LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator - 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.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 1.464 30 33 40 rBV 29799 67344 4_.97% 0.674%
2 4.104 262 264 271 rBV2 20049 43548 3.21% 0.436%
3 5.030 342 345 357 rVB 229055 406786 30.00% 4_.072%
4 7.362 547 549 555 rBV 145891 235875 17.40% 2.361%
5 7.465 555 558 564 rVB 544538 852144 62.85% 8.529%
6 7.968 599 602 607 rVB 113930 196626 14.50% 1.968%
7 8.299 627 631 634 rBV 480104 817601 60.30% 8.183%
8 9.271 712 716 719 rBV 453791 677988 50.00% 6.786%
9 10.231 797 800 803 rBV 9926 14545 1.07% 0.146%
10 10.882 854 857 861 rBV 194074 283535 20.91% 2.838%
11 11.019 864 869 873 rVvB4 7535 15295 1.13% 0.153%
12 11.499 909 911 914 rVB 18046 26322 1.94% 0.263%
13 11.991 951 954 961 rBV3 19741 33884 2.50% 0.339%
14 12.139 965 967 972 rVB2 9278 19011 1.40% 0.190%
15 12.299 978 981 984 rBV2 24313 35298 2.60% 0.353%
16 12.459 992 995 998 rBV2 10835 20494 1.51% 0.205%
17 13.088 1048 1050 1053 rvB2 10498 17932 1.32% 0.179%
18 13.225 1058 1062 1066 rvv2 18095 34416 2.54% 0.344%
19 13.408 1074 1078 1081 rBvV 11822 21673 1.60% 0.217%
20 13.534 1085 1089 1092 rBV 881149 1355866 100.00% 13.571%
21 13.854 1114 1117 1121 rVB3 8869 20270 1.49% 0.203%
22 13.957 1122 1126 1129 rBV2 11914 19013 1.40% 0.190%
23 14.071 1134 1136 1139 rVB 11008 17295 1.28% 0.173%
24 14.414 1164 1166 1169 rVB3 12876 21180 1.56% 0.212%
25 14.517 1172 1175 1177 rBV2 40740 73800 5.44% 0.739%
26 14.551 1177 1178 1181 rVB2 23224 26434 1.95% 0.265%
27 14.711 1189 1192 1194 rVB 33279 54851 4 ._.05% 0.549%
28 15.008 1215 1218 1222 rBV 201283 328361 24.22% 3.287%
29 15.088 1222 1225 1229 rBV 24554 44807 3.30% 0.448%
30 15.374 1245 1250 1251 rBV3 5842 13627 1.01% 0.136%
31 15.637 1270 1273 1277 rVB4 9284 22189 1.64% 0.222%
32 15.717 1277 1280 1286 rBVv4 8996 31833 2.35% 0.319%
33 15.820 1286 1289 1291 rBV3 9541 17098 1.26% 0.171%
34 15.934 1294 1299 1301 rBV5 11918 34182 2.52% 0.342%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator - 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.980 1301 1303 1305 rVB 12993 17925 1.32% 0.179%
36 16.026 1305 1307 1312 rBvV4 8787 21555 1.59% 0.216%
37 16.243 1321 1326 1331 rVB2 20691 37795 2.79% 0.378%
38 16.334 1331 1334 1337 rBV3 14671 32270 2.38% 0.323%
39 16.403 1337 1340 1342 rVB2 13211 27235 2.01% 0.273%
40 16.483 1342 1347 1350 rBV6 5102 15444 1.14% 0.155%
41 16.551 1350 1353 1356 rVB4 10225 24791 1.83% 0.248%
42 16.631 1356 1360 1361 rBV2 8975 18360 1.35% 0.184%
43 16.677 1361 1364 1367 rBVY 626237 842648 62.15% 8.434%
44 16.906 1380 1384 1387 rBV3 8212 23085 1.70% 0.231%
45 17.043 1393 1396 1400 rVB6 6945 18110 1.34% 0.181%
46 17.134 1402 1404 1408 rVv2 20131 31790 2.34% 0.318%
47 17.317 1418 1420 1422 rBV3 10482 22558 1.66% 0.226%
48 17.363 1422 1424 1426 rVB2 12622 16300 1.20% 0.163%
49 17.443 1429 1431 1433 rVB3 9613 14588 1.08% 0.146%
50 17.488 1433 1435 1438 rBV2 6401 14367 1.06% 0.144%
51 17.774 1457 1460 1463 rVB 295713 355678 26.23% 3.560%
52 17.889 1469 1470 1473 rVV3 9704 16959 1.25% 0.170%
53 17.957 1473 1476 1478 rVV3 7714 16400 1.21% 0.164%
54 18.014 1478 1481 1483 rVB3 7021 14866 1.10% 0.149%
55 18.369 1507 1512 1516 rVB5 8005 22214 1.64% 0.222%
56 18.757 1545 1546 1549 rBV3 15205 22577 1.67% 0.226%
57 18.906 1557 1559 1560 rBV2 9308 17468 1.29% 0.175%
58 18.929 1560 1561 1564 rVB3 12409 15545 1.15% 0.156%

