ‘

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

192

12.60 12.80 13.00 13.20 13.40
5000 m/z 189.10 24 _.14%

165
27 39 50 63 82 9 115106139 152 176

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

192 12.60 12.80 13.00 13.20 13.40
m/z 152.10 18.05%

5000

27 39 50 63 74 85 9 115126 139 152 \ 176 l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 Phenanthrene, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.02 2.45 ng 29790 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 59
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 58
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 58
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 58
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 58
Abundance Scan 1035 (13.017 min): BF078506.D (-1034) (-) m/z 192.10 100.00%
192
5000
165
41 57 69 82 98 917 132 148 176 209 12.80 13.00 13.20 13.40
m/z 191.10 59.32%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50624: Phenanthrene, 3-methyl-
192
5000 LRI SN BN SURUSN SN
12.80 13.00 13.20 13.40
m/z 189.10 22 .54%
27 39 51 63 82 ‘M 115126 139 152 165176 M\
miz-> 20 40 60 85 100 120 140 1éo 180 200 '
Abundance
192
12.80 13.00 13.20 13.40
5000 m/z 190.10 19.90%
96 165
63 & 115 139150 176
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192 12.80 13.00 13.20 13.40
m/z 165.10 17.05%
5000
165
27 39 51 63 73 83 9 115176 139 152 | 176 M\
miz-> 20 40 60 80 1(')0 120 140 1('30 180 200 ' 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.12 2.80 ng 34033 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 64
2 Isoquinoline, 1-chloro-3-ethyl- 191 C11H10CIN 055150-52-2 43
3 Benzene, 1,1"-(1,2-propadienylid... 192 C15H12 014251-57-1 38
4 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38
5 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 35

Abundance Scan 1044 (13.119 min): BF078506.D (-1042) (-) m/z 190.10 100.00%
1
5000
165
87 %8 ;5 130 144 12.80 13.00 13.20 13.40
m/z 189.10 99.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000
12.80 13.00 13.20 13.40
63 133144 172 m/z 192.10 93.59%
28
B Al N m 10120, \\ M, Lo (N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
12.80 13.00 13.20 13.40
5000 m/z 191.10 84 .43%
163
30 51 63 77 g9 101 115 10 ., | 178
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50639: Benzene, l,l'—(l,2—propadieny|idene)bis— LI L L L L
192 12.80 13.00 13.20 13.40
m/z 73.00 32.69%
5000
o 165
g6 30 51 63 3% 115,,0059 15 | 176 h
m/z--> 20 40 60 80 100 150 140 1éo 180 200 12:80 13.00 13,20 13.40

8270-BF040115.M Wed Apr 15 12:21:14 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 Cyclic octaatomic sulfur Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.44 ng 41880 Phenanthrene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclic octaatomic sulfur 256 S8 010544-50-0 91
2 1,2,5,6-Tetrathiocane 184 C4H8S4 001940-01-8 45
3 7-Amino-7H-S-triazolo[5,1-c]-S-t... 156 C3H4N6S 013728-28-4 34
4 Cyclobutane, 1,1"-(1,1,2,2-tetra... 354 C10H6F12 035207-94-4 33
5 Tetrazolo[1,5-b]pyridazine, 6-ch... 155 C4H2CIN5 021413-15-0 7
Abundance Scan 1113 (13.908 min): BF078506.D (-1110) (-) m/z 64.00 100.00%
a4
5000 128 160 256
926 192
44 8l | 109 146 || 178 | 204 221 271 13.60 13.80 14.00 14.20
m/z 159.90 39.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
160
5000 128 192
13.60 13.80 14.00 14.20
32 96 224 m/z 255.80 38.04%
TTTTTTTTT ""I""I""I""'I"" TTTTpTTTTITTTT I""I""I""I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
o 184
45 92 124 USRI R S SRR
13.60 13.80 14.00 14.20
5000 m/z 127.90 34.64%
78 110 | 138 156
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27226: 7-Amino-7H-S-triazolo[5,1-c]-S-triazole-3-thiol R e R RR B
64 13.60 13.80 14.00 14.20
124 m/z 191.90 23.75%
5000
43 9
‘ ‘ 156
S O 1 N B A oA
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.24 5.52 ng 110231 Chrysene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 Stannane, chlorotriethyl- 242 C6H15CISn 000994-31-0 70
3 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 64
4 Phenol, 2-bromo-4-(1,1-dimethyle... 228 C10H13BrO 002198-66-5 64
5 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802 000077-40-7 59
Abundance Scan 1142 (14.240 min): BF078506.D (-1140) (-) m/z 213.10 100.00%
213 1
5000
op 19 228 14.00 14.20 14.40 14.60
41 65 135 151165 181 198 : : : :
...,....,....,.h...-,..'..,19?.=|,....,.1.“3.1. - .;.I'..,.?.“??...z.??. m/z 228.10 17.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 e VN R L
14.00 14.20 14.40 14.60
119 228 m/z 119.10 17.36%
5165 ' 13 165 |
mz-> 20 4o 80 80 100 130 140 180 150 200 230 240 260 280
Abundance
213
27 R SR EEEES Eea e e
155 14.00 14.20 14.40 14.60
5000 m/z 214.10 15.96%
121 183
141 242

mewwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl-
213

%

14.00 14.20 14.40 14.60
m/z 91.05 9.66%

5000

%

185 228

28 51 69 92 114128143157171 | 199 [

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 unknownl18.02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.02 65.18 ng 898037 Perylene-di12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 38
2 Amiphenazole 191 C9HON3S 000490-55-1 38
3 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
4 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 35
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 32
Abundance Scan 1473 (18.023 min): BF078506.D (-1471) (-) m/z 191.20 100.00%
191
5000 8l 123
v 163 " 17.80 18.00 18.20 18.40
383 : : : :
0 231 264 294315336357 383406 /7 177 .20 a1 _67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000 43 LI DL DL UL B
17.80 18.00 18.20 18.40
95]23149 m/z 123.10 37 .48%
\‘ |“.?‘.9H.‘ .M,“‘. ‘.‘“.“ﬂ.“ﬁ .‘.“..l‘.... ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
' 17.80 18.00 18.20 18.40
5000 121 m/z 81.10 36.90%
43 77 149
100
m/z--> 50 100 150 200 250 300 350 400
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine R B LN e e
191 17.80 18.00 18.20 18.40
m/z 95.10 35.88%
5000
164
18 51 77104
m/z--> 50 100 1%0 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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

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 unknownl8.38 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.38 36.90 ng 508395 Perylene-di12 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 43
2 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 42
3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 38
4 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
5 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 37
Abundance Scan 1504 (18.377 min): BF078506.D (-1502) (-) m/z 191.20 100.00%
191
69 123
b 4 i 218 245 284 324347369 397 18.00 18.20 18.40 1860
0! B L e e e e e e LN o m/z 95.10 42 .96%
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)
191
5000 57 USRS R
18.00 18.20 18.40 18.60
0
107 149 m/z 81.10 38.58%
.2.9.‘|‘.‘““..“.“.‘..‘.............. ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
18.00 18.20 18.40 18.60
5000{ 43 m/z 69.10 33.13%
123
149
. o5 %
mz-> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen A e
191 18.00 18.20 18.40 18.60
m/z 123.10 27 .51%
149
713 " qgu‘g\% i 1‘231 L L\ |
mz-> 50 100 150 200 250 300 350 400 | | 18.00 18.20 18.40 18:60

8270-BF040115.M Wed Apr 15 12:21:17 2015 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041415\
Data File : BF078506.D

Acq On : 14 Apr 2015 18:33

Operator : TP/1Z

Sample - G1828-02 5X

Misc :

ALS Vial : 4 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]
unknown6 .52 6.52 17.1 ng 96210 1 6.80 112667 20.0
Borneol 8.81 2.1 ng 18064 2 8.38 173332 20.0
Biphenylene 10.36 2.4 ng 26902 3 10.54 223501 20.0
unknown10.43 10.43 2.4 ng 27221 3 10.54 223501 20.0
Benzophenone 11.44 2.2 ng 24405 3 10.54 223501 20.0
Undecane, 6-ethyl- 11.75 2.5 ng 31020 4 12.37 243236 20.0
unknownl2.67 12.67 2.0 ng 24507 4 12.37 243236 20.0
unknownl12 .98 12.98 2.5 ng 31021 4 12.37 243236 20.0
Phenanthrene, 3-m... 13.02 2.5 ng 29790 4 12.37 243236 20.0
Benzaldehyde, 3,5... 13.12 2.8 ng 34033 4 12.37 243236 20.0
Cyclic octaatomic... 13.91 3.4 ng 41880 4 12.37 243236 20.0
Phenol, 4,4"-(1-m... 14.24 5.5 ng 110231 5 15.62 399506 20.0
unknown18.02 18.02 65.2 ng 898037 6 17.38 275542 20.0
unknown18.38 18.38 36.9 ng 508395 6 17.38 275542 20.0
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