LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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

1.378 40 43 45 rBV 2189378 2430060 100.00% 12.087%
1.504 51 54 60 rvB 87576 163701 6.74% 0.814%

abrwWNPEF
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\l
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69 71 rBvV 44079 57196 2.35% 0.284%
1.824 80 82 93 rvB 260921 368999 15.18% 1.835%
4.190 287 289 298 rVB 42360 65337 2.69% 0.325%

4.990 357 359 366 rvB 482951 596402 24 .54% 2.966%
5.516 402 405 408 rVB 622501 683416 28.12% 3.399%
516 519 rBVY 1151361 1044909 43.00% 5.197%
6.933 527 529 532 rBV 1059019 963138 39.63% 4.791%
7.219 552 554 556 rBvV 394086 384474 15.82% 1.912%

QO ~NO®
(9}
\l
o8]
ol
a1
=
N

11 7.413 568 571 573 rVB 742951 898105 36.96% 4._467%
12 7.916 612 615 617 rBvV 689169 697411 28.70% 3.469%
13 8.796 690 692 695 rBvV 608651 5568233 22.97% 2.777%

14 9.356 738 741 745 rBV2 16742 33192 1.37% 0.165%
15 9.573 757 760 762 rBV2 21006 32194 1.32% 0.160%
16 9.688 767 770 772 rVB3 14101 25251 1.04% 0.126%
17 10.099 802 806 807 rBV3 15315 25498 1.05% 0.127%
18 10.145 807 810 812 rVV 1633467 1416984 58.31% 7.048%
19 10.225 815 817 820 rBV3 12202 24983 1.03% 0.124%
20 10.648 852 854 861 rvB2 80843 124709 5.13% 0.620%
21 10.796 865 867 869 rBvV 35758 38244 1.57% 0.190%
22 10.934 877 879 880 rBvV 30874 31480 1.30% 0.157%
23 10.968 880 882 884 rvv2 565987 623643 25.66% 3.102%
24 11.014 884 886 889 rvB 19146 31753 1.31% 0.158%
25 11.231 902 905 907 rBvV 33691 39990 1.65% 0.199%
26 11.379 916 918 919 rBV 22426 33489 1.38% 0.167%
27 11.482 925 927 930 rBV3 19484 33927 1.40% 0.169%
28 11.654 940 942 944 rBV 22563 31633 1.30% 0.157%
29 11.871 959 961 963 rVB 62320 59860 2.46% 0.298%
30 11.951 965 968 971 rVB 110521 142642 5.87% 0.709%
31 12.156 984 986 988 rVB 34737 63012 2.59% 0.313%
32 12.579 1020 1023 1026 rVB3 16556 27768 1.14% 0.138%
33 12.637 1026 1028 1031 rBV 11976 24887 1.02% 0.124%
34 12.739 1036 1037 1041 rVB 32747 34178 1.41% 0.170%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 12.808 1041 1043 1048 rBV2 573223 784896 32.30% 3.904%

36 12.899 1048 1051 1053 rBV 46552 76476 3.15% 0.380%
37 13.242 1078 1081 1083 rVB2 25641 41862 1.72% 0.208%
38 13.437 1096 1098 1100 rBVZ2 29564 50505 2.08% 0.251%
39 13.471 1100 1101 1104 rVB 52494 59125 2.43% 0.294%
40 13.528 1104 1106 1108 rBVY 23299 35641 1.47% 0.177%
41 13.574 1108 1110 1112 rBV2 66611 90675 3.73% 0.451%
42 13.608 1112 1113 1118 rVB5 32182 29804 1.23% 0.148%
43 13.677 1118 1119 1122 rBV3 14090 27730 1.14% 0.138%
44 13.745 1122 1125 1128 rBV2 20542 44361 1.83% 0.221%
45 13.814 1129 1131 1133 rBVY 34298 58269 2.40% 0.290%
46 14.031 1149 1150 1152 rBV 25009 35911 1.48% 0.179%
47 14.122 1157 1158 1160 rVV 45014 61109 2.51% 0.304%
48 14.168 1160 1162 1163 rVV2 34725 46225 1.90% 0.230%
49 14.237 1166 1168 1170 rVB2 40061 48141 1.98% 0.239%