59 19.466 1605 1608 1611 rVB 95229 130795 9.65% 1.309%
60 19.900 1643 1646 1650 rBV 103079 119949 8.85% 1.201%

61 20.003 1653 1655 1658 rVB 1022774 1248212 92.06% 12.493%

62 20.792 1720 1724 1726 rBV2 70967 93598 6.90% 0.937%
63 20.929 1734 1736 1738 rBV 12693 18649 1.38% 0.187%
64 21.272 1761 1766 1769 rBV 299924 368486 27.18% 3.688%
65 21.660 1797 1800 1802 rVB 11106 16374 1.21% 0.164%
66 22.038 1832 1833 1838 rVB4 12621 16740 1.23% 0.168%
67 22.415 1863 1866 1868 rBV2 10237 13814 1.02% 0.138%
68 22.929 1908 1911 1914 rBV 212188 285091 21.03% 2.853%
69 23.158 1926 1931 1934 rBV3 10767 20023 1.48% 0.200%
70 23.523 1961 1963 1969 rBv4 8581 24066 1.77% 0.241%
71 23.889 1992 1995 1999 rBV6 7935 21630 1.60% 0.216%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator - 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 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: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF011415.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 24.518 2046 2050 2053 rBV5 12948 36346 2.68% 0.364%
73 24.563 2053 2054 2061 rVB7 4440 15557 1.15% 0.156%

Sum of corrected areas: 9990981
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF076929.D
1000000

800000

600000 7.46

8.30

400000

5.03

200000 745
J 7.97

1.46 4.10
T T T T T T T f T T T T I I T T T

Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF076929.D
1000000

13.53
800000
16.68
600000
400000

17.77

200000 1088

71 .0 KRR
oL 1023 jrioz 1150 1108kxiPss 131652341 13397 14%4FR 71 15.095 374 gy Sews 1778061 18.37

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BF076929.D
1000000 20100

800000
600000

400000
21.27
22.93
200000
g
19.47 19.9p 20.79
18@% A AZO.93 21.66 22.04 22.41 23.16 23.52 23.89 255

e T o L R o e B e R ARmE Lo o

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00

8270-BF011415.M Tue Jan 20 11:47:28 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.10 4.43 ng 43548 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 9
3 Silane. ethvldimethvl- 88 C4H12Si 000758-21-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 264 (4.104 min): BF076929.D (-262) (-) m/z 43.10 100.00%
43
59
5000
| i 380 4.00 4.20 440
"W”'W””I””ﬁ'”Pd'P”W'”W”'W””I””P'”P”'P”W'“W m/z 59.00 57.01%
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 L L LI I I
59 3.80 4.00 420 4.40
m/z 58.00 20.12%
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
380 4.00 4.20 440
5000 M m/z 101.00 16.03%
68
50 126 142
wﬂmﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1970: Silane, ethyldimethyl- e e
59 3.80 4.00 4.20 4.40
m/z 41.10 11.56%
5000
45 73
87
@ ]
”W'”W”“m””I““Pm““”'H“W'”“”'W””I“”P'“P'”P“'I R U R TR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknown7.46 Concentration Rank 1

