LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On > 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 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: CENTROID

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 1.390 42 44 47 rBY 3478472 4664078 100.00% 13.480%
2 1.527 52 56 59 rBv 105468 195393 4_.19% 0.565%
3 1.698 68 71 78 rvB 58972 77197 1.66% 0.223%
4 1.835 81 83 93 rvB 43347 72456 1.55% 0.209%
5 5.013 359 361 368 rVB 193646 242178 5.19% 0.700%

5.527 403 406 409 rBV 1454105 1459636 31.30% 4.218%
6.796 514 517 520 rBV 1664220 1501532 32.19%% 4._.340%
533 rBV 1678112 1573189 33.73% 4._.547%
7.230 553 555 558 rBvV 433161 551589 11.83% 1.594%
7.425 569 572 574 rBV 1323937 1294073 27.75% 3.740%

(@R {cNec R NNe))
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o

11 7.927 613 616 618 rBVY 1113697 974917 20.90% 2.818%
12 8.807 691 693 696 rvVB 642634 766356 16.43% 2.215%
13 9.379 739 743 746 rBV2 33424 62350 1.34% 0.180%
14 9.699 764 771 773 rVB5 22469 83318 1.79% 0.241%
15 10.156 809 811 814 rVB 1576991 1861152 39.90% 5.379%

16 10.248 817 819 822 rBV 91196 140961 3.02% 0.407%

17 10.385 829 831 833 rBv2 38978 58120 1.25% 0.168%
18 10.476 837 839 843 rBvV2 34969 83733 1.80% 0.242%
19 10.545 843 845 846 rBV 44013 57584 1.23% 0.166%
20 10.568 846 847 849 rBV 91543 89837 1.93% 0.260%

21 10.625 851 852 854 rVvB 318193 273935 5.87% 0.792%
22 10.693 854 858 863 rBv6 133496 434638 9.32% 1.256%
23 10.819 867 869 871 rBv2 172722 216668 4._.65% 0.626%
24 10.876 873 874 876 rVB 340143 358198 7.68% 1.035%
25 10.933 876 879 880 rBv2 59211 85800 1.84% 0.248%

26 10.991 880 884 886 rBV 1016975 1340303 28.74% 3.874%
27 11.048 886 889 891 rvv3 108586 134793 2.89% 0.390%
28 11.128 894 896 899 rvB4 69280 124709 2.67% 0.360%
29 11.208 901 903 904 rBV 78706 84354 1.81% 0.244%
30 11.253 904 907 908 rBvV2 96084 159337 3.42% 0.460%

31 11.345 913 915 917 rBvV2 166172 209027 4.48% 0.604%
32 11.402 917 920 923 rBV2 199647 568220 12.18% 1.642%
33 11.459 923 925 926 rBV2 104602 153265 3.29% 0.443%
34 11.493 926 928 932 rBV2 477037 666170 14.28% 1.925%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On > 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 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: CENTROID

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.551 932 933 934 rBV 102062 130954 2.81% 0.378%

36 11.665 941 943 945 rBV 206088 235326 5.05% 0.680%
37 11.711 945 947 949 rVB2 147690 175859 3.77% 0.508%
38 11.848 955 0959 961 rBVvV2 304274 505157 10.83% 1.460%
39 11.974 967 970 973 rBv3 807200 1376860 29.52% 3.979%
40 12.019 973 974 976 rBv2 156015 284202 6.09% 0.821%

41 12.099 979 981 982 rBv2 183762 252468 5.41% 0.730%
42 12.134 982 984 986 rvVv 388427 542798 11.64% 1.569%
43 12.179 986 988 990 rvv 568236 682711 14.64% 1.973%
44 12.236 990 993 996 rBv4 213857 573542 12.30% 1.658%
45 12.522 1016 1018 1021 rBV2 400246 575308 12.33% 1.663%

46 12.762 1038 1039 1041 rVB 605593 687214 14.73% 1.986%
47 12.831 1043 1045 1047 rBV 783132 1060839 22.74% 3.066%
48 13.208 1076 1078 1080 rBV2 467741 721606 15.47% 2.085%
49 14.842 1219 1221 1222 rBV 1312722 1290102 27.66% 3.728%
50 18.557 1544 1546 1550 rVB 925750 1887366 40.47% 5.455%

