LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084595.D
Aca On - 22 Jan 2016 17:55 Instrument :
Operator : SJ/1Z E?Afs el

- _ lentosampleld :
3?22'6 : H1187-04 P001-SS015-7278-01
ALS Vial : 13 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-BF123115.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 3.584 125 131 134 rBvY 89729 160026 3.57% 0.331%
2 4.213 184 186 190 rBvV 173413 217371 4 .85% 0.449%
3 4.910 243 247 249 rBV 2149236 2942793 65.72% 6.078%
4 5.344 282 285 287 rBVY 3639523 3400142 75.94% 7.023%
5 5.744 318 320 322 rBV 185025 153452 3.43% 0.317%
6 6.396 374 377 379 rVB 3649757 4453908 99.47% 9.199%
7 6.510 385 387 390 rBVY 3822549 3799745 84.86% 7.848%
8 6.739 405 407 410 rBV 1114200 1187985 26.53% 2.454%
9 6.899 419 421 423 rBY 3416114 2896941 64.70% 5.984%
10 7.310 454 457 459 rBV 2757649 2579435 57.61% 5.328%
11 7.424 463 467 471 rBV 78824 114437 2.56% 0.236%
12 7.779 496 498 501 rBV 43541 52074 1.16% 0.108%
13 8.030 518 520 522 rBVY 2002825 1698708 37.94% 3.509%
14 8.385 548 551 555 rBV 58096 72225 1.61% 0.149%
15 8.990 598 604 612 rVB2 33585 85205 1.90% 0.176%

16 9.105 612 614 617 rBVY 3174866 4477635 100.00% 9.248%
17 9.253 624 627 630 rvB2 29238 45130 1.01% 0.093%
18 9.505 647 649 651 rBvY 936912 1024962 22.89%% 2.117%
19 9.722 664 668 671 rBv2 59130 101375 2.26% 0.209%
20 9.779 671 673 676 rVB 1477841 1813059 40.49% 3.745%

21 10.225 711 712 714 rVB 132965 103035 2.30% 0.213%
22 10.442 728 731 734 rBV 46156 74860 1.67% 0.155%
23 10.568 740 742 745 rBV2 2429861 2806431 62.68% 5.797%
24 10.693 752 753 757 rBvV2 97666 185957 4._.15% 0.384%

25 10.796 760 762 764 rBvV2 69359 91006 2.03% 0.188%
26 10.831 764 765 768 rVB3 46161 66765 1.49% 0.138%
27 10.899 768 771 773 rBV2 30323 70214 1.57% 0.145%

28 11.151 789 793 794 rBV2 69627 102812 2.30% 0.212%
29 11.265 800 803 805 rBV 2185489 1859286 41.52% 3.840%

30 11.322 805 808 813 rvB2 29068 61393 1.37% 0.127%
31 11.573 828 830 833 rvB 46647 48489 1.08% 0.100%
32 11.813 849 851 856 rBv2 40532 102955 2.30% 0.213%
33 12.145 878 880 881 rBv2 57934 53736 1.20% 0.111%
34 12.248 887 889 892 rBvV2 41684 64558 1.44% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084595.D
Aca On - 22 Jan 2016 17:55 Instrument :
Operator : SJ/1Z E?Afs el

- _ lentosampleld :
3?22'6 : H1187-04 P001-SS015-7278-01
ALS Vial : 13 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-BF123115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.305 892 894 895 rvv 84582 84900 1.90% 0.175%
36 12.339 895 897 901 rvB2 36411 75858 1.69% 0.157%
37 12.499 909 911 915 rVB 77549 100622 2.25% 0.208%
38 12.625 919 922 923 rBV 38214 62745 1.40% 0.130%
39 12.648 923 924 926 rVB 100532 82735 1.85% 0.171%
40 12.694 926 928 929 rBV2 33054 58304 1.30% 0.120%
41 12.854 939 942 944 rBV 4521764 4149831 92.68% 8.571%
42 12.945 949 950 953 rBvV 36933 54961 1.23% 0.114%
43 13.002 953 955 956 rBV 122143 129586 2.89% 0.268%
44 13.036 956 958 960 rVB3 42349 61641 1.38% 0.127%
45 13.139 965 967 969 rvB2 48831 61302 1.37% 0.127%
46 13.219 972 974 976 rBV2 57415 93957 2.10% 0.194%