50 14.317 1172 1175 1177 rVV 494937 473042 19.47% 2.353%

51 14.397 1179 1182 1184 rVV2 40910 55690 2.29% 0.277%
52 14.500 1189 1191 1195 rBV2 61023 108317 4._46% 0.539%
53 14.591 1197 1199 1202 rVB 365911 490830 20.20% 2.441%

54 14.648 1202 1204 1206 rBV2 18320 28895 1.19% 0.144%
55 14.694 1206 1208 1211 rVB2 36230 54495 2.24% 0.271%
56 14.751 1211 1213 1215 rBV 37064 58217 2.40% 0.290%

57 14.808 1215 1218 1220 rBV 1611507 1637549 67.39% 8.145%
58 15.140 1245 1247 1249 rBV2 65578 101604 4.18% 0.505%

59 15.254 1255 1257 1258 rBV 35892 36011 1.48% 0.179%
60 15.300 1259 1261 1262 rBV2 40126 52789 2.17% 0.263%
61 15.574 1283 1285 1288 rVB 52916 49005 2.02% 0.244%
62 15.643 1289 1291 1293 rVV2 41800 43716 1.80% 0.217%
63 15.780 1301 1303 1305 rBV2 57046 76192 3.14% 0.379%

64 15.974 1318 1320 1323 rBV2 271452 352699 14.51% 1.754%
65 16.100 1328 1331 1332 rVV2 728822 1056453 43.47% 5.255%

66 16.123 1332 1333 1339 rVB2 163608 285612 11.75% 1.421%
67 16.397 1355 1357 1361 rVB2 92950 180304 7.42% 0.897%
68 16.786 1389 1391 1395 rBV2 104066 173555 7.14% 0.863%
69 17.380 1440 1443 1447 rBV 157425 354765 14.60% 1.765%
70 17.563 1457 1459 1462 rBV2 119494 232777 9.58% 1.158%

71 17.757 1473 1476 1477 rBV 139542 194556 8.01% 0.968%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 - 0 Peak Location: CENTROID

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

Method
Title

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

72 17.814 1479 1481 1485 rVB 523095 706454 29.07% 3.514%

Sum of corrected areas: 20104955
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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\BF030415\

BF0O77607.D
5 Mar 2015 5:56
TP/1Z
G1424-06
26 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

2000000

1500000

1000000

500000

\\‘MJ

TIC: BFO77607.D
38

6.78
6.93

5.52

4.99
7.22

1.82
1.50 63

4.19

Or—

Time-->  1.00

A
T T T T T T T

T T
4.00 4.50

T
5.00

2.00 2.50

I
3.00 3.50

I
5.50 6.00 6.50 7.00

1.50 7.50

Abundance

2000000

1500000

1000000

500000

04
Time-->

7.92

8.00

TIC: BFO77607.D

10.14

12.00 12.50 13.00 13.50 14.00

11.00

9.50 10.00 10.50 11.50

Abundance

2000000

14.

1500000

1000000

5000001}

0

TIC: BFO77607.D

81

Time-->

20.00 20.50

18.00 18.50

19.00 19.50

16.50 17.00 17.50

15.00 15.50 16.00

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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.

