LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\

Data File : BF081726.D

Aca On : 21 Sep 2015 22:07 Instrument :
Operator : UM/1Z BNA_F

Sample  : G3717-12 Ut
Misc i LIP-22-9-17-15
ALS Vial : 16 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-BF090115.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 1.212 8 11 14 rBY 2835730 3040229 98.31% 16.526%
2 1.441 29 31 37 rBv 81839 201041 6.50% 1.093%
3 1.521 37 38 88 rvB 837746 3092645 100.00% 16.811%
4 4.436 290 293 316 rBV 72930 202016 6.53% 1.098%
5 5.327 368 371 397 rBV 203226 524224 16.95% 2.850%
6 7.613 568 571 574 rBV 97122 237151 7.67% 1.289%
7 7.682 574 577 586 rVB 663152 1228894 39.74% 6.680%
8 8.162 616 619 624 rVB 157843 259318 8.38% 1.410%
9 8.482 644 647 655 rBV 628162 1173971 37.96% 6.382%
10 9.465 729 733 736 rBV 488650 995943 32.20% 5.414%
11 11.053 869 872 878 rBV 161771 316827 10.24% 1.722%
12 11.248 884 889 895 rVB3 13102 42418 1.37% 0.231%
13 11.922 938 948 951 rBV6 13526 57367 1.85% 0.312%
14 12.299 978 981 988 rVB 30782 72437 2.34% 0.394%
15 12.528 998 1001 1007 rVvB4 14748 51314 1.66% 0.279%
16 12.916 1030 1035 1037 rBv4 13079 32049 1.04% 0.174%
17 13.122 1046 1053 1056 rBv4 22222 80406 2.60% 0.437%
18 13.294 1062 1068 1071 rBVvV4 18542 53662 1.74% 0.292%
19 13.397 1071 1077 1080 rvv5s 12329 56335 1.82% 0.306%
20 13.488 1083 1085 1088 rVvVv 28798 58867 1.90% 0.320%
21 13.591 1091 1094 1096 rVvVv3 19405 53390 1.73% 0.290%

22 13.705 1099 1104 1107 rVvVv 913837 1803490 58.32% 9.804%
23 13.762 1107 1109 1117 rVB7 32061 108686 3.51% 0.591%
24 14.540 1171 1177 1179 rBvV4 19174 73382 2.37% 0.399%
25 15.191 1230 1234 1240 rBV 200909 395984 12.80% 2.153%

26 15.397 1249 1252 1255 rVB4 15793 35253 1.14% 0.192%
27 15.751 1279 1283 1287 rVB6 11264 31473 1.02% 0.171%
28 15.900 1293 1296 1300 rVB2 14801 32512 1.05% 0.177%
29 16.208 1320 1323 1326 rBV5 14527 37876 1.22% 0.206%
30 16.391 1336 1339 1342 rVB4 19024 40330 1.30% 0.219%
31 17.100 1397 1401 1406 rBV 489223 1036412 33.51% 5.634%
32 17.237 1411 1413 1420 rVB6 21165 72201 2.33% 0.392%
33 18.403 1512 1515 1523 rVB3 31630 83979 2.72% 0.457%
34 18.574 1528 1530 1537 rVB7 15259 48338 1.56% 0.263%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 18.700 1537 1541 1545 rBV 207880 380760 12.31% 2.070%

36 19.820 1636 1639 1643 rVB 21585 49227 1.59% 0.268%
37 20.483 1693 1697 1706 rBV 59797 159852 5.17% 0.869%
38 21.340 1770 1772 1775 rVB 16762 31517 1.02% 0.171%
39 21.877 1816 1819 1827 rBV 51069 96976 3.14% 0.527%

40 22.072 1833 1836 1839 rBV 1121897 1435853 46.43% 7.805%
41 22.895 1905 1908 1910 rBV 84362 102341 3.31% 0.556%
42 23.317 1942 1945 1946 rBV2 21152 31227 1.01% 0.170%

43 23.352 1946 1948 1952 rVB 219741 280190 9.06% 1.523%
44 24.781 2071 2073 2078 rBV 137463 197853 6.40% 1.076%

Sum of corrected areas: 18396216
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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: BF081726.D
1{21