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

7.46 86.68 ng 852144 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 558 (7.465 min): BF076929.D (-555) (-) m/z 132.00 100.00%
5000 68
96 R LR I L R
40 54 7 &7 5 7.20 7.40 7.60 7.80
e m/z 68.10 39.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 U R IR UL
7.20 7.40 7.60 7.80
33 44 o 105 m/z 134.00 32.02%
R '“"'iq""' P" "‘IJ"%¥5I' LR AL AL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
720 740 7.60 7.80
5000 m/z 66.00 26 .84%
92
65
o7 39 51 77 105 .4
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R Ema B
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 17.09%
5000 98 116
R |""|""|'§% 'Imq7'hl' el "'¥5?" "|'1??' R UL I L L
m/z--> 20 40 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.39 ng 33884 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 72
2 Benzene. (ethenvlthio)- 136 C8H8S 001822-73-7 64
3 2-Hvdroxv-3-methvlbenzaldehvde 136 C8H802 000824-42-0 64
4 Benzaldehvde. 3-methoxv- 136 C8H802 000591-31-1 59
5 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 59
Abundance Scan 954 (11.991 min): BF076929.D (-951) (-) m/z 135.00 100.00%
135
5000
91
145 LA AR A AR B
39 55 69 77 | 11.60 11.80 12.00 12.20 12.40
M S N RS NSNS || [HESS . m/z 136.00 81.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15788: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91 AR SR SR B
11/60 11.80 12,00 12.20 12.40
m/z 91.10 35.13%
2 ¥ Sley § Tig | aomee 1|
miz-> 20 30 40 50 60 70 8 60 100 110 120 130 140 150
Abundance
135
11.60 11.80 12.00 12.20 12.40
5000 91 m/z 145.10 19.51%

51
27 39 58 8 774, 109 199

102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #15759: 2-Hydroxy-3-methylbenzaldehyde
186 11.60 11.80 12.00 12.20 12.40
m/z 134.00 12 _.52%
5000 77
90
6 ‘ ‘ 118
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Benzene, pentamethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.30 2.49 ng 35298 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 87
2 Benzene. l1l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 87
3 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 74
4 Benzene. 1.4-dimethvl-2-(1l-methv... 148 C11H16 004132-72-3 72
5 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 72
Abundance Scan 981 (12.299 min): BF076929.D (-978) (-) m/z 133.10 100.00%
5000
91 18 R AR RN BB A
39 51 65 77 105 115 162 12.00 12.20 12.40 12.60

m/z 148.10 27 .40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21797: Benzene, pentamethyl-

133

148

5000 SRMSERSENSSNY A I 1 M-
12.00 12.20 12.40 12.60

m/z 91.00 19.76%

27 ﬁl 51 65 17 %1 105 117 | |
1 | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
133
12.00 12.20 12.40 12.60
5000 m/z 134.00 18.33%
148
105 119
15 27 3 51 g5 77 91
WWTWWTWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21873: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene e
133 12.00 12.20 12.40 12.60
m/z 115.00 16.35%
5000
o1 105 148
e P Lw
T e e e e e e =
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.23 2.10 ng 34416 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 62
2 Benzene. (1.3-dimethvl-2-butenvl)- 160 C12H16 050704-01-3 59
3 Benzene. 1-(1.1-dimethvlethvI)-4._. 160 C12H16 001746-23-2 53
4 4-(N-Methvl-N-methoxv)indancarbo... 205 C12H15N0O2 1000284-45-9 53
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001985-59-7 47
Abundance Scan 1062 (13.225 min): BF076929.D (-1058) (-) m/z 145.10 100.00%
145
5000
o1 115 160
s 51 e | ‘ 105 1:?1 13.00 13.20 13.40 13.60
SN S . S NSNS S /N N E m/z 115.00 39.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29451: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145
5000
160 13.00 13.20 13.40 13.60
115 128 m/z 117.10  38.49%
15 27 39 5} 63 77 91 105 M‘ |
! Ll ‘\
m/z--> 10 20 3'0 4'0 50 60 7'0 8|0 90 100 11'0 120 130 140 150 1('30 '
Abundance
145
'~ 13.00 13.20 13.40 13.60
5000 m/z 160.10 35.66%
9a 117 160

27 41 51 67 77 105 130

wmmmmﬂmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #29436: Benzene, 1-(1,1-dimethylethyl)-4-etheny!l- e

145 13.00 13.20 13.40 13.60
m/z 91.00 34.88%

5000 117
160
‘ 91 105 128
”q””“”wujpuw””“m.“ﬂp”w””lﬂ.”M.quupﬂw””““q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 8 Naphthalene, 1,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14 .52 4_.50 ng 73800 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 89
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 87
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 81
4 Naphthalene. 1l-ethvl- 156 C12H12 001127-76-0 76
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 70
Abundance Scan 1175 (14.517 min): BF076929.D (-1172) (-) m/z 141.00 100.00%

141 156
5000 115
77 128 S (SN W R G

39 51 63 91 102 | || |" 14.20 14.40 14.60 14.80

reprerr e e e e e e m/z 156.10 84_85%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27173: Naphthalene, 1,5-dimethyl-

