LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084592.D
Aca On : 22 Jan 2016 16:32 Instrument :
Operator : SJ/1Z E?Afs el

- _ lentosampleld :
3?22'6 : H1187-01 P001-SS015-7278-02
ALS Vial : 10 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 4.213 183 186 191 rVB 190269 269761 4 .95% 0.477%
2 4.910 243 247 250 rBVY 2822161 4186000 76.82% 7.402%
3 5.344 282 285 287 rBVY 4487534 4243033 77.87% 7.502%
4 5.744 318 320 322 rBV 299800 250589 4 .60% 0.443%
5 6.396 374 377 379 rVB 4775886 5180612 95.07% 9.160%
6 6.510 385 387 390 rBVY 3770962 4500289 82.59% 7.957%
7 6.739 405 407 410 rBV 993970 1129577 20.73% 1.997%
8 6.899 419 421 423 rVB 3791352 3344256 61.37% 5.913%
9 7.310 454 457 460 rBVY 2903588 3014724 55.32% 5.331%
10 7.424 462 467 473 rVB 83276 117861 2.16% 0.208%

11 8.030 517 520 522 rVV 1946737 1628852 29.89%% 2.880%
12 8.384 549 551 555 rBvV 60341 71799 1.32% 0.127%
13 8.990 600 604 609 rBv2 61640 116254 2.13% 0.206%
14 9.116 612 615 617 rBV 4315768 5449144 100.00% 9.635%
15 9.253 624 627 630 rVB3 39253 54623 1.00% 0.097%

16 9.505 647 649 651 rBVY 1067688 1300691 23.87% 2.300%
17 9.722 665 668 671 rBv2 72175 119146 2.19% 0.211%
18 9.779 671 673 676 rvV 1325827 1713023 31.44% 3.029%
19 10.202 705 710 711 rBV 46223 65614 1.20% 0.116%
20 10.225 711 712 714 rVB 188746 152076 2.79% 0.269%

21 10.442 729 731 735 rBV 61765 116018 2.13% 0.205%
22 10.568 740 742 745 rBV2 2397504 2895278 53.13% 5.119%
23 10.705 752 754 758 rBV2 141065 262590 4.82% 0.464%
24 10.762 758 759 760 rvVv 79359 58412 1.07% 0.103%
25 10.796 760 762 764 rvv2 94944 123851 2.27% 0.219%

26 10.830 764 765 768 rvB2 71892 98459 1.81% 0.174%
27 10.899 768 771 773 rBV2 52313 114527 2.10% 0.203%
28 10.933 773 774 777 rVV3 50919 67643 1.24% 0.120%
29 10.979 777 778 780 rvVv 93708 82693 1.52% 0.146%
30 11.059 783 785 788 rVB 85955 96199 1.77% 0.170%

31 11.150 788 793 794 rBV 106974 150144 2.76% 0.265%
32 11.265 801 803 805 rBV 2013419 1711710 31.41% 3.027%
33 11.322 806 808 813 rvB2 40209 85604 1.57% 0.151%
34 11.573 828 830 833 rvB 70882 68524 1.26% 0.121%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084592.D
Aca On : 22 Jan 2016 16:32 Instrument :
Operator : SJ/1Z E?Afs el

- _ lentosampleld :
3?22'6 : H1187-01 P001-SS015-7278-02
ALS Vial : 10 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 11.951 861 863 867 rBvV3 30375 79847 1.47% 0.141%
36 12.088 874 875 877 rVB 44419 58378 1.07% 0.103%
37 12.145 878 880 881 rBv2 83163 72804 1.34% 0.129%
38 12.248 887 889 892 rBvV 64622 94282 1.73% 0.167%

39 12.305 892 894 895 rvv 142239 134929 2.48% 0.239%
40 12.339 895 897 902 rVB3 50230 107799 1.98% 0.191%