2500000
2000000
1500000

1000000 152

7.68 8.48

500000 9.46

5.33
1 4.44 761 816
o= - — N —_———— " = —_— 7
| I I I I I | I I I I I I I I I I

Time--> 150 2.00 250 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF081726.D

2500000

2000000

1500000

1000000 13.71

500000

11.05
11.25

11.9212.3(».53 12.92.12.298 15.40151F9016.26.39

0
Time--> 10,50 11.00 1150 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BF081726.D
2500000
2000000
1500000
22,07
1000000
500000
23.35
24.78
1982 2048 21.34 218 2289 a3k i
R e R R e R R B e M
Time--> 19.50 20.00 2050 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 25.50 26.00 26.50 27.00 27.50

8270-BF090115.M Tue Sep 22 18:31:21 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

1.21 234.48 ng 3040230 1,4-Dichlorobenzene-d4 8.16
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 17
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 11 (1.212 min): BF081726.D (-8) (-) m/z 73.10 100.00%
7B
5000 43 f!
55
87
39 1.20 1.30 1.40 1.50 1.60
51 | 59 6569
'”meWmeWmmemwmwmthmWMWm“mWNWLW”Wmﬁmﬁmﬁm' m/z 43.10 47.25%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 n
Abundance #4386: Butane, 2-methoxy-2-methyl-
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 34.94%
‘2933 39 || 50 ‘ 59 69
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 26.83%
43
2 15 42933 39 | 47 53 59 6560 7781 88
L) LA LA LR AR LS LA LRE) LAREY LAAL) KAL) ARk KAL) BAAR) ALY RALAY ALY LALLY LAY AL LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl-
30 1.20 1.30 1.40 1.50 1.60
m/z 41.10 15.88%
5000 43 87
72
2 39 54 59 68 |
m/z--> (I) é 1'0 1'5 2'0 25 30 3'5 4'0 4'5 5'0 5'5 6|O 6|5 7'0 7'5 8|0 8|5 9'0 9'5 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.44 15.58 ng 202016 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 293 (4.436 min): BF081726.D (-290) (-) m/z 43.10 100.00%

43
59
5000
101

4.20 4.40 4.60 4.80

e sl 88 | "m/z 59.10 56.05%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LIS L L L L LN LN LB
4.20 4.40 4.60 4.80
m/z 58.10 14.11%
31 101
..,..zﬁu,h..3§p:.. e .,??. S <
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59
e
4.20 4.40 4.60 4.80
5000 m/z 101.10 13.84%
41
29 101
36 46 53 73 86
B e R T A B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester T
43 4.20 4.40 460 480

m/z 41.10 9.84%

5000 57
‘ ‘ 101
| 50 78 |

m/z--> 20 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown7.68 Concentration Rank 3

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

7.68 94.78 ng 1228890 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 577 (7.682 min): BF081726.D (-574) (-) m/z 132.10 100.00%
132
5000 68 /\
40 75 ® 1o 740 7.60 7.80 8.00
..,....,....,...!,“.'.‘.‘.7" 6’”'|,..':~.,..5?.7,...|.,.'!..,....,....,'...,.. m/z 68.05 47.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R U UL I IR
7.40 7.60 7.80 8.00
a1 70 m/z 66.10 34 .39%
| M5 ® 77 86 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 134.10 32.12%
31 55 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methy!- A mmm e o