51 18.980 1580 1583 1592 rVB2 1200725 2999821 64.32% 8.670%

Sum of corrected areas: 34601199
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030315\

BFO77572.D

4 Mar 2015 4:48

TP/1Z

G1332-02

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
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3000000

2000000

1000000

TIC: BFO77572.D
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5000000

4000000

3000000

2000000

7.9
1000000

TIC: BFO77572.D

3
8.81

9.38 9.70

0
Time-->

T
8.00

13.50 1

12.50 13.00

11.00 11.50 12.00

9.00 9.50 10.00 10.50

T
8.50

4.00
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1

5000000

4000000

3000000
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1000000

TIC: BFO77572.D
84
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18.98
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Time-->
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16.00 16.50

15.00 15.50

21.00

8270-BF021915.

M Wed Mar 04 12:41:59 2015

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.39 169.11 ng 4664080 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 44 (1.390 min): BFO77572.D (-42) (-) m/z 73.10 100.00%
3
43
5000
89
37 55 ‘ 1.00 1.20 1.40 1.60 1.80
o 1/ X 1 Y v SRS N m/z 43.05 55.75%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 R S U L
1.00 1.20 140 1.60 1.80
a1 89 m/z 89.10 29.52%
O |'?§t“"'??H"J'“|' “??l' "'ll*' '|""‘|""| T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
3 100 120 140 160 180
5000 m/z 41.10 11.15%
27
59 74
e L S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13101: Propanoic acid, 2-methyl-, propy! ester e
43 1.00 1.20 1.40 1.60 1.80
m/z 45.10 8.67%
71
5000 89
27
8 | 37, M 53 59 101
e S S S UL S UL UL UL SULILL B R S U R
m/z--> 10 20 30 40 50 60 70 8 90 100 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13

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

5.01 8.78 ng 242178 1,4-Dichlorobenzene-d4 7.24
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 361 (5.013 min): BF077572.D (-359) (-) m/z 43.05 100.00%
43
59
5000
101 ISR SN SR R
| 83 | 207 460 4.80 5.00 5.20 5.40
O‘W—V—v—v—rv—v—v—v‘ﬁl'ui--'lwu--|'----'|----|----|----|----|----|---- m/z 59.10 54 _68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SN SRR R L
59 460 4.80 5.00 520 5.40
m/z 101.10 18.87%
15 4 101
M 1y ' 83 L ‘
R L I S L S SIS S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 16.38%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime B R,
43 460 4.80 5.00 5.20 5.40
m/z 41.10 8.24%
5000
101
15 31 | P 8o . o
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 unknown6.94 Concentration Rank 2

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

6.94 57.04 ng 1573190 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 530 (6.944 min): BF077572.D (-528) (-) m/z 132.00 100.00%
132
5000 68
96 USRS SRR S AR
40 54 78 06 6.60 6.80 7.00 7.20
01 e B m/z 68.10 40.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IS SR U
6.60 6.80 7.00 7.20
31 51 m/z 134.00 32.77%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20 |
5000 m/z 66.10 26 .44%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R ARmEEsmemey
57 132 6.60 6.80 7.00 7.20
24 m/z 69.05 16.41%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SN WY A SN
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1H-Indene, octahydro-2,2,4,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.62 4.09 ng 273935 Acenaphthene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 59
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 50
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 43
4 Iminostilbene 193 C14H11IN 000256-96-2 22
5 2-Anthracenamine 193 C14H11IN 000613-13-8 22
Abundance Scan 852 (10.625 min): BF077572.D (-851) (-) m/z 193.20 100.00%
193
69
5000 83
208 10.40 10.60 10.80 11.00
ol 151 105 179 m/z 69.10 60.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61723: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
69
83 123 137
5000 i 109
55 % 10,40 10.60 10.80 11.00
29 m/z 123.10 48_.87%
Oby | ‘ i .“:“. .“,‘l L HI T "I 152 |1§|5|1|7|9| 1 ||298” -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
123 '~ 10.40 10,60 10.80 11.00
5000 69 95 109 m/z 83.10 48.51%
55 83 137
151 165 179 208
R S S L W L WL S L WL B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70988: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- R B BRREE R
193 10.40 10.60 10.80 11.00
m/z 41.10 44 _37%
55
5000 43 100
69 gq
obrs m Al H m\\ u” e m ,1?7%,9,1'?3, 179 | 207 222 e
m/z--> 20 40 100 120 140 160 180 200 220 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.69 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.69 6.49 ng 434638 Acenaphthene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 30
2 Benzene. 1.2-dichloro-4-ethvl- 174 C8H8CI2 006623-59-2 30
3 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 27
4 Nonacosane 408 C29H60 000630-03-5 27
5 Heptacosane 380 C27H56 000593-49-7 18