41 12.499 907 911 915 rVB 121990 170017 3.12% 0.301%
42 12.625 919 922 923 rBV2 55192 84769 1.56% 0.150%
43 12.648 923 924 926 rVB 159552 134011 2.46% 0.237%
44 12.694 926 928 933 rBv4 51550 139168 2.55% 0.246%
45 12.854 939 942 944 rBV 4322955 4678977 85.87% 8.273%

46 12.888 944 945 949 rVB 64331 69647 1.28% 0.123%
47 12.956 949 951 953 rBV 53945 68351 1.25% 0.121%
48 13.002 953 955 956 rBV 232549 233319 4.28% 0.413%
49 13.139 965 967 969 rVB3 59730 86099 1.58% 0.152%
50 13.219 971 974 975 rBV 44888 75323 1.38% 0.133%

51 13.334 981 984 986 rvVv 248300 367588 6.75% 0.650%
52 13.379 986 988 990 rvv 252417 272409 5.00% 0.482%
53 13.471 994 996 997 rvVv 235256 290341 5.33% 0.513%
54 13.505 997 999 1000 rvv 467243 448666 8.23% 0.793%
55 13.551 1000 1003 1006 rVB2 175202 276016 5.07% 0.488%

56 13.699 1014 1016 1018 rVB 176529 221331 4._.06% 0.391%
57 13.768 1020 1022 1024 rVV 155699 280811 5.15% 0.497%
58 13.814 1024 1026 1029 rVvVv 384273 511507 9.39% 0.904%
59 13.859 1029 1030 1031 rVV 191405 182315 3.35% 0.322%
60 13.894 1031 1033 1035 rVV 1041824 1436281 26.36% 2.540%

61 14.042 1044 1046 1049 rVVv3 51785 136880 2.51% 0.242%
62 14.122 1051 1053 1055 rVvVv 220242 272520 5.00% 0.482%
63 14.168 1055 1057 1059 rvv 114172 207260 3.80% 0.366%
64 14.214 1059 1061 1063 rVvV 62904 113042 2.07% 0.200%
65 14.248 1063 1064 1066 rVvVv 73620 89874 1.65% 0.159%

66 14.339 1070 1072 1075 rVVv3 41958 84925 1.56% 0.150%
67 14.419 1075 1079 1080 rVvVv 196743 284776 5.23% 0.504%
68 14.454 1080 1082 1086 rVV3 46849 118349 2.17% 0.209%
69 14.568 1088 1092 1094 rVVv2 195795 367917 6.75% 0.651%
70 14.614 1094 1096 1098 rVB 67257 94029 1.73% 0.166%

71 14.751 1104 1108 1113 rVB3 57068 110745 2.03% 0.196%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084592.D

Aca On : 22 Jan 2016 16:32

Operator =: SJ/1Z

Sample : H1187-01

Misc :

ALS Vial : 10 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.865 1115 1118 1120 rBV 72449 100711 1.85% 0.178%
73 15.288 1153 1155 1158 rBV 820524 1036094 19.01% 1.832%
74 15.437 1166 1168 1176 rVB7 36683 123812 2.27% 0.219%

Sum of corrected areas: 56555495
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012216\

BF084592.D

22 Jan 2016 16:32

SJ/1Z

H1187-01

10 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

P001-SS015-7278-02

Abundance

4000000

3000000

2000000

1000000

4.21

TIC: BF084592.D
5.34

4.91

5.74

40

6.51

6.90

6.74

7.31

Ot——
Time-->

5.00

5.50

Abundance

4000000

3000000

8.03

2000000

1000000

0

9.12

9.78

f%ﬁ 9.25 9.