132 7.40 7.60 7.80 8.00
m/z 69.10 20.03%

5000
63
15 28 3 %2 % 77 0 10 g6 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl11.92 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.62 ng 57367 Naphthalene-d8 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (52)-3-Methvl-1.5-heptadiene # 110 C8H14 050763-51-4 23
2 1.5-Heptadiene. 3-methvl- 110 C8H14 004894-62-6 23
3 2.5-Dibora-1.4-dioxane. 2.3.5.6-... 196 C10H22B202 1000161-22-0 17
4 3.4-Pentadienal. 2.2-dimethvl- 110 C7H100 004058-51-9 16
5 1-Butene, 2-(chloromethyl)- 104 C5H9CI 023010-02-8 12
Abundance Scan 948 (11.922 min): BF081726.D (-938) (-) m/z 55.10 100.00%
55
95
41 60 111
5000 81
| | 11,60 11.80 12.00 12.20
e A o o S m/z 95.10 79.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5857: (52)-3-Methyl-1,5-heptadiene #
55
5000 UL BN TR BN AR
95 11.60 11.80 12. 00 12.20
39 m/z 41.10 66.34%
27 67 81
T }?I'hh JJ"Jul Jl"\k "'|'¥1p'|"' DN SN L O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
1160 11.80 12.00 12.20
5000 m/z 111.10 66.34%
39 95
29 67 81
15 110
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53197: 2,5-Dibora-1,4-dioxane, 2,3,5,6-tetraethyl-
o9 42 57 69 11.60 11.80 12.00 12.20
m/z 69.10 59.95%
5000
84
I e B 1 e AU M
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 1180 1200 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1-Adamantanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.30 4_.57 ng 72437 Naphthalene-d8 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 72
2 Cyclohexene. 1-methvyl-3-(l-methy... 138 C10H18 013828-31-4 59
3 2-Cvclopentene-1-butanal. .aamma... 194 C13H220 060714-25-2 59
4 2-Pvrimidinamine 95 C4H5N3 000109-12-6 42
5 2-Norbornyl bromide 174 C7H11Br 029342-65-2 42
Abundance Scan 981 (12.299 min): BF081726.D (-978) (-) m/z 95.10 100.00%
9%
5000
41 AT U DR B
| 55 g7 77 100 1‘]’2 12100 12.20 12.40 1260
SRS | Y O PR L ) I m/z 41.10 17.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23932: 1-Adamantanol
95
5000 LSRN IR RN SRR
12.00 12.20 12.40 12.60
152 m/z 152.20 15.44%
15 27 M 55 67 79 | 10959 137
miz--> 20 40 60 8 100 120 140 160 180
Abundance
95
12.00 12.20 12.40 12.60
5000 m/z 96.10 14.27%
27 41 55 67 79 119 138
miz-> 20 40 60 80 100 120 140 160 180
Abundance #52024: 2-Cyclopentene-1-butanal, .gamma.,.gamma.,2,3-tetr...
12.00 12.20 12.40 12.60
m/z 94.00 13.02%
5000
29 41 55 67 8L | 107 121 137 161 176 194
m/z--> 2'0 4'0 6|0 8|0 1c')o 150 14'10 1('30 15';0 ' 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl12.53 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.53 3.24 ng 51314 Naphthalene-d8 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Buten-3-vne.4-trimethvisilvl 124 C7H12Si 002696-32-4 37
2 1(3H)-1sobenzofuranone. 3a.4.5.7... 182 C10H1403 054346-06-4 37
31.2.3.17.2"7.3"-Hexamethvl-bicvcl... 218 C16H26 051999-35-0 37
4 1(3H)-1sobenzofuranone. 4-(acetv... 224 C12H1604 054346-07-5 32
5 2-Amino-4-methylpyrimidine 109 C5H7N3 000108-52-1 27
Abundance Scan 1001 (12.528 min): BF081726.D (-998) (-) m/z 109.10 100.00%
109
5000 95
55 83
4 69 166 12.20 12.40 12.60 12.80
B NN m/z 95.10  46.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10059: 1-Buten-3-yne,4-trimethylsilyl
109
43
5000 RN ISR SRR SRR
. 124 12.20 12.40 12.60 12.80
T 67 83 m/z 83.10 26.92%
,.”.,..”,...w..??“...,”..,.”.,..”,...w....“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109
12.20 12.40 12.60 12.80
5000 m/z 55.10 24 .35%
41
91
53 o5 77 123
m/z--> 25 Jo eb éo 160 150 150 1éo 1§o 260 250
Abundance #68273: 1,2,3,1',2',3-Hexamethyl-bicyclopentyl-2,2'-diene R R EamEsmmaas
109 12.20 12.40 12.60 12.80
m/z 108.10 21.48%
5000
41 o7
55 93
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl13.12 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.12 5.08 ng 80406 Naphthalene-d8 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 38
2 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 38
3 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 38
4 Methvlphosphonic acid. fluoroanh... 208 C9H18F02P 1000273-29-7 37
5 R(-)-1-Cyano-2-methylpyrrolidine 110 C6H10N2 1000145-01-8 32