Abundance Scan 858 (10.693 min): BF077572.D (-854) (-) m/z 57.10 100.00%

5000

10.40 10.60 10.80 11.00

0 m/z 71.10 94 .59%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!-
57
5000 85 LELELE DL L L L
10 40 10 60 10. 80 11. 00
4 m/z 43.10 77.01%
113
0 I ‘ |, |77 141156 183 211 239 267 296
e e e e e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
159
s B
10.40 10.60 10.80 11.00
5000 139 | 124 m/z 41.10 67.08%
o 107123
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7458: Pentane, 2,3,3-trimethyl- Al EEAE S R
43 10.40 10.60 10.80 11.00
m/z 159.10 57.10%
5000 71
27
ol.2 L ‘ 99 114
.P.”P”.P”q.”q”” T M T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.40 8.48 ng 568220 Acenaphthene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 60
2 S-Phenvl 5-(phenvithio)pentaneth... 302 C17H180S2 1000234-40-7 16
3 o-Hvdroxvbiphenvl 170 C12H100 000090-43-7 15
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 11
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 11
Abundance Scan 920 (11.402 min): BF077572.D (-917) (-) m/z 170.10 100.00%
9 170
M 123 143 193
95
5000
Il ”l 208 11.00 11.20 11.40 11.60 11.80
ol T m/z 69.10 91.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 LA L I L L B L L L B
11.00 11.20 11.40 11.60 11.80
m/z 55.10 85.67%
138 208
o 5 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
193
11,00 11.20 1140 11.60 11.80
5000 165 m/z 193.20 80.08%
123
55 149
0L18 39 T 92 108 302
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36134: 0—Hydr0xybipheny| L B LA L N L
170 11.00 11.20 11.40 11.60 11.80
m/z 123.10 T7.42%
5000 115 141
B 7L L]
o e | e st —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11,00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl11.49 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.49 9.94 ng 666170 Acenaphthene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02
2 3-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02
3 Bicvclol4.1.0Theptane-7-carboxam... 222 C11H14N20S
4 3-Fluorobenzoic acid. 3-tridecvl... 322 C20H31F02

154559-38-3 43
1000279-04-9 38
329912-72-3 38
1000280-60-3 38

5 Cyclohexanone, 2,5-dimethyl-2-(1... 166 C11H180 006711-26-8 37

Abundance Scan 928 (11.493 min): BF077572.D (-926) (-) m/z 123.10 100.00%
123
5000 69
41 55 81 95 109 155 170 \AVAdy,NAJﬂPA/k»kaa—-/uf
137 207 et S WL st
187 222 11.20 11.40 11.60 11.80
01 m/z 69.10 43.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61281: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
123
68
5000 LA L L L L L L LB
9 11.20 11.40 11.60 11.80
M > m/z 55.10 37.66%
ol 2 53 “‘79 ‘ 140157163175 208
L o BRI e A S SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123
B mm s B
95 110 11.20 11.40 11.60 11.80
5000 81 m/z 41.10 36.36%
41
29 | 55 69
140
Ottty bl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70452: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiazolyl)- Al EEAE S R
55 123 11.20 11.40 11.60 11.80
m/z 81.10 35.60%
5000 95
41
67 81 140 222
0 ‘\ ‘ y $ “ 106 | 151 167179 194 207 |
,....“..., R R A e o B mm s B
m/z--> 20 60 100 120 140 160 180 200 220 11.20 11.40 11. 60 11. 80