47 13.322 981 983 986 rvVv 186112 287360 6.42% 0.594%
48 13.379 986 988 990 rvv 186052 220711 4._.93% 0.456%
49 13.436 990 993 994 rvv2 54257 103822 2.32% 0.214%
50 13.471 994 996 997 rvVv 148925 234097 5.23% 0.484%

51 13.505 997 999 1000 rvv 294244 307921 6.88% 0.636%
52 13.539 1000 1002 1005 rVB2 105938 188247 4._.20% 0.389%
53 13.699 1014 1016 1018 rVB 142254 162630 3.63% 0.336%
54 13.757 1020 1021 1024 rVvVv 243708 437739 9.78% 0.904%
55 13.814 1024 1026 1028 rVV 298940 373178 8.33% 0.771%

56 13.859 1028 1030 1031 rVvV 137047 153131 3.42% 0.316%
57 13.894 1031 1033 1035 rVV2 1317506 1535868 34.30% 3.172%
58 13.928 1035 1036 1039 rVB3 83296 106471 2.38% 0.220%
59 14.122 1049 1053 1054 rBV 116969 154681 3.45% 0.319%
60 14.157 1054 1056 1059 rVvv2 59580 113882 2.54% 0.235%

61 14.248 1062 1064 1067 rVB2 59769 88697 1.98% 0.183%
62 14.339 1070 1072 1075 rVB3 33344 67398 1.51% 0.139%
63 14.419 1075 1079 1080 rBV 122261 199813 4_.46% 0.413%
64 14.465 1082 1083 1086 rVvVv 53150 67073 1.50% 0.139%
65 14.568 1088 1092 1094 rvv2 133009 281104 6.28% 0.581%
66 14.614 1094 1096 1098 rVB 51750 73320 1.64% 0.151%
67 14.854 1115 1117 1120 rBV 60650 89934 2.01% 0.186%
68 15.288 1152 1155 1158 rBV 913059 1112758 24.85% 2.298%
69 15.802 1196 1200 1206 rVB5 17094 70439 1.57% 0.145%
Sum of corrected areas: 48414821
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084595.D

Aca On : 22 Jan 2016 17:55

Operator : SJ/1Z

Sample : H1187-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

P001-SS015-7278-01

Abundance TIC: BF084595.D

4000000 51
5.34 6.4
6.90

3000000

4.91
2000000

6.74
1000000

3.58 4.21 5.74

7.31

e . G

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF084595.D

4000000

9.10
3000000

10.57
11.26

2000000 8.03

9.78

1000000 9.50

10.22 , . , B B
ol 838 Is,g# | 9.25 9. 0.2210,44 1089880 11.15@3'2 115711.81 12032302 58 HBo 1718

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00 13.50

Abundance TIC: BF084595.D

4000000

3000000

2000000

13.89

1000000

15.80

e B L A R

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084595.D

Aca On : 22 Jan 2016 17:55

Operator : SJ/1Z

Sample : H1187-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Penten-2-one, 4-methyl- Concentration Rank 9