Abundance Scan 1053 (13.122 min): BF081726.D (-1046) (-) m/z 95.05 100.00%
55 111
69
5000
|| | | || ‘ “ | H I 12.80 13.00 13.20 13.40
L m/z 41.10 91.13%
m/z--> 10 20 30 40 50 80 9 100 110
Abundance #5673: Futan, 2- ethyl 5-methyl-
95
110
5000 43 A LR TR B
67 12.80 13.00 13.20 13.40
m/z 111.10 89.11%
53
mz> 10 % 30 4 50 6 70 8 % 16 110
Abundance
95
o7 USRI SRR AR
12.80 13.00 13.20 13.40
5000 a1 110 m/z 55.10 80.44%
55
27 79
15
RSN NI UL IURELI I UL SO I SULEL UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5832: Cyclohexene, 1,2-dimethyl- N LA M e
o7 95 12.80 13.00 13.20 13.40
81 m/z 69.10 65.78%
110
5000 41
27 55
||||||||||||‘| 354|.7||||||6:!-74|||8?|||||1|0|3|||||||| T T
m/z--> 10 40 50 60 70 80 90 100 110 12.80 13.00 13.20 13.40
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Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl3.29 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.29 2.71 ng 53662 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. 6-ethvl-3-0... 268 C12H22C1202 1000282-56-6 32
2 Pentane. 3-methvlene- 84 C6H12 000760-21-4 25
3 Cvclohexane. (1.2-dimethvibutvl)- 168 C12H24 061142-37-8 25
4 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 22
5 Cyclohexane, (1,2-dimethylpropyl)- 154 C11H22 051284-29-8 16
Abundance Scan 1068 (13.294 min): BF081726.D (-1062) (-) m/z 55.10 100.00%
41
5000 ga 95 11
124 SR NS SRR BN U
" 13.00 13.20 13.40 13.60
o o I o m/z 69.10 96.85%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #98885: Dichloroacetic acid, 6-ethyl-3-octyl ester
69
84
5000 43 55 TTT TTTT TTTT TTTT TTTT
111 13 00 13 20 13. 40 13. 60
29 m/z 41.10 77.69%
1 w‘\ ‘\“ ‘ ! ‘\‘ 97 | 120140 155 169 197
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 260
Abundance
41 69
55 SR NS SR SN U
13.00 13.20 13.40 13.60
5000 21 84 m/z 111.10 50.46%
15
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #34832: Cyclohexane, (1,2-dimethylbutyl)- A R e
69 13.00 13.20 13.40 13.60
m/z 95.10 48 .95%
55
5000 43 111
29
‘\‘Mu\ ..‘:.,1.2?.1.3,9.... 68
m/z--> 200 40 60 80 100 120 140 160 180 200 1300 1320 1340 1360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl13.40 Concentration Rank 19

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

13.40 2.85 ng 56335 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 4-methvl-2-propvl- 124 C8H120 006148-37-4 22
2 Pentalenoll.2-bloxirene. octahvd... 124 C8H120 055449-71-3 22
3 2-Nonvne 124 C9H16 019447-29-1 22

4 4-Pvridinol 95 CS5H5NO 000626-64-2 18

5 Hexahydroindole 123 C8H13N 018159-32-5 17
Abundance Scan 1077 (13.397 min): BF081726.D (-1071) (-) m/z 95.10 100.00%
g5
123
5000 . 11
41 60 81 140
53 |IIII|IIII|IIII|IIII|II
IH H|||M||| | | 13.00 13.20 13.40 13.60 13.80
el e A e e W e e b | MZZ 123.100 64.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10177: Furan, 4-methyl-2-propyl-
5000 41 T T 1T TT 1T ||||||||||A[l\
13.00 13.20 13.40 13.60 13.80
67 124 m/z 111.10 50.18%
29 5t ‘ 77 108
S 1| O S| ORI [N SN AN,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
I e
13.00 13.20 13.40 13.60 13.80
5000 m/z 93.10 35.28%
67 79
41 55 106 124
e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10279: 2-Nonyne
95 13.00 13.20 13.40 13.60 13.80
m/z 68.10 34 .05%
68
5000 43 gy 81
124
29 ‘ ‘ 109 \
SR NS | S| | S S SN S R, (I U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 13.40 13.60 13.80