1.38 126.41 ng 2430060 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 43 (1.378 min): BF077607.D (-40) (-) m/z 73.10 100.00%
73
5000 43
89
1.00 120 1.40 1.60 1.80
37, 1, 22 . m/z 43.05  49.49%
LU SR SR UL LRI FULRLEL ILELEL L SO S UL B - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 [Ty
1.00 120 1.40 1.60 1.80
31 89 m/z 89.10 30.01%
T |'?§'|"??|""| '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
100 120 140 160 180
5000 m/z 41.05 9.67%
41
29 57
51
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 1.00 120 1.40 1.60 1.80
43 m/z 45.10 7.40%
55
5000
29
5 sl |6 | @ ®
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 100 120 140 1.60 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 Butane, 2-methoxy-2-methyl- Concentration Rank 12

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

1.68 2.98 ng 57196 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 69 (1.675 min): BF077607.D (-67) (-) m/z 73.10 100.00%
7B
5000 43
55 87
—
9 1.40 1.60 1.80 2.00
51 | 59
”m“W“W“W“W“W“W“W“WJm“L“W“W“W“W“¢IW“W“W”W“W m/z 43.10 40.38%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
5000 U U L R L
43 1.40 1.60 1.80 2.00
55 87 m/z 55.10 27.82%
2?33 39 | 50 ‘ 9 69
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
1.40 1.60 1.80 2.00
5000 m/z 87.10 25.27%
43
2 15 54 2%33 39 47 53 59 6569 7781 88
AL AL RAAR) R LA AR ARL) RUAE) RALLY SAAL) W) BALLS LR MAAE) RALAN LALR! ARSI RALAA LALE) MR LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 A
Abundance #2022: 1,3-Dioxolane, 2-methyl- L Ram a L B
73 1.40 1.60 1.80 2.00
m/z 41.05 13.58%
5000 43
58
‘ Il
miz--> T S R E S % 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 5 3-Penten-2-one, 4-methyl- Concentration Rank 10

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

4.19 3.40 ng 65337 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72

Abundance Scan 289 (4.190 min): BFO77607.D (-287) (-) m/z 83.10 100.00%
55 3
5000 43 98

3.80 4.00 4.20 4.40 4.60
SN RN N— m/z 55.10 89.40%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 LI L L L L L L B L LB (L
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.00 39.55%
“\‘ 37\\\\ 49\‘ ! 61 67 7 ! 89 .
L A e o o e B o e R AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
43 RN E R R S SRR
3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 37.16%
29
98
37 49 62 69
L o o o A AL LI o o o e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e R
5 83 3.80 4.00 4.20 4.40 4.60
m/z 39.10 31.20%
41
5000 27 98
15 ‘ 69
...,..t.,..:lh.%4.ail..?%.hl.,??.h“..??,ul..?%...q.... SN T W —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.99 31.02 ng 596402 1,4-Dichlorobenzene-d4 7.22
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 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 359 (4.990 min): BFO77607.D (-357) (-) m/z 43.10 100.00%
a3
59
5000
1o 460 480 500 520 5.40
e S0 8 | /7 59,10 55.480
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR LA S R
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 18.09%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 16.10%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R e R B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.56%
5000
101
15 31 | 58 g9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 unknown6.93 Concentration Rank 2

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

6.93 50.10 ng 963138 1,4-Dichlorobenzene-d4 7.22
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 529 (6.933 min): BF077607.D (-527) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.60 6.80 7.00 7.20
54 78 06 : ' : :
e B m/z 68.10 38.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR L R
6.60 6.80 7.00 7.20
m/z 134.00 32.57%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20
5000 m/z 66.10 24 .40%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R N SEREEEEnEaey
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 15.73%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. RSN A U £ G—
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\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 Phenanthrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.31 ng 90675 Phenanthrene-d10 12.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 92
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 91
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 78
4 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 66
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 60

Abundance Scan 1110 (13.574 min): BF077607.D (-1108) (-) m/z 192.05 100.00%

192

5000

165 e
208 224 13.20 13.40 13.60 13.80

m/z 189.05 69 .55%

106 126 139 152

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50627: Phenanthrene, 2-methyl-