8.38

TIC: BF084592.D

10.57
11.26

19T RenmAtIc1%, 3o 1157 11,98 2

T
Time--> 8.00

8.50

9.00 9.50

10.50

11.00 11.50 12.00

12.50

B
. 4
I

ET Ty

13.00 13.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF084592.D

I
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 : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4.21 4.78 ng 269761 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 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 186 (4.213 min): BF084592.D (-183) (-) m/z 83.10 100.00%
55 3
5000
43 98
3.80 4.00 4.20 4.40 4.60
0 ...,....,....,..?3|,-':...;l.'.:.??.‘??,...77.,.'...,....,.... m/z 55.10 94.55%
m/z--> 10 20 30 40 50 60 70 8 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 40.04%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
83
55 380 400 420 4.40 4.60
5000 43 m/z 98.10 34.60%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
5 83 3.80 4.00 4.20 4.40 4.60
m/z 39.10 25.38%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A SN VE——
m/z--> 10 20 30 40 50 60 70 8 90 100 3.80 4.00 4.20 4.40 4.60

8270-BF123115.M Mon Jan 25 16:04:07 2016 Page: 5



Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 2

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

4.91 74.12 ng 4186000 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 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 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): BF084592.D (-243) (-) m/z 43.10 100.00%
43
59
5000
ot 460 480 500 520
0 ...,....,....,..?7.','::..,??'.'.,...‘??..?7.,??..,....~,|....,. m/z 59.10 60.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I LI L
59 460 480 500 520
m/z 101.10 19.29%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520
5000 41 m/z 58.10 15.74%
31
69 87
15 53 98
e S L S LIRS SUSILLS UL IULILS IULI A LIS WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T .A. ,
59 4.60 4.80 5.00 5.20
m/z 41.05 9.26%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
LU UL UL SR SR UL SURBLEL I SR S WL IR RN R LS LA
m/z--> 10 20 30 40 50 60 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 : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 9

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

5.74 4_.44 ng 250589 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-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 25
3 3.6-Heptanedione 128 C7H1202 001703-51-1 23
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 12
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10

Abundance Scan 320 (5.744 min): BF084592.D (-318) (-) m/z 43.10 100.00%
43 7
5000
5 e 100 15 ’5.40 560 580 6.00
N 1| O TN - SR NN NN NN m/z 73.10  94.72%
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 A RN RS S
540 5.60 5.80 6.00
m/z 115.10 11.70%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 540 560 580 600
5000 m/z 41.10 10.57%
o P 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #11787: 3,6-Heptanedione
43 540 5.60 5.80 6.00
m/z 39.10 6.75%
57 9%
5000 29
71
0 | sl 1l 85 .
R SN SURL I UL IR SO UL UL SULILL S SR B A LN R S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.51 Concentration Rank 1