8270-BF090115.M Tue Sep 22 18:31:29 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl13.49 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.97 ng 58867 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 27
2 3-Pvridinol 95 C5H5NO 000109-00-2 16
3 1(3H)-Isobenzofuranone. 3a.4.5.7... 182 C10H1403 054346-06-4 12
4 8-Thiabicvclol4.3.01lnonane S-oxide 158 C8H140S 1000215-10-0 12
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 12
Abundance Scan 1085 (13.488 min): BF081726.D (-1083) (-) m/z 95.10 100.00%
9%
109
5000
41 166 UL SRR BN BN U
53 67 77 125 13.20 13.40 13.60 13.80
m/z 109.10 54 _07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5829: 5,5-Dimethyl-1,3-hexadiene
95
27 67 —
5000 4l 55 1320 13.40 13.60 13.80
. 110 m/z 108.05  40.10%
'W}?P“W””P”W””P”W””P“W““P“W””P”W””P”W””P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
95
13.20 13.40 13.60 13.80
5000 m/z 166.20 22.98%
39
28 55 8 o,
WWWWWWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #43788: 1(3H)-Isobenzofuranone, 3a,4,5,7a-tetrahydro-4-hyd... S Emman n
109 13.20 13.40 13.60 13.80
m/z 94.10 22.41%
5000
41
91
A 1T | s
i | | | |
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1c')o ﬁo 12'0 150 14'10 1&1;0 1('30 17'0 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl3.76 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.49 ng 108686 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 38
2 1-Buten-3-vne.4-trimethvisilvl 124 C7H12Si 002696-32-4 32
3 2-Cvclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 30
4 2-Cyclopenten-1-one. 3.5.5-trime... 124 C8H120 024156-95-4 30
5 1,3-Hexadiene, 2,3,5-trimethyl- 124 CO9H16 061142-34-5 27
Abundance Scan 1109 (13.762 min): BF081726.D (-1107) (-) m/z 109.10 100.00%
109
5000 41
56 69 go 120 S
o1 153 13.40 13.60 13.80 14.00
m/z 41.10 41.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19233: Cyclohexanol, 3,3,5-trimethyl-
109
5000 83 R DAL UL UL SULREE B
a1 13. 40 13 60 13. 80 14.00
55 71 m/z 43.10 36.72%
‘ ‘ ‘ 96 124
"v%?w"m“'“'“M“'v'jwq?ﬂ‘ Jh"P'wW"”l'”'Pl'W"E?Q”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
109
4 1340 13.60 13.80 14.00
5000 m/z 105.10 35.59%
53 124
67 83
93

N N N S SO L LA L B L BN AN LA SRR SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 /\ )
Abundance #10236: 2-Cyclopenten-1-one, 3,4,5-trimethyl- R e e o

13.40 13.60 13.80 14.00
m/z 120.10 33.80%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl4.54 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.71 ng 73382 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvifluorobenzene 124 C8H9F 000443-88-9 43
2 5-Fluoro-m-xvlene 124 C8H9F 000461-97-2 43
3 3-Fluoro-o-xvlene 124 C8H9F 000443-82-3 38
4 (CyclopropvDtrivinvisilane 150 C9H14Si 1000109-93-8 32
5 Cyclopentanecarboxaldehyde, 2-me... 124 C8H120 1000154-24-0 30
Abundance Scan 1177 (14.540 min): BF081726.D (-1171) (-) m/z 109.10 100.00%
55 109
125
69
5000

‘| ‘H| ‘ || |” ‘ || 14.20 14.40 14.60 14.80
rrrriber b U W WL ez 41100 9240w

93
|H| 137 LN SRS A SRR N

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10265: 2,6-Dimethylfluorobenzene
109
5000 TT T I T r[rrrrrrrrprrrr?t
124 14.20 14.40 14.60 14.80
51 77 m/z 55.10 86.86%
39 96
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
109
R R R REE e
14.20 14.40 14.60 14.80
5000 124 m/z 43.10 71.32%
4 15 27 39 S5 ez 7T 0

Wmmmmwmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10261: 3-Fluoro-o-xylene e e A B
14.20 14.40 14.60 14.80

m/z 125.10 70.50%

5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 14.20 14. 40 14.60 14.80

8270-BF090115.M Tue Sep 22 18:31:31 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl7.24 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.24 3.79 ng 72201 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanonaphthalen-9-ol. 1.2.... 160 C11H120 013999-10-5 40
2 3-Butenoic acid. 2-o0xo-4-phenvl- 176 C10OH803 1000142-21-0 35
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 28
4 Benzene. 1.3-bis(l1-buten-3-vI-)- 186 C14H18 158117-62-5 28
5 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 000103-36-6 25