8270-BF021915.M Wed Mar 04 12:42:05 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.85 7.54 ng 505157 Acenaphthene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
2 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 72
3 Dodecane. 2-methvl-8-propvl- 226 C16H34 055045-07-3 64
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64

Abundance Scan 959 (11.848 min): BF077572.D (-955) (-) m/z 57.10 100.00%
57
71
5000 T \A/\/\d(
85

99 113 145 11.60 11.80 12.00 12.20
127 160 181 203216 : - : :
232 246 m/z 71.10 53.30%

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

Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
43
5000 71 LA L B L L B
8 11. 60 11. 80 12. OO 12. 20
29 > m/z 43.10 48.55%
99 113
0 1 “ \ I w 17 127141155169183196211225239254
A B o e B A B AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
R B B e
11.60 11.80 12.00 12.20
5000 43 7 m/z 41.10 27.25%
85
99 183
. 113127 141154 197 212
T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 =240
Abundance #73990: Dodecane, 2-methyl-8-propyl- R AR RRRES T
43 57 11.60 11.80 12.00 12.20
71 m/z 85.10 26.37%
5000
85
112
o | h‘ 9 ") 127 141150 16917 197211 226
A B o o B L a  BEARA mEEEa S e B AN EEma BEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 =240 11. 60 11. 80 12. OO 12. 20

8270-BF021915.M Wed Mar 04 12:42:06 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,2-Tetradecanediol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.10 4.76 ng 252468 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Tetradecanediol 230 C14H3002 021129-09-9 52
2 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 38
3 Cvclohexanone. 5-(1-hvdroxv-2-pr... 182 C11H1802 141033-66-1 30
4 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 25
5 Cyclopentane, iodo- 196 C5H9I 001556-18-9 25
Abundance Scan 981 (12.099 min): BF077572.D (-979) (-) m/z 69.10 100.00%
55 69
97
co00 M
'11:80 12.00 12.20 1240
0 m/z 55.10 85.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #76348: 1,2-Tetradecanediol
97
43
5000{ 18 LR SRR B SR B
11. 80 12. 00 12. 20 12. 40
m/z 97.10 80.17%
1
ol i AL 139 163 180 230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69
%5 U BN SRR BN SRR
83 11.80 12.00 12.20 12.40
5000 41 11 m/z 83.10 64.32%
97
27 125139 454 182
ot e
m/z--> ﬁo 45 éo 85 160 150 1&0 1éo 1§0 200 250 250
Abundance #43948: Cyclohexanone, 5-(1-hydroxy-2-propenyl)-2,2-dimeth... e e e a maa
55 11.80 12.00 12.20 12.40
o7 m/z 105.10 60.73%
5000 41
126
182
0...,.‘.‘..‘,‘.... ‘H ‘F\ I .‘.‘l‘ ”1I4I10I1I5?1I6I7” ‘\”” S e
m/z--> 80 100 120 140 160 180 200 220 240 11. 80 12. 00 12. 20 12. 40

8270-BF021915.M Wed Mar 04 12:42:07 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-dimethyl-4__._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.13 10.23 ng 542798 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 86
2 4-Pentvnethioamide. N.N-diethvl-... 183 C10H17NS 035946-24-8 70
3 Azulene. 1.4-dimethvl-7-(1-methy... 198 C15H18 000489-84-9 58
4 Cvclopropane. 1.1.2.2-tetramethv... 198 C15H18 1000264-08-5 50
5 Pyrrolizin-1-thione, 7-propyl- 183 C10H17NS 1000125-99-7 42
Abundance Scan 984 (12.134 min): BF077572.D (-982) (-) m/z 183.10 100.00%
183
5000 169
198
43 57 71 85 o 115128 215 11.80 12.00 12.20 12.40
o 22 230 247 m/z 184.10 60.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55045: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
183
5000 198
11.80 12.00 12.20 12.40
o 15 m/z 169.10 48.24%
0 27 41 63 83 99 115128141 “‘ L ‘
m/z--> 20 40 60 éo 100 150 150 160 180 200 220 240
Abundance
44 60 183
29 88 R AR SRR MU B
168 11.80 12.00 12.20 12.40
5000 112 m/z 168.10 37.01%
154
73
126 140
e RN RS R RS B LS RS R S AR SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55042: Azulene, 1,4-dimethyl-7-(1-methylethyl)- R A e L
183 103 11.80 12.00 12.20 12.40
m/z 198.15 35.18%
5000
55 wms 709 ipusiaie V||
iz 30 a0 e 8 100 130 140 160 180 200 20 240 11.80 12.00 12.20 12.40