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

6.51 79.68 ng 4500290 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 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 387 (6.510 min): BF084592.D (-385) (-) m/z 132.00 100.00%
32
5000 68
54 ‘ 75 %® o 620 6.40 6.60 6.80
o.,....,....'!'!.‘.‘?," Sl 8L M5 Ml Tm/z 68.10  48.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A ARAE R LRSS LR
6.20 6.40 6.60 6.80
78 m/z 134.00 32.88%
e o
0'P'”I”J“'h'P'”I”'“'“'P'”I”'W'“'P'”I“'W‘”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 680
5000 m/z 66.10 31.12%
33 am g7 105
51 60 70 78 g 115
O T T T T T R T T T T T T e T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e e
132 6.20 6.40 6.60 6.80
m/z 69.10 19.97%
5000
92
o273 Sl s \ m | T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.07 ng 262590 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Eicosane 282 C20H42 000112-95-8 83
3 Tetradecane 198 C14H30 000629-59-4 83
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 754 (10.705 min): BF084592.D (-752) (-) m/z 57.10 100.00%
g7
5000 85
10.40 10.60 10.80 11.00
o...J,.-! l“"“l,l.e?l?:? 28 m/z 43.10 67.02%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 SR B DU BN SRR
85 10,40 10.60 10.80 11.00
m/z 71.10 61.33%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00 _
5000 m/z 85.05 40.86%
85
29
o 113 141 169 107 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #55008: Tetradecane I B R A
57 10.40 10.60 10.80 11.00
m/z 41.10 32.27%
5000 85
29
0 1 | Ly 113‘ 141 169 198
m/z--> 50 100 150 200 250 300 350 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 : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 4-Undecen-6-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.00 3.25 ng 233319 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Undecen-6-one 168 C11H200 032064-74-7 59
2 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 53
3 4-Methvl-2.3-hexadien-1-ol 112 C7H120 1000196-09-6 47
4 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 42
5 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 42
Abundance Scan 955 (13.002 min): BF084592.D (-953) (-) m/z 97.10 100.00%
g7
57
5000
43 || 69 g3 | 11 12/60 12,80 13.00 13.20 13.40
T — | il ) 120187 158 168 185199 227 244 | .77 57 10 53.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34600: 4-Undecen-6-one
55 97
5000 112 LA L I L L B L L L B
41 195 nmnmwmmwnm
70 m/z 99.10 26.34Y%
0 |.U..ﬁ‘...‘k,.U‘..|8?...”|....|....|....|:!'(.3§.|.... [TTTTprrrrprTT
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
g 97
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—r
12.60 12.80 13.00 13.20 13.40
5000 54 m/z 55.10 19.21%
27 39 69
A R A R B B SRS L SR LA RN R
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6385: 4-Methyl-2,3-hexadien-1-ol A RREEE RS E ST
4 1 97 12.60 12.80 13.00 13.20 13.40
55 m/z 43.10 13.66%
5000 67
112
0 H‘ H \‘ “H\‘H\ ‘hluuuu|||||||||||||||||||||||||||||| R I RmE R
m/z--> 100 120 140 160 180 200 220 240 nmnmmmwmmm
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 Thiophene, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.33 5.12 ng 367588 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvl- 112 C6H8S 000872-55-9 59
2 4-Methvl-2.3-hexadien-1-ol 112 C7H120 1000196-09-6 50
3 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 50
4 Propionic acid. 3-hvdroxv-2-isop... 130 C6H1003 1000153-27-1 50
5 2-Hexenoic acid, 2-hexenyl ester... 196 C12H2002 054845-28-2 45
Abundance Scan 984 (13.334 min): BF084592.D (-981) (-) m/z 97.10 100.00%
g7
57
5000

13.00 13.20 13.40 13.60

125 153
0 ....'1,-.17?1.,.11...,-....,.2.2‘.‘. S o m/z 57.10 56.77%
m/z--> 50 100 150 200 250 300 350
Abundance #6261: Thiophene, 2-ethyl-
97
5000 LA L L L L LN L LB |
13.00 13.20 13.40 13.60
45 m/z 113.10 16.22%
0 }§ML‘W Lu.nﬂu e
m/z--> 50 100 150 200 250 300 350
Abundance
41 97
AR ARaR= R
13.00 13.20 13.40 13.60
5000 67 m/z 55.10 15.55%
o — g b A
m/z--> 50 100 150 200 250 300 350
Abundance #2915: Isoxazole, 3,5-dimethyl- e AN BT B
97 13.00 13.20 13.40 13.60
m/z 98.10 8.69%
5000 54
\J 3
oy S
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 : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.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 9 unknownl13.38 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.38 3.79 ng 272409 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphite. tris(2.4-dimethvlpent... 376 C21H4503P 1000159-84-4 38
2 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 27
3 Hexanoic acid. 4-tetradecvl ester 312 C20H4002 1000279-29-8 22
4 Methvlphosphonic acid. fluoroanh... 208 C9H18F02P 014719-38-1 22
5 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 22
Abundance Scan 988 (13.379 min): BF084592.D (-986) (-) m/z 57.10 100.00%
57 99
5000 137
13.00 13.20 13.40 13.60
156
0...-!,.L7.J‘. Jl...,$...1.9?.... | m/z  99.10  98.24%
m/z--> 50 100 150 200 250 300 350
Abundance #150360: Phosphite, tris(2,4-dimethylpent-3-yl-
57 99
5000 NSNS AR SRS R
137 1300 13.20 1340 13.60
o7 163 m/z 97.10 75.16%
S - A e 261279 333 376
m/z--> 50 100 150 200 250 300 350
Abundance
57
% USRS BN SURRRE B
13.00 13.20 13.40 13.60
5000 m/z 43.10 69.29%
29
156
e L L ) L W L WL
m/z--> 50 100 150 200 250 300 350
Abundance #124088: Hexanoic acid, 4-tetradecy! ester R e R AR B
99 13.00 13.20 13.40 13.60
43 m/z 137.10 42.01%
5000
71
o ZQ Ll il 426 152171 196 269
m/z--> 50 100 150 ﬁ 250 300 350 13.00 13.20 13.40 13.60