Abundance Scan 1413 (17.237 min): BF081726.D (-1411) (-) m/z 131.10 100.00%

1

5000 176

158

A —
148 1T2 17.00 17.20 17.40 17.60

A Tw/z 176.10  46.43%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #29374: 1,4-Methanonaphthalen-9-ol, 1,2,3,4-tetrahydro-, s...
31
5000 IIII|IIII|IIII|IIII|III
o1 17.00 17.20 17.40 17.60
. 115 up 10 m/z 115.10 44.07%
s 7w
SN AP N N O N PO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131
AN EEa TS e S
103 17.00 17.20 17.40 17.60
5000 -7 m/z 158.10 32.17%
51 176
39 63 91 120
R e A L e o B e B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20741: 1H-Indene, 2,3-dihydro-1,2-dimethyl- A A Baans m
131 17.00 17.20 17.40 17.60
m/z 91.10 31.08%
5000
o1 146
115
39 51
m/z--> 20 40 60 80 100 120 140 160 180 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 cis-.alpha.-Bisabolene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.40 4.41 ng 83979 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-.alpha.-Bisabolene 204 C15H24 029837-07-8 52
2 Bicvclooermacrene 204 C15H24 067650-90-2 52
3 .alpha.-Carvophvllene 204 C15H24 006753-98-6 49
4 1.3.7-Octatriene. 3.7-dimethvl- 136 C10H16 000502-99-8 49
5 1,4,7,-Cycloundecatriene, 1,5,9,... 204 C15H24 1000062-61-9 46
Abundance Scan 1515 (18.403 min): BF081726.D (-1512) (-) m/z 93.10 100.00%
5000 \deva/\vAw/\/\L«/’V\«r~A~NAN
204 AR BRI JUNAR DU
150 165 177 192 18.00 18.20 18.40 18.60 18.80
m/z 94.10 53.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58684: cis-.alpha.-Bisabolene
93
41
5000 AR ARS AR
67 79 18.00 18.20 18.40 18.60 18.80
105 121 m/z 80.10 51.61%
133 161 204
H ‘\ H ‘ h‘ A Ll L M e 1e
m/z--> 100 120 140 160 180 200
Abundance
41 93 121
79 107 18.00 18.20 18.40 18.60 18.80
5000 7 m/z 107.10 45_76%
29 53 1 161
204
RIS S UL S '|%f7"|' S }é?'l T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58683: .alpha.-Caryophyllene A RREEE RS E ST
93 18.00 18.20 18.40 18.60 18.80
m/z 41.10 42 .13%
5000
80
a1 121
29 55 67 10 ‘ 147 204
e 4, - .H,“. .‘M‘. , .“U. il ..1:?(3,.‘; : .1?%.1.7.5, 189 - R e
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18:20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.48 8.40 ng 159852 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 _alpha.-D-Glucopvranose. 4-0-_.be... 342 C12H22011 014641-93-1 35
5 _alpha.-D-Galactopyranoside, methyl 194 C7H1406 003396-99-4 35
Abundance Scan 1697 (20.483 min): BF081726.D (-1693) (-) m/z 43.10 100.00%
60
73
5000
85 o, 129 R o o o e o
111 143 157 171 185 199 213 20.20 20.40 20.60 20.80
m/z 60.10 81.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 783
5000 43 LRV SN B
20.20 20.40 20.60 20.80
29 85 129 143 m/z 55.10 75.78%
‘ ‘ 97 115 ‘ 15715 18
S T O e Y O e - Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 783
43 ' 20.20 20.40 20.60 20.80
5000 m/z 73.00 69.92%
29 85 129 157 200
101 115
18 143 171 1 gq
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37190: n-Decanoic acid e e
60 5 20.20 20.40 20.60 20.80
41 m/z 41.10 69.71%
29
5000
129
87
m/z--> 20 40 60 80 100 120 140 160 180 200 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.88 6.92 ng 96976 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 59
2 .beta.-D-Glucopvranose. 4-0-.bet... 342 C12H22011 005965-66-2 35
3 Amvl Nitrite 117 C5H11NO2 000110-46-3 35
4 Methvl 2.6-anhvdro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 27
5 3,5-Difluorobenzaldehyde carbamo... 199 C8H7F2N30 163893-49-0 25
Abundance Scan 1819 (21.877 min): BF081726.D (-1816) (-) m/z 43.10 100.00%
5000
97 129 185
111 142155 4, 199 241 21.60 21.80 22.00 22.20
m/z 73.10 81.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid
60 78
41
5000
) 129 21.60 21.80 22.00 22.20
87 m/z 57.05 77 .96%
L et s am
mz> 25 4b 60 B0 100 150 140 150 150 200 230 240 20
Abundance
73
43 S I SRR SR SR
60 21.60 21.80 22.00 22.20
5000 m/z 60.00 76.45%
29
103
15 86 131145
117 163177191204 21 256
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 240 2éo
Abundance #8234: Amyl Nitrite
4 57 21.60 21.80 22.00 22.20
m/z 41.10 70.39%
5000 7
2
14 85 102117 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 21. 60 21. 80 22. oo 22 20