8270-BF021915.M Wed Mar 04 12:42:07 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Dodecane, 2,6,11-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.18 12.87 ng 682711 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 64
3 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 64
4 Tetradecane 198 C14H30 000629-59-4 59
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 59

Abundance Scan 988 (12.179 min): BF077572.D (-986) (-) m/z 57.10 100.00%

0
~
~
=

43
5000
11.80 12,00 12.20 12.40
127 141 171183 : : : :
Obr el 10 195207 228 245 m/z 71.10 79.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64588: Dodecane, 2,6,11-trimethyl-
43 57 4
5000 LI L L L L L L L LB}
29 85 11.80 12.00 12.20 12.40
113 m/z 43.10 56.42%
o “ |l I w 99 =127 141 155169 183 107 212
= ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
71 I o
11.80 12.00 12.20 12.40
5000 m/z 85.10 29.66%
85
29 9 155
0 113126 141~ 168 183 198
e R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36179: Decane, 3,7-dimethyl- e ma E e AR
43 57 11.80 12.00 12.20 12.40
1 m/z 41.10 24.60%
5000
85
29 W
o \‘ A w‘ 99 113 127141 455 179
A L R B A A R et I o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1180 12.00 12.20 12.40

8270-BF021915.M Wed Mar 04 12:42:08 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Naphthalene, 1,2,3,4-tetram... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.24 10.81 ng 573542 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetramethvl- 184 Cl14H16 003031-15-0 83
2 Cvclopentene. 1.2-dimethvl-4-met... 184 C14H16 1000152-22-4 64
3 Naphthalene. 1l-methvl-7-(l1-methv... 184 C14H16 000490-65-3 60
4 Azulene. 7-ethvl-1.4-dimethvl- 184 C14H16 000529-05-5 60
5 1,1"-Biphenyl, 2-methoxy- 184 C13H120 000086-26-0 53
Abundance Scan 993 (12.236 min): BF077572.D (-990) (-) m/z 169.10 100.00%
169
184
5000

12.00 12.20 12.40 12.60

198
213 528 249

0 m/z 184.10 64 ._.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45645: Naphthalene, 1,2,3,4-tetramethyl-
169184
5000
12.00 12.20 12.40 12.60
0
115125141154 m/z 97.10 46.14%
S AN NS N T Y E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
169 184
R e R R R s R
12.00 12.20 12.40 12.60
5000 o1 154 m/z 55.10 39.86%
141
28 115128
7
41 63
O T T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45652: Naphthalene, 1-methyl-7-(1-methylethyl)- R AN EEEa T S S
169 12.00 12.20 12.40 12.60
m/z 153.10 16.83%
184
5000
154
141
115
olsz s @l R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12 20 12. 40 12. 60

8270-BF021915.M Wed Mar 04 12:42:09 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclopentene, 1,2-dimethyl-_._._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.52 10.85 ng 575308 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2-dimethvl-4-met... 184 C14H16 1000152-22-4 93
2 Naphthalene. 1-methvl-7-(1-methv... 184 C14H16 000490-65-3 91
3 Naphthalene. 1.2.3.4-tetramethvl- 184 C14H16 003031-15-0 87
4 3.4-Dimethoxv-6-methvlpvrocatechol 184 C9H1204 054826-79-8 72
5 Azulene, 7-ethyl-1,4-dimethyl- 184 C14H16 000529-05-5 62