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

4.21 3.66 ng 217371 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 186 (4.213 min): BF084595.D (-184) (-) m/z 55.10 100.00%
55 33
5000
43 o8
3.80 4.00 4.20 4.40 4.60
o...,....,....,..?.|,-'- dall o er Tl m/z 83.10 97.47%
m/z--> 10 30 50 60 70 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 [ T
29 98 3.80 4.00 4.20 4.40 4.60
m/z 43.05 39.78%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
L S SUILIL I SULLS UL UL SURILL IUSIL UL B
m/z--> 10 40 50 70 90 100
Abundance
55 83
a1 380 4.00 420 4.40 4.60
5000 m/z 98.10 32.48%
27 98
15 69
34 49 63 77 91
G S S UL SULALILS S IS SIS UL IS W
m/z--> 10 30 40 50 60 70 90 100
Abundance #3097: 3-Hexen-2-one S
83 3.80 4.00 4.20 4.40 4.60
4 55 m/z 39.10 25.65%
5000
29
98
0 ﬂ 37y\‘ 49 || 62 69
LIS FURELEL FURLELELN FULELEL LU SUR LIS AU SURELELS SURLLI IURLL S NSRBI RN R
m/z--> 10 40 50 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\BF012216\
Data File : BF084595.D

Aca On : 22 Jan 2016 17:55

Operator : SJ/1Z

Sample : H1187-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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

3 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 2

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

4.91 49.54 ng 2942790 1,4-Dichlorobenzene-d4 6.74
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 247 (4.910 min): BF084595.D (-243) (-) m/z 43.10 100.00%
43
59
5000
1o 460 480 500 520
Ob el S8l 69 77 8 | "m/z 59.10 59.68%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 19.08%
15 31 101
0 | 25,7 37, 53, 83 ‘
UL UL UL SR SR UL SURELEL I SUR L S WL
m/z--> 10 40 50 70 80 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.10 15.20%
29 101
O e S P T3 8895
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- A Rmama E
59 4.60 4.80 5.00 5.20
m/z 41.10 9.43%
5000 41
31
| © g
0 "'I'}é'l""l" 'Jiﬁ"'l??uki"' 'i""l""l"'gﬁ T IR RN R LS LA
m/z--> 10 20 30 40 50 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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-methoxy-4-me... Concentration Rank 14

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

5.74 2.58 ng 153452 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-FormvImorpholine 115 C5H9NO2 004394-85-8 9
3 Morpholine. 2.6-dimethvl- 115 C6H13NO 000141-91-3 9
4 Hexane. 2-methvl- 100 C7H16 000591-76-4 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 320 (5.744 min): BF084595.D (-318) (-) m/z 43.05 100.00%
43 73
5000
| o o SIo 5k sho Gbo
O b et e e e m/z 73.10 88.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 S RN RS LS
540 5.60 5.80 6.00
m/z 115.10 11.62%
o 15 2 37| %5 7 | g3 100 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
29
115 540 560 580 600
5000 42 56 m/z 41.10 11.59%
15 72
36
e R R R RS LR RS AR RS LSS RAARS RRARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7620: Morpholine, 2,6-dimethyl-
30 540 5.60 5.80 6.00
42 m/z 39.10 7.98%
71
5000 56
115
0 15 ! ‘\H“"g : \‘\ 85 100 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084595.D

Aca On : 22 Jan 2016 17:55

Operator : SJ/1Z

Sample : H1187-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.51 Concentration Rank 1

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

6.51 63.97 ng 3799750 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 387 (6.510 min): BF084595.D (-385) (-) m/z 132.00 100.00%
5000 68
S R J o5 ok ko ok
o 87 LMeus m/z 68.10 47.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A RSN AR LRSS LA
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.77%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 30.75%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.85%
5000 og M°
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 I | | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexadecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.69 2.00 ng 185957 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Nonane. 5-(2-methvlpropvI)- 184 C13H28 062185-53-9 78
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64
Abundance Scan 753 (10.693 min): BF084595.D (-752) (-) m/z 57.10 100.00%

43 97
71
5000 P
99 10.40 10,60 10.80 11.00
o sl m/z 43.10  82.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57
43
5000 [ R B UL S SULRA