192

5000
13.20 13.40 13.60 13.80

m/z 191.10 69.09%

165

94
27 39 51 63 82 " 115126130152 | 176 |

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

Abundance
192
13.20 13.40 13.60 13.80
5000 m/z 190.10 66.42%
40 95 165
51 63 82 125 139 152
L L B e A L s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50616: Anthracene, 1-methyl-
192 13.20 13.40 13.60 13.80
m/z 165.10 20.18%
5000
165
44 63 74 g5 9 115126 139 152 ‘J 176 |
L T B e R A e R AR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 Cyclohexanecarboxylic acid,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.50 2.05 ng 108317 Chrysene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 1-me... 184 C10H1603 005453-94-1 95
2 Benzidine 184 C12H12N2 000092-87-5 92
3 Benzene. 1-methvl-3-phenoxv- 184 C13H120 003586-14-9 53
4 1H-Benzimidazole. 2-(2-Ffuranvl)- 184 C11H8N20 003878-19-1 49
5 1,4-Benzenediamine, N-phenyl- 184 C12H12N2 000101-54-2 49

Abundance Scan 1191 (14.500 min): BFO77607.D (-1189) (-) m/z 184.05 100.00%

184
5000 208

14.20 14.40 14.60 14.80
m/z 208.10  47.75%

43 55 77 92104115 130 143156168 222 236

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45112: Cyclohexanecarboxylic acid, 1-methyl-2-oxo-, ethyl...
156 184
55 g3 141 $
41 69
5000 29 TTTr T rrrr[rrrrrrro]
128 14.20 14.40 14.60 14.80
1 m/z 185.10 13.93%
\‘ \‘ I ‘\ il
Il ‘

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

184

14.20 14.40 14.60 14.80
5000 m/z 183.10 13.87%

92
27 39 51 65 77 104117130143156167

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

Abundance #45524: Benzene, 1-methyl-3-phenoxy-

184 14.20 14.40 14.60 14.80

m/z 209.00 9.20%
5000
91
39 51 65 77 115105 | - 155 169

LAy WYMo W A Y i S —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 9-Tricosene, (2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.97 6.68ng 3526909  Chrysene-di2 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Tricosene. (2>- 322 C23H46 027519-02-4 99

2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 91
Abundance Scan 1320 (15.974 min): BF077607.D (-1318) (-) m/z 57.10 100.00%
57
5000 111 \,J\V\/¥-/xjﬁ\«~/”\ﬂAvJ\v
139,178 234 15.60 15.80 16.00 16.20
L ATase | 208 23 272280 322 32 RS G o7.31%
m/z--> 50 100 150 200 250 300 350
Abundance #129063: 9-Tricosene, (2)-
57 83
5000 111 NI PR SRR DU I
15.60 15.80 16.00 16.20
29 - 220 m/z 83.10 93.20%
‘\\\ \‘h A 1?7 s 196 224 252 294 ‘
m/z--> 50 100 150 200 250 300 350
Abundance
69
43 97 L NI R SRR DU I
15.60 15.80 16.00 16.20
5000 m/z 43.10 91.85%
125
154 196 224 269
m/z--> " 50 100 150 200 2850 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester T
3 15.60 15.80 16.00 16.20
83 m/z 69.10 82.22%
5000
111
ZQ{ 6 J‘ il \\\\hl%g. 182 210
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF021915.M Thu Mar 05 12:53:37 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.40 3.41 ng 180304 Chrysene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 52
3 Hexadecane 226 C16H34 000544-76-3 52
4 Nonadecane 268 C19H40 000629-92-5 49
5 Heptadecane 240 C17H36 000629-78-7 49
Abundance Scan 1357 (16.397 min): BF077607.D (-1355) (-) m/z 57.10 100.00%
g7
5000
147 160 189  omss0r a2 16100 1620 16140 16,60 1680
s m/z 71.10 93.91%
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57
5000 LRI SUNILR BURILN B
85 16.00 16.20 16.40 16.60 16.80
29 m/z 43.10 67.87%
| \L ‘\ H‘ (1} u‘ 1%‘\-3 I 141 L 169 197 225 253 282
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57
16.00 16,20 16.40 16.60 16.80
5000 m/z 217.10 60.74%
85
29
13 141 169 197 239 7
m/z--> 55 160 1éo 200 250 360 3%0
Abundance #73966: Hexadecane B RA e B e
57 16.00 16.20 16.40 16.60 16.80
m/z 85.10 53.00%
5000 85
29 113
DL LT a4 160 197 226
m/z--> 55 160 150 200 250 360 3éo 1&00 1650 1620 16%0 1&%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 Octadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.79 3.29 ng 173555 Chrysene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Nonadecane 268 C19H40 000629-92-5 89
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 78
4 Tritetracontane 605 C43H88 007098-21-7 58
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 56