156

141

5000 e e
14.20 14.40 14.60 14.80

m/z 115.00 40.48%

15 27 39 51 63 77 g9 10 1}5 28

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

156
141
14.20 14.40 14.60 14.80

5000 m/z 145.10 28._.75%

115
27 39 51 65 7 89 102

Wwwmmﬁmwmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

128

Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156 14.20 14.40 14.60 14.80
m/z 128.00 23.89%
5000
o 115 128
BRI B i I N )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Naphthalene, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.71 3.34 ng 54851 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 93
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 92
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 90
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 90
Abundance Scan 1192 (14.711 min): BF076929.D (-1189) (-) m/z 141.10 100.00%
141
156
5000
115 128 AR AR IR RAARE
39 51 63 76 177 14.40 14.60 14.80 15.00
a1 % m/z 156.10 69.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27174: Naphthalene, 1,3-dimethyl-
141 156
5000 UL A B SUMILE SRS
14.40 14.60 14.80 15.00
76 115 g m/z 155.10 18.74%
AR L e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
14.40 1460 14,80 15.00
5000 m/z 115.00 18.51%
39 51 63 77 g9 qp 0 128
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156 14.40 14.60 14.80 15.00
m/z 128.10 16.77%
5000
115
63 76 128 ‘
i |1|5| .2‘.7. |3\|9| IS‘\:ILI I“l "'Mlhl I%QI .1|Q.2. I‘; I .“.‘. i ‘I" .‘H“ ——
m/z--> 20 40 60 80 100 120 140 160 180 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 unknownl15.93 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.08 ng 34182 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-ethoxv- 172 C12H120 005328-01-8 43
2 1.2-Dimethvl-3-formvlindole 173 C11H11NO 038292-40-9 32
3 3H-Indole. 2.3.3-trimethvl- 159 C11H13N 001640-39-7 27
4 Pvrazine. 2-hvdroxv-5-phenvl- 172 C10H8N20 025844-72-8 22
5 Isoxazole, 5-methyl-3-phenyl- 159 C10H9NO 001008-74-8 22
Abundance Scan 1299 (15.934 min): BF076929.D (-1294) (-) m/z 115.10 100.00%
115 144
159 172
5000 41 131
55 65 /7 B I
|| | | H | 15.60 15.80 16.00 16.20
B L LA, TR B B o L e m/z 144.10 95.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37524: Naphthalene, 1-ethoxy-
115 144
172
5000
15.60 15.80 16.00 16.20
m/z 159.00 60.36%
1 239 51 8 75 P | 1 s
miz--> B 4 e 8 10 Do 1o 16 ik
Abundance
172
15.60 15.80 16.00 16.20
5000 m/z 172.10 52.43%
63 17 102 e 1a4
42 51 86 128 .
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29027: 3H-Indole, 2,3,3—trimethy|— LI L L L B L N BN
144 15.60 15.80 16.00 16.20
159 m/z 131.00 49 .74%
117
5000
39 51 77 oL 103
15 57 ‘ ‘
...L,J;.‘M | M wH J..Nm..h?%?.“...‘..”,.
m/z--> 20 80 100 120 140 160 180 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.30 ng 37795 Acenaphthene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 95
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 93
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 91
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87
Abundance Scan 1326 (16.243 min): BF076929.D (-1321) (-) m/z 155.10 100.00%
185
170
5000
128 145
41 5L 65 76 g9 107 183 198 16.00 16.20 16.40 16.60
e m/z 170.10 71.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36215: Naphthalene, 1,6,7-trimethyl-
170
155
5000
16.00 16.20 16.40 16.60
128 m/z 153.00 20.94%
27 39 76 115
ol 1 il | O I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
155 170
16.00 16.20 16.40 16.60
5000 m/z 145.10 18.67%
37 51 71 84 100 115 P14
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #36210: Naphthalene, 1,4,6-trimethyl-
155 16.00 16.20 16.40 16.60
170 m/z 128.00 18.55%
5000
115 128 141
63 77
— .|....4|0. I5‘f|.l I‘*" .‘l‘l”l‘8.9. .1|Q.2. .‘.l.‘.‘. -‘|“- .‘.“l I .“.M. R e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Cyclic octaatomic sulfur Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.47 7.35 ng 130795 Phenanthrene-d10 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 94
2 Benzoic acid. 2.5-dinitro- 212 C7H4N206 000610-28-6 53
3 2-Benzimidazolvl methane thiosul... 244 C8H8N203S2 1000256-39-2 9
4 2-Norbornanone. 1-(epithioethvl)... 228 C11H1603S 001782-93-0 9
5 1,2,5,6-Tetrathiocane 184 C4H8S4 001940-01-8 9
Abundance Scan 1608 (19.466 min): BF076929.D (-1605) (-) m/z 63.95 100.00%
84
5000
128 160
9 192 256 UL AU U
43 29 | 24 19.20 19.40 19.60 19.80
e e e b e e e b e || M/ 127.90 38 44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
160
5000 128 192