8 10 40 10 60 10. 80 11. 00
> m/z 71.05 60.00%

29
0 N w 99 113127141155169183197 226
o N AR EEEI
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
i S
= 10.40 10.60 10.80 11.00
5000 m/z 85.10 36.90%
85
29 o
0 113127141155169 282
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane e
43 57 10.40 10.60 10.80 11.00
m/z 41.05 33.62%
5000 n
85
0 d i w 99 113127141155 184
.“.”“.“,“”,””,””,”..“...”..”..“..”..”.“.”“. e = SIS
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084595.D

Aca On : 22 Jan 2016 17:55

Operator : SJ/1Z

Sample : H1187-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Isoxazole, 3,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.32 3.74 ng 287360 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 59
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 53
3 Methvlphosphonic acid. dinonvl e... 348 C19H4103P 095428-88-9 40
4 Thiophene. 2-isohexvl- 168 C10H16S 004861-59-0 40
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 39
Abundance Scan 983 (13.322 min): BF084595.D (-981) (-) m/z 97.10 100.00%
g7
57
5000
13.00 13.20 13.40 13.60
ol 38l 79 | [125 163 179 218 20 30 nTer 6T 56 31
m/z--> 50 100 150 200 250 300 350
Abundance #2915: Isoxazole, 3,5-dimethyl-
97
5000 54 USRI BN B
13.00 13.20 13.40 13.60
m/z 55.10 16.62%
Zfﬂ ‘73‘
N S L L WL
m/z--> 50 100 150 200 250 300 350
Abundance
55 97
13.00 13.20 13.40 13.60
5000 m/z 113.15 13.56%
27
07 7?'| LN UL UL UL UL U
m/z--> 50 100 150 200 250 300 350
Abundance #140426: Methylphosphonic acid, dinonyl ester e L e
o7 13.00 13.20 13.40 13.60
m/z 41.10 8.91%
5000
43 223
o | , 69, 125 151 175193 “ 241260278 299317 346
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl13.38 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.38 2.87 ng 220711 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphite. tris(2.4-dimethylpent... 376 C21H4503P 1000159-84-4 32
2 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 27
3 Mesitvl oxide semicarbazone 155 C7H13N30 003780-62-9 27
4 3.7-Undecanedione. 6.6.10-trimet... 226 C14H2602 088725-83-1 22
5 2-Propylthiazole 127 C6HONS 017626-75-4 18
Abundance Scan 988 (13.379 min): BF084595.D (-986) (-) m/z 99.10 100.00%
57 9o
137
5000
$ 155 VAT AN A
13.00 13.20 13.40 13.60
3
oA ML h s m/z 57.10 99.14%
m/z--> 50 100 150 200 250 300 350
Abundance #150360: Phosphite, tris(2,4-dimethylpent-3-yl-
57 99
5000 AR AR BRSR SUARRE R
137 13.'00 13.'20 13.'40 13.|60 '
L m/z 97.10 79.94Y%
27 163
I R 0 P T S RN S
m/z--> 50 100 150 200 250 300 350
Abundance
99
13.00 13.20 1340 13.60
5000 56 m/z 43.10 70.03%
129 155
o 180198
m/z--> - '55' ' "160" ' ﬁéo" "260" ' 550" "360" ' ééoll '
Abundance #26666: Mesityl oxide semicarbazone R R AR RN R
9 13.00 13.20 13.40 13.60
m/z 137.05 52.62%
5000 155
41
67
o 123 | |
m/z--> 50 100 1&1,0 200 250 300 3&1,0 13.'00 13.'20 13.'40 13.|60 '