Abundance Scan 1391 (16.786 min): BFO77607.D (-1389) (-) m/z 57.10 100.00%
57
5000
13 217 262 16.40 16.60 16.80 17.00 17.20
3 141 163 195 330 357 : : : : -
—A 236 | 283 32 m/z 43.10 67.55%
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane
57
5000 85 LRI ORI AN B B
16.40 16.60 16.80 17.00 17.20
29 m/z 71.10 65.70%
bl 1}3 141 169 197 225 254
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.40 16.60 16.80 17.00 17.20
5000 85 m/z 85.10 43.26%
29
113 141 169 197 225 268
m/z--> " 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl- B A
57 16.40 16.60 16.80 17.00 17.20
m/z 55.10 37 .43%
5000 85
3 I L[ MBa % 1s3 211 239 om
m/z--> 50 100 150 200 250 300 350 1640 16.60 16.80 17.00 17.20

8270-BF021915.M Thu Mar 05 12:53:39 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77607.D

Aca On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample : G1424-06

Misc :

ALS Vial : 26 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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.56 6.59 ng 232777 Perylene-d12 17.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Docosane, 1,22-dibromo- 466 C22H44Br2 034540-49-3 86

Abundance Scan 1459 (17.563 min): BF077607.D (-1457) (-) m/z 57.10 100.00%

g7
5000

17.20 17.40 17.60 17.80
m/z 71.10 67.84%

141163 199 217 245 270 304 329349369 396

m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000 LA L L L L L L L LB B
85 17.20 17.40 17.60 17.80
m/z 43.10 64.57%
29
L) (113 141 169 197 225 253 281 323 351 380
T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A M
85 17.20 17.40 17.60 17.80
5000 m/z 85.10 53.20%
113
35 141 169 197 225 253 281 309 338
T T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- R R RREEEEa
57 17.20 17.40 17.60 17.80
m/z 55.10 25.86%
5000 85
2 113 210
\‘ J h ] L[ A \1‘\11 169 | 239 266 309

m/z--> 50 100 150 200 250 300 350 400 17.20 17. 40 17. 60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\
Data File : BFO77607.D

Acq On : 5 Mar 2015 5:56

Operator : TP/1Z

Sample - G1424-06

Misc :

ALS Vial : 26 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... 1.38 126.4 ng 2430060 1 7.22 384474 20.0
Butane, 2-methoxy... 1.68 3.0 ng 57196 1 7.22 384474 20.0
3-Penten-2-one, 4. .. 4.19 3.4 ng 65337 1 7.22 384474 20.0
2-Pentanone, 4-hy... 4 .99 31.0 ng 596402 1 7.22 384474 20.0
unknown6 .93 6.93 50.1 ng 963138 1 7.22 384474 20.0
Phenanthrene, 2-m... 13.57 2.3 ng 90675 4 12.81 784896 20.0
Cyclohexanecarbox... 14.50 2.0 ng 108317 5 16.10 1056450 20.0
9-Tricosene, (2)- 15.97 6.7 ng 352699 5 16.10 1056450 20.0
Eicosane 16.40 3.4 ng 180304 5 16.10 1056450 20.0
Octadecane 16.79 3.3 ng 173555 5 16.10 1056450 20.0
Heptacosane 17.56 6.6 ng 232777 6 17.82 706454 20.0

8270-BF021915.M Thu Mar 05 12:53:39 2015 Page: 16