8270-BF090115.M Tue Sep 22 18:31:35 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081726.D

Aca On : 21 Sep 2015 22:07

Operator : UM/I1Z

Sample : G3717-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.89 7.31 ng 102341 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 96
2 N-Methoxv-2-carbethoxv-2-carbamo... 188 C7H12N204 063859-03-0 42
3 Benzoic acid. 2.6-difluoro-4-met... 202 C9H8F203 084937-82-6 38
4 2.4-Difluorophenvl isothiocvanate 171 C7H3F2NS 141106-52-7 32
5 I-Methionine, N-cyclobutylcarbon... 245 C11H19NO3S 1000282-54-2 28
Abundance Scan 1908 (22.895 min): BF081726.D (-1905) (-) m/z 171.10 100.00%
111
5000 /\\
83
IEREE e oo e 2300 20
112 : : : :
140 156 189 209 252 /7 83.10 31820
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89317: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(d...
171
5000 IR AL SR AR A
2260 22.80 23.00 23.20
7183 128 m/z 44.10 24 .54%
s P T | w2
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
171
22.60 22.80 23.00 23.20
5000 m/z 71.10 19.71%
99
29 44 142
68 gs | 111106
56 188
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #57716: Benzoic acid, 2,6-difluoro-4-methoxy-, methyl ester
171 22.60 22.80 23.00 23.20
m/z 128.10 17.03%
5000
202
128
50 62 81 10011577149 156
mz-> 20 40 80 80 100 130 140 160 180 200 230 240 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\

Data File : BF081726.D

Acq On : 21 Sep 2015 22:07 Instrument :
Operator : UM/I1Z BNA_F

Sample - G3717-12 ClientSampleld :
Misc : LIP-22-9-17-15
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
Butane, 2-methoxy... 1.21 234.5 ng 3040230 1 8.16 259318 20.0
2-Pentanone, 4-hy... 4._44 15.6 ng 202016 1 8.16 259318 20.0
unknown? .68 7.68 94.8 ng 1228890 1 8.16 259318 20.0
unknownll.92 11.92 3.6 ng 57367 2 11.06 316827 20.0
1-Adamantanol 12.30 4.6 ng 72437 2 11.06 316827 20.0
unknownl12 .53 12.53 3.2 ng 51314 2 11.06 316827 20.0
unknownl13.12 13.12 5.1 ng 80406 2 11.06 316827 20.0
unknownl13.29 13.29 2.7 ng 53662 3 15.19 395984 20.0
unknown13.40 13.40 2.9 ng 56335 3 15.19 395984 20.0
unknownl13.49 13.49 3.0 ng 58867 3 15.19 395984 20.0
unknownl13.76 13.76 5.5 ng 108686 3 15.19 395984 20.0
unknownl14 .54 14.54 3.7 ng 73382 3 15.19 395984 20.0
unknownl17 .24 17.24 3.8 ng 72201 4 18.70 380760 20.0
cis-.alpha.-Bisab... 18.40 4.4 ng 83979 4 18.70 380760 20.0
Undecanoic acid 20.48 8.4 ng 159852 4 18.70 380760 20.0
n-Decanoic acid 21.88 6.9 ng 96976 5 23.35 280190 20.0
1,3,5-Triazine-2,... 22.89 7.3 ng 102341 5 23.35 280190 20.0
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