8270-BF123115.M Mon Jan 25 16:05:42 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl3.47 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.47 3.05 ng 234097 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.9-Dispirol5.5Tundecane. 3.9-di... 212 C9H18B204 058163-67-0 43
2 Triallvimethvlsilane 166 C10H18Si 001112-91-0 25
3 1-1sopropvl-2-methvlpropvl ethvl._.. 210 C9H20F02P 1000298-33-2 25
4 Borinic acid. diethvl-. (2-ethvl... 198 C9H20B203 058163-56-7 25
5 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 23
Abundance Scan 996 (13.471 min): BF084595.D (-994) (-) m/z 57.10 100.00%
57
9 113
5000
83 o
41 69
153 169 13.20 13.40 13.60 13.80
o e 1S 18 m/z 97.10 62.69%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64792: 3,9-Dispiro[5,5]undecane, 3,9-diethyl-, 2,4,8,10-t...
57 138
125
111
29
5000 39 97 153 LI SN BN I S
69 gq 13.20 13.40 13.60 13.80
m/z 113.10 56.92%
| b W e
0 - - lh"‘l “I .“l ‘l‘.‘l‘ l\\l .‘Mw. . l : I" l o ‘I" Ay |1.6?. ; IM' T .2.1.1.
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
97
o | 13.20 13.40 13.60 13.80
5000 m/z 55.10 24 .90%
43 125
59
71
o 12 138 151 166
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #63347: 1-Isopropyl-2-methylpropy! ethylphosphonofluoridate e e
5 113 13.20 13.40 13.60 13.80
m/z 83.10 23.92%
5000 167
41 83
98
0 &L | 123 137 188
mz-> 20 40 60 80 100 120 140 160 180 200 ' 13.20 13.40 13.60 13.80

8270-BF123115.M Mon Jan 25 16:05:43 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084595.D

Aca On : 22 Jan 2016 17:55

Operator : SJ/1Z

Sample : H1187-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4-Butoxy-2,4-dimethyl-2-pen... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.51 4.01 ng 307921 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 64
2 Hexanoic acid. 6-tridecvl ester 298 C19H3802 1000279-29-5 38
3 2-Propvilthiazole 127 C6HONS 017626-75-4 38
4 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 33
5 2-Butenedioic acid (Z2)-, dibutyl... 228 C12H2004 000105-76-0 28

Abundance Scan 999 (13.505 min): BF084595.D (-997) (-) m/z 99.10 100.00%
Jo
57
5000
69 a3 1 155 T e e
41 | ‘ 13.20 13.40 13.60 13.80
o...,....,"...|!-,..|"..,|....'...-.,1.2.6..17‘.1..|:,1.‘?7..,..1.9?,.2.1.1.,.... m/z 57.10 69.21%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #36113: 4-Butoxy-2,4-dimethyl-2-pentene
99
43
5000 55 13.20 13.40 13.60 13.80
29 135 m/z 111.10  30.94%
0 ‘\‘\ \\ ‘H “\ ‘\\ 115127139 170
m/z--> 25 45 60 160 150 150 160 180 260 250
Abundance
99
43 13.20 13.40 13.60 13.80
5000 55 m/z 97.10 27 .29%
29 71
o 83 17 940 154 82 199 997
m/z--> 25 45 eb 86 160 150 150 160 180 260 250
Abundance #11409: 2-Propylthiazole T
58 13.20 13.40 13.60 13.80
m/z 155.15 24 .14%
5000 112
126
oL \\‘\M\‘H ||||‘|||l|||||||||||||||||||||||| L
m/z--> 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80