Abundance Scan 1018 (12.522 min): BF077572.D (-1016) (-) m/z 169.10 100.00%

169 184

5000

153

12.20 12.40 12.60 12.80

41 57 77 o5 115128

197 213 229 249262

01 m/z 184.10 83.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45654: Cyclopentene, 1,2-dimethyl-4-methylene-3-phenyl-
169 184
5000 91 154
141 12.20 12.40 12.60 12.80
28 , 77 ”5u8‘ m/z 153.10 18.82%
c..w.”.m.”,”.muu. N‘ “ MJL.W” | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
169
R R AR
184 12.20 12.40 12.60 12.80
5000 m/z 152.10 17.31%

141
42741 6377 g, 115128

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

Abundance #45645: Naphthalene, 1,2,3,4-tetramethyl- R R mEEE

169 184 12.20 12.40 12.60 12.80
m/z 170.10 13.98%

5000

26 39 63 77 92 [ ‘\ ‘H\ M‘ I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 20 12. 40 12 60 12. 80

8270-BF021915.M Wed Mar 04 12:42:10 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.76 12.96 ng 687214 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Tridecane. 7-methvl- 198 C14H30 026730-14-3 78
4 Heptadecane 240 C17H36 000629-78-7 78
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
Abundance Scan 1039 (12.762 min): BFO77572.D (-1038) (-) m/z 57.10 100.00%
g7
5000 85 AJ.JV\/_JAf\JA~“J‘/M~’J»jx\
| 1 L 1m0y 1240 1260 1280 13,00
ol b f L LT 241205 0 Tm/z 71.10  82.82%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LA AR AR UGS B
85 1240 1260 12.80 13.00
m/z 43.10 52.32%
0 ?P L g8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.40 12,60 12.80 13.00
5000 85 m/z 85.10 44 _65%
. 113 449 183 211 239 267 296 AvaA,_/“’¥f\”JL“'//AA\
m/z--> 50 100 150 200 250 300 350
Abundance #55019: Tridecane, 7-methyl- R R RREEEEa
57 12.40 12.60 12.80 13.00
m/z 41.10 24 _.89%
5000
112
ol 3 ‘_| i %? h 131 155 183201
m/z--> 50 100 150 200 250 300 350 1240 12.60 12.80 13.00

8270-BF021915.M Wed Mar 04 12:42:11 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.21 13.60 ng 721606 Phenanthrene-d10 12.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 72
4 Heptadecane 240 C17H36 000629-78-7 68
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 1078 (13.208 min): BF077572.D (-1076) (-) m/z 57.10 100.00%
57
5000 W
4
183 0 1300 1320 13.40 13 60
151 198 226 12.80 13.00 13.20 13.40 13.60
0 ,,‘ . 187 245 268 286 m/z 71.10 91.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55007: Tetradecane
57
5000 85 AR SR SN SN B
12/80 13.00 13.20 13.40 13.60
4 m/z 43.10 78.13%
0 L ‘\ \‘ l 1-}3 n 141 169 198
m/z--> 20 45 60 85 100 120 150 160 180 200 220 240 260 280 300
Abundance
57
4 12:80 13.00 13.20 13.40 13.60
5000 85 m/z 85.10 57 .53%
ol14 113 141 169 197 226 w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- I RREEEEEES T
57 12.80 13.00 13.20 13.40 13.60
m/z 41.10 31.55%
5000 85
0 h‘ Loy 1}3 141 169 1932‘0225240 266 309
m/z--> 2'0 4'0 60 80 100 12'0 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40 13.60

8270-BF021915.M Wed Mar 04 12:42:12 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 28-Nor-17.beta.(H)-hopane Concentration Rank 5

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

18.56 20.00 ng 1887370 Perylene-di12 17.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 58
2 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 50
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 37
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 35