8270-BF123115.M Mon Jan 25 16:04:13 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084592.D

Aca On : 22 Jan 2016 16:32

Operator : SJ/1Z

Sample : H1187-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.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 10 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.47 4.04 ng 290341 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 64
2 Octane. 2-bromo- 192 C8H17Br 000557-35-7 32
3 3-Methvlpentvl ethvlphosphonoflu... 196 C8H18F02P 1000298-39-1 27
4 Oxazole. 2.4-dimethvl- 97 C5H7NO 007208-05-1 27
5 (1-Ethyl-propenyl)-dimethyl-amine 113 C7H15N 078733-73-0 22

Abundance Scan 996 (13.471 min): BF084592.D (-994) (-) m/z 57.10 100.00%
g7
97
113
5000
83 e
41 69 169 13.20 13.40 13.60 13.80
153
o...,....,...h,..'..,...:~,...'.,1.2“.3.1?,7....,....,..1.9?, m/z 97.10 63.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 LI SRR B U S
13.20 13.40 13.60 13.80
83 97 113 m/z 113.10 55.36%
. M‘m 0 % || 1613 153 168
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 71
4s | 13.20 13.40 13.60 13.80
5000 m/z 55.10 23.20%
113
29
o 18 83 93 123 135 149
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53853: 3-Methylpenty!| ethylphosphonofluoridate T
113 13.20 13.40 13.60 13.80
m/z 83.10 23.04%
5000
69
84
55
0 24T | e | 113 167
m/z--> 20 40 60 80 ﬁ01% m 160 180 ' 13.20 13.40 13.60 13.80

8270-BF123115.M Mon Jan 25 16:04:14 2016

P001-SS015-7278-02
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 unknownl3.51 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.51 6.25 ng 448666 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-DimethvIl-3-octanone 156 C10H200 005340-64-7 43
2 Formaldehvde. dipropvlhvdrazone 128 C7H16N2 054253-56-4 37
3 2-Propvithiazole 127 C6HONS 017626-75-4 35
4 Hexanoic acid. 5-tridecvl ester 298 C19H3802 1000279-29-4 28
5 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 28
Abundance Scan 999 (13.505 min): BF084592.D (-997) (-) m/z 99.10 100.00%
57 99
5000
155 e
4|1 | 8|3 12 | 2 201 1320 13140 13.60 13.80
Ol bbb 225 A2 B8L D Tn/z 57.10  85.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26969: 2,2-Dimethyl-3-octanone
57 9
43
71
5000 LU DR SRR ARRR
29 Bmmmnmmm
m/z 111.10 31.20%
85
TS0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 99
13.'20 13.'40 13.|60 13.I80 '
5000 m/z 69.10 22.38%
43 128
) 28 71 gs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11409: 2-Propylthiazole B EmEE B B
58 99 13.20 13.40 13.60 13.80
m/z 97.10 20.96%
5000 2/
126
85
0 R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 1340 1360 1380 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084592.D

Aca On : 22 Jan 2016 16:32

Operator : SJ/1Z

Sample : H1187-01

Misc :

ALS Vial : 10 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 1-Pyrrolidinocarbonylmethyl... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.55 3.84 ng 276016 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pvrrolidinocarbonvimethyl pipe... 197 C10H19N30 039890-45-4 53
2 Hexanoic acid. 6-tridecvl ester 298 C19H3802 1000279-29-5 43
3 5-Amino-3-methvl-1.2.4-oxadiazole 99 C3H5N30 003663-39-6 43
4 2(3H)-Furanone. 5-ethvildihvdro-5... 128 C7H1202 002865-82-9 43
5 2-Propylthiazole 127 CG6HONS 017626-75-4 38