8270-BF123115.M Mon Jan 25 16:05:44 2016

P001-SS015-7278-01

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl3.54 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.54 2.45 ng 188247 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone. 4-methvl- 99 C5H9NO 1000197-00-3 38
2 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 37
3 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 37
4 2-l1sobutvl-1.3.2-o0xaazaborinane 141 C7H16BNO 112980-85-5 35
5 2-Propylthiazole 127 C6HONS 017626-75-4 35
Abundance Scan 1002 (13.539 min): BF084595.D (-1000) (-) m/z 99.10 100.00%
Jo
5000
155 AR SRR SRR B
324 394
133 182 230 254 281 359 13.20 13.40 13.60 13.80
ok “,Ihﬂh J.| l.'. e S Y Tm/z 57.10 97.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #3431: 2-Pyrrolidinone, 4-methyl-
30
5000 99 SR S DA DR TR B
Bmmmmmnm
56 m/z 69.10 28.23%
0.‘}V,Ww89.1... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
99
13.20 1340 13.60 13.80
5000 56 m/z 43.10 25.37%
129 155
o 180
m/z--> ' "55' B 160"' 150"' éoo"' ésd B 566 B 556 - ﬁoo
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide R s B
99 13.20 13.40 13.60 13.80
m/z 111.10 25.04%
s000{ 43
126
ol Lo L 161 184 221 254 201 324
m/z--> 55 160 150 200 250 360 350 400 1320 1340 1360 1380 '

8270-BF123115.M Mon Jan 25 16:05:45 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl13.70 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.12 ng 162630 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene. 2.2.4.6.6-pentamethvl- 168 C12H24 000123-48-8 22
2 2-Azido-2.4.4.6.6.8.8-heptamethy... 267 C16H33N3 1000293-29-1 16
3 Benzoic acid. 2-amino-3-fluoro- 155 C7H6FNO2 000825-22-9 14
4 Thiazolol5.4-dlpvrimidine 137 C5H3N3S 000273-86-9 10
5 3-Pentenoic acid, 4-methyl- 114 C6H1002 000504-85-8 10
Abundance Scan 1016 (13.699 min): BF084595.D (-1014) (-) m/z 57.10 100.00%
57
97
43 137
5000
113
& ' 13.40 13.60 13.80 14.00
o 171 193208 m/z 97.10 66.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34831: 3-Heptene, 2,2,4,6,6-pentamethyl-
57 97
5000 41 LN B UL SUGLIL B
13.40 13.60 13.80 14.00
112 168 m/z 43.10 53.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
13.40 13.60 13.80 14.00
5000 m/z 137.10 52.83%
99
o 8 11359 154168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26706: Benzoic acid, 2-amino-3-fluoro- Ll B B o A S
137 13.40 13.60 13.80 14.00
m/z 99.10 43 .30%
5000 109 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00

8270-BF123115.M Mon Jan 25 16:05:46 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.70 ng 437739 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 86
2 1-Heptadecanol 256 C17H360 001454-85-9 81
3 17-Pentatriacontene 491 C35H70 006971-40-0 72
4 Cvclooctane. 1.2-diethvl- 168 C12H24 023609-46-3 55
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 53
Abundance Scan 1021 (13.757 min): BF084595.D (-1020) (-) m/z 57.10 100.00%
g7
83
5000
111
139 13.40 13.60 13.80 14.00
ol 11 .,‘.1.1.1,56.7.1.9?....,....,....,....,....,...., m/z 55.10 84.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 LA U UL SN
13.40 13.60 13.80 14.00
29 111 m/z 83.10 77.56%
ol il L] || | 139167 106223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
55 g3
13.40 13.60 13.80 14.00
5000 m/z 43.10 74 .00%
111
29
0 139 168 210238
mz-> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene R AT o
43 13.40 13.60 13.80 14.00
m/z 69.10 56.85%
5000 83
yj 111
o | ‘ | 139167 196224 267292 321 462 490
UL FURLELEL UL SARLELEL AL BRSNS LA UURLLEL LA SO LA U UL BN
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00