19.20 19.40 19.60 19.80
224 m/z 159.90 32.01%
|

32 96
| \ \

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

Abundance
30 75
92 AIIIIIIIIIIIIIIIIIIIIIII
168 19.20 19.40 19.60 19.80
m/z 95.90 22 .80%
5000 50 120 212
62
104 135148 195
R e B B e e B REmnE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #85038: 2-Benzimidazolyl methane thiosulfuric acid
64 19.20 19.40 19.60 19.80
m/z 255.80 20.22%
5000 48
| 77 e1gpqMB13L 162 4 244
R e o R IRAREEEEE SRR R e  EREmEma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 19 20 19.40 19.60 19.80

8270-BF011415.M Tue Jan 20 11:47:36 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.90 6.51 ng 119949 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 46
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 32
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 1646 (19.900 min): BF076929.D (-1643) (-) m/z 56.10 100.00%
56
5000 41
939 257 T P
|| |l” |. 157 185 213 19.60 19.80 20.00 20.20

- | m/z 57.10 66.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
41 19.60 19.80 20.00 20.20
m/z 41.05 40.20%
‘ ‘ 101 129 185 213 239 257
2 AL i L 297 1 28 | 88 32
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
o TR LA B i B MR L
19.60 19.80 20.00 20.20
5000 41 m/z 55.10 37.65%
73
129
26 9112 157 185 213 23927 g1 317
Wmmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- R BB e SR
56 19.60 19.80 20.00 20.20
41 m/z 43.05 34.72%
5000
73
‘ d 95 113128
T e O IR A M B EE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 60 19. 80 20. 00 20.20

8270-BF011415.M Tue Jan 20 11:47:37 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BF076929.D

Aca On : 19 Jan 2015 14:48

Operator =: 1Z / TP

Sample : Gl101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF011415_.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.79 5.08 ng 93598 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 86
2 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
3 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 38
4 Cvclopropane. 1-(l-methvlethv)-... 210 C15H30 041977-39-3 32
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 32

Abundance Scan 1724 (20.792 min): BF076929.D (-1720) (-) m/z 56.10 100.00%
56
5000
N |3 o T 20040 20560 20,80 2100 21.20
171 285 : ) . . .
A I-U bodp o | ML aw 275 L TE7 00 72 A0
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
20.40 20.60 20.80 21.00 21.20
29 1 13 129 - m/z 43.10  35.35%
97 267
— “: \I T ‘M \‘H‘ I\M\I \‘\I\ I\\hl . ?‘57 - ]I-§I5 |2|13| szll . ‘: I\‘I |3:|I-1| |34i.0|
m/z--> 50 100 150 200 250 300
Abundance
56
20.40 20.60 20.80 21.00 21.20
50000 0 m/z 55.00 35.19%
85 111 140
m/z--> " 50 100 150 200 250 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- M EEREEE REE S T
56 20.40 20.60 20.80 21.00 21.20
m/z 41.10 35.12%
5000
73
. .Jd. . — e K
m/z--> 50 100 150 200 250 300 20.40 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
Data File : BF076929.D

Acq On : 19 Jan 2015 14:48

Operator - 1Z / TP

Sample : G1101-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.10 4.4 ng 43548 1 7.97 196626 20.0
unknown? .46 7.46 86.7 ng 852144 1 7.97 196626 20.0
Benzo[b]thiophene... 11.99 2.4 ng 33884 2 10.88 283535 20.0
Benzene, pentamet... 12.30 2.5 ng 35298 2 10.88 283535 20.0
Naphthalene, 1,2,... 13.23 2.1 ng 34416 3 15.01 328361 20.0
Naphthalene, 1,5-... 14.52 4.5 ng 73800 3 15.01 328361 20.0
Naphthalene, 1,3-... 14.71 3.3 ng 54851 3 15.01 328361 20.0
unknownl15.93 15.93 2.1 ng 34182 3 15.01 328361 20.0
Naphthalene, 1,6,... 16.24 2.3 ng 37795 3 15.01 328361 20.0
Cyclic octaatomic... 19.47 7.3 ng 130795 4 17.77 355678 20.0
Hexadecanoic acid... 19.90 6.5 ng 119949 5 21.27 368486 20.0
Octadecanoic acid... 20.79 5.1 ng 93598 5 21.27 368486 20.0
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