Abundance Scan 1546 (18.557 min): BF077572.D (-1544) (-) m/z 191.20 100.00%
191
. »»/\»rxwm]\W\,\./\Jj\\w
9 123
67 163 R R B n e
4 383 18.20 18.40 18.60 18.80
o 233 260 287313 351 422 455 m/z 177.20 42 79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 LA L L L L L L L L L
109, 18.20 18.40 18.60 18.80
135 398 m/z 95.10 32.94%
163| | 217 260 355
o ‘.m”.m‘. ! .‘.““. I l...,.:?2.8. ,...‘.“, e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
B B
18.20 18.40 18.60 18.80
5000 m/z 81.10 31.98%
109
137
163 | 2 e 355 383
O T T e T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... T
191 18.20 18.40 18.60 18.80
m/z 123.10 28.70%
50001 43 h\«Aj\“wf\u"/\'\N\NJ\_,AV/\\\
123
95 149
69 |J
obsdp by VL N ——
m/z--> 50 100 150 200 250 300 350 400 450 18. 20 18. 40 18. 60 18. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030315\
Data File : BFO77572.D

Aca On : 4 Mar 2015 4:48

Operator : TP/1Z

Sample : 6G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.98 31.79 ng 2999820 Perylene-di12 17.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 56
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 53
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 49
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 40
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 38
Abundance Scan 1583 (18.980 min): BF077572.D (-1580) (-) m/z 191.20 100.00%
191
5000 95 Aj\\v«.J\J\/\ﬁﬁ,wfk,_\_w
69 123
41 163 18:60 18.80 19.00 19.20
218 397 : : - :
o 259 288 329 369 425 466 m/z  95.10 42 98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 UV SRR S R
109 18.60 18.80 19.00 19.20
135 298 m/z 81.10 37.30%
oo |27 o s
0...|....|“a“.”.‘.‘}.‘.“‘. ‘|‘-‘---‘ M L SO )
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
1860 18.80 19.00 19.20
5000{ 43 m/z 69.10 29.24%
123
149
69 95 \/\A\/\’\/\\/\_\_\(
L L U UL UL WL L WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60190: .beta.-iso-Methyl ionone R REmEE e
191 18.60 18.80 19.00 19.20
m/z 123.10 25.69%
5000{ 28
135 163
0"'|"'jﬂ"th" N SN DAL SR BRI S LR N PN IR B
m/z--> 50 100 150 200 250 300 350 400 450 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030315\
Data File : BFO77572.D

Acq On > 4 Mar 2015 4:48

Operator : TP/1Z

Sample - G1332-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
Propane, 2,2-dime... 1.39 169.1 ng 4664080 1 7.24 551589 20.0
2-Pentanone, 4-hy... 5.01 8.8 ng 242178 1 7.24 551589 20.0
unknown6 .94 6.94 57.0 ng 1573190 1 7.24 551589 20.0
1H-Indene, octahy... 10.62 4.1 ng 273935 3 10.99 1340300 20.0
unknown10.69 10.69 6.5 ng 434638 3 10.99 1340300 20.0
Decahydro-4,4,8,9... 11.40 8.5 ng 568220 3 10.99 1340300 20.0
unknownl11.49 11.49 9.9 ng 666170 3 10.99 1340300 20.0
Pentadecane, 2,6,... 11.85 7.5 ng 505157 3 10.99 1340300 20.0
1,2-Tetradecanediol 12.10 4.8 ng 252468 4 12.83 1060840 20.0
Naphthalene, 1,6-... 12.13 10.2 ng 542798 4 12.83 1060840 20.0
Dodecane, 2,6,11-... 12.18 12.9 ng 682711 4 12.83 1060840 20.0
Naphthalene, 1,2,... 12.24 10.8 ng 573542 4 12.83 1060840 20.0
Cyclopentene, 1,2... 12.52 10.9 ng 575308 4 12.83 1060840 20.0
Heptacosane 12.76 13.0 ng 687214 4 12.83 1060840 20.0
Tetradecane 13.21 13.6 ng 721606 4 12.83 1060840 20.0
28-Nor-17 .beta.(H... 18.56 20.0 ng 1887370 6 17.84 1887370 20.0
1-Cyclohexene, 1,... 18.98 31.8 ng 2999820 6 17.84 1887370 20.0
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