8270-BF123115.M Mon Jan 25 16:05:47 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl13.81 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.86 ng 373178 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 38
2 Acetamide. 2-(4-methvl-1-piperaz... 267 C13H18CIN30 296245-55-1 35
3 Acetamide. N-(4-fluorophenvl)-2-._.. 251 C13H18FN30 1000267-87-7 23
4 2-Pentenoic acid. 4-oxo-. methvl... 128 C6H803 002833-24-1 23
5 (1-Propoxy-pentyl)-cyclopropane 170 C11H220 094883-97-3 12
Abundance Scan 1026 (13.814 min): BF084595.D (-1024) (-) m/z 57.10 100.00%
57
113
5000
83 169 13.40 13.60 13.80 14.00 14.20
N .'.|-, 22 28 s 360 Th/z 113.10  66.09%
m/z--> 50 100 150 200 250 300 350
Abundance #37834: Propanedioic acid, 2-propenyl-, dimethyl ester
81 113
59
5000] 27 LRI PRI R
13.40 13.60 13.80 14.00 14.20
m/z 111.10 22 .86%
‘ 140
OI\L\NH\H‘\“\I\‘;l‘HIM ||‘!||1|72||||||| ——
m/z--> 50 100 150 200 250 300 350
Abundance
113
70 13.40 13.60 13.80 14.00 14.20
5000 m/z 97.10 20.98%
42
267
0 91 140 168 197 225
m/z--> 50 100 150 200 250 300 350 '
Abundance #88911: Acetamide, N-(4-fluorophenyl)-2-(4-methyl-1-pipera... A o e e
113 13.40 13.60 13.80 14.00 14.20
m/z 69.10 14 .29%
70
5000
42
251
ob—bd b [ 193 J, IH161 195220 L S —
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20

8270-BF123115.M Mon Jan 25 16:05:47 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084595.D

Aca On : 22 Jan 2016 17:55

Operator : SJ/1Z

Sample : H1187-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl14.12 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.01 ng 154681 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-ethvl-1-methvl- 126 C9H18 004926-90-3 42
2 Methvlphosphonic acid. dinonvl e... 348 C19H4103P 095428-88-9 28
3 Ethvl 2-formvl-1-cvclopropanecar... 142 C7H1003 013949-93-4 9
4 2-Butvl-3.4.5.6-tetrahvdropvridine 139 C9H17N 001462-94-8 9
5 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 9
Abundance Scan 1053 (14.122 min): BF084595.D (-1049) (-) m/z 97.10 100.00%
o7
5000
57
125 153 13.80 14.00 14.20 14.40
ol pll e 4 125 18 10 224 om0 TR 400 34.71%
m/z--> 50 100 150 200 250 300 350
Abundance #11243: Cyclohexane, 1-ethyl-1-methyl-
55 97
5000 UL A SO BRI UL
13.80 14. 00 14 20 14.40
m/z 99.10 31.58%
0.‘.‘.;“,““.“‘173‘.‘,.‘%2?.,.... — ,
m/z--> 50 100 150 200 250 300 350
Abundance
97
13.80 14.00 14.20 14.40
5000 m/z 55.10 16.12%
B 125 223
ol by 1220 151 176193 | 241258278 209316334
m/z--> 50 100 150 200 250 300 350
Abundance #18748: Ethyl 2-formyl-1-cyclopropanecarboxylate, trans I e o e e e e
97 13.80 14.00 14.20 14.40
29 69 m/z 98.10 9.36%
5000
142
115
0 ,,\,,Fﬁ,‘g A I ———
m/z--> 50 100 150 200 250 300 350 13.80 1400 14.20 14.40

8270-BF123115.M Mon Jan 25 16:05:48 2016

P001-SS015-7278-01

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Thiopheneacetic acid, 2-b... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.42 2.60 ng 199813 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 2-butvl ... 198 C10H1402S 1000278-92-0 59
2 lIsoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 50
3 4-Undecen-6-one 168 C11H200 032064-74-7 50
4 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 42
5 2-Hexenoic acid, 2-hexenyl ester... 196 C12H2002 054845-28-2 42
Abundance Scan 1079 (14.419 min): BF084595.D (-1075) (-) m/z 97.10 100.00%
o7
57
5000
a| w|| 14100 14130 14190 1460 145
153 : : : : :
Ob b gl L 138793109 193209 281 SLs TR N0 53 30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54386: 2-Thiopheneacetic acid, 2-butyl ester
97
5000 AL AL DAL SRR B
57 14.00 14.20 14.40 14.60 14.80
m/z 113.10 22 .25%
mz-> 20 45 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance
14:00 14.20 14.40 14.60 14.80
5000 54 m/z 55.10 14.91%
. 39 68
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34600: 4-Undecen-6-one Al ERmEEmaE R
55 97 14.00 14.20 14.40 14.60 14.80
m/z 98.05 9.33%
112
5000 a1
125
27
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80

8270-BF123115.M Mon Jan 25 16:05:49 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084595.D

Aca On - 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-55015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl14.57 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.66 ng 281104 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 42
2 Tetrahvdrofuran-2-one. 3-I2-pent... 168 C10H1602 1000132-08-6 32
3 Bis(2-ethvlhexvI)hvdroaen phosphate 322 C16H3504P 000298-07-7 32
4 HexahvydrospirolTl.31dioxolane-2.... 240 C13H2004 066411-80-1 32
5 Hexanoic acid, 4-hexadecyl ester 340 C22H4402 1000282-83-8 32
Abundance Scan 1092 (14.568 min): BF084595.D (-1088) (-) m/z 99.10 100.00%
J9
57
5000
155
41 83 14.20 14.40 14.60 1480
0 ...,....,||...!,..|'=.,|e..= a2aan ) 1932l %2 "m/z 57.10 78.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36113: 4-Butoxy-2,4-dimethyl-2-pentene
99
43
5000 U S SRR UL SRR
155 14.20 14.40 14.60 14.80
F m/z 97.10 32.83%
ol M ‘ 1 \M ..%%?..%39...,}79,....,”..,........,”..,...w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99
14.20 14.40 14.60 1480
5000 43 m/z 111.10 32.46%

69 g3 114 139153168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128800: Bis(2-ethylhexyl)hydrogen phosphate R R
99 14.20 14.40 14.60 14.80
m/z 155.15 30.18%
5000
ol 18 L\ H 14 137153 181 211 293
,,,,,, T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF012216\

Data File : BF084595.D

Acq On : 22 Jan 2016 17:55

Operator : SJ/1Z

3?22 le H1187-04 P001-SS015-7278-01
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
3-Penten-2-one, 4... 4.21 3.7 ng 217371 1 6.74 1187990 20.0
2-Pentanone, 4-hy... 4.91 49.5 ng 2942790 1 6.74 1187990 20.0
2-Pentanone, 4-me... 5.74 2.6 ng 153452 1 6.74 1187990 20.0
unknown6 .51 6.51 64.0 ng 3799750 1 6.74 1187990 20.0
Hexadecane 10.69 2.0 ng 185957 4 11.26 1859290 20.0
Isoxazole, 3,5-di... 13.32 3.7 ng 287360 5 13.89 1535870 20.0
unknownl13.38 13.38 2.9 ng 220711 5 13.89 1535870 20.0
unknownl13.47 13.47 3.0 ng 234097 5 13.89 1535870 20.0
4-Butoxy-2,4-dime... 13.51 4.0 ng 307921 5 13.89 1535870 20.0
unknownl13.54 13.54 2.5 ng 188247 5 13.89 1535870 20.0
unknown13.70 13.70 2.1 ng 162630 5 13.89 1535870 20.0
5-Eicosene, (E)- 13.76 5.7 ng 437739 5 13.89 1535870 20.0
unknownl13.81 13.81 4.9 ng 373178 5 13.89 1535870 20.0
unknownl4 .12 14.12 2.0 ng 154681 5 13.89 1535870 20.0
2-Thiopheneacetic... 14.42 2.6 ng 199813 5 13.89 1535870 20.0
unknownl14 .57 14.57 3.7 ng 281104 5 13.89 1535870 20.0
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