Abundance Scan 1003 (13.551 min): BF084592.D (-1000) (-) m/z 99.10 100.00%
- 99
5000
155 e e e
211 394 13.20 13.40 13.60 13.80
ol Ll P iz 57.10  78.41%
miz--> 0 50 100 150 200 250 300 350
Abundance #54034: 1-Pyrrolidinocarbonylmethyl piperazine
99
5000 56 USSR BASA BN SR
13.20 13.40 13.60 13.80
129 155 m/z 111.10 32.70%
0||||||||||||||||1§0|||||| e e
miz--> 0 50 100 150 200 250 300 350
Abundance
99
43 13.20 13.40 1360 13.80
5000 m/z 43.10 24 _46Y%
71
182
o 125 154 227
miz--> 0 §o 160 1%0 260 2%0 360 3éo '
Abundance #3377: 5-Amino-3-methyl-1,2,4-oxadiazole T
9 13.20 13.40 13.60 13.80
m/z 155.20 21.75%
5000 42
1\5 | I i
or—+-r+r—r— T 777 LR e S S AR,
miz--> 0 5'0 100 1&1;0 2(')0 250 3(')0 3&'30 13.20 13.40 13.60 13.80 '

8270-BF123115.M Mon Jan 25 16:04:16 2016

P001-SS015-7278-02
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 17
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.08 ng 221331 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 25
2 3.9-Dispirol5.5lundecane. 3.9-di... 212 C9H18B204 058163-67-0 23
3 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 10
4 Oxazole. 2.4-dimethvl- 97 C5H7NO 007208-05-1 10
5 1-Pentanol, 2,2,4-trimethyl- 130 C8H180 000123-44-4 10
Abundance Scan 1016 (13.699 min): BF084592.D (-1014) (-) m/z 57.10 100.00%
g7
97
5000

13.40 13.60 13.80 14.00

155

169 193207 227

0 m/z 97.10 58.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 LI B LLL  LL BLLB L BL |
13.40 13.60 13.80 14.00
8397113 m/z 43.10 42 _56%
o o ‘ J 137153168
B I E B e L B R e N R R SRR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 138
111 R e e EEmEE m
29 13.40 13.60 13.80 14.00
5000 97 153 m/z 137.10 36.45%
83
183
0 g 169 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7453: Hexane, 2,5-dimethyl- e o = e MR 2
43 97 13. 40 13. 60 13. 80 14. OO

m/z 99.10 28 .96%

5000
27 71 99
114

o T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13.80 14.00
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 1-Octadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.77 3.91 ng 280811 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 91
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 90
4 1-Heptadecanol 256 C17H360 001454-85-9 87
5 Cyclohexadecane 224 C16H32 000295-65-8 87
Abundance Scan 1022 (13.768 min): BF084592.D (-1020) (-) m/z 57.10 100.00%
57
83
5000
111

13.40 13.60 13.80 14.00

1139 168 196 324 396

o A - 4- M & AN ¢ m/z 83.10 71.80%
m/z--> 50 100 150 200 250 300 350
Abundance #100813: 1-Octadecanol
43 83
5000 111 LA L L L L L LB L L B

13.40 13.60 13.80 14.00
m/z 55.10 71.61%

\‘ 2 H | 1P 168 106 224 252
oA b b
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 e R
13.40 13.60 13.80 14.00
5000 m/z 43.10 65.23%
111
29
o 139 16991210 238 pg5
m/z--> 50 100 150 200 250 300 350
Abundance #140345: Bromoacetic acid, pentadecy! ester R e EEaE L
4B, g3 13.40 13.60 13.80 14.00
m/z 69.10 63.01%
5000
111
m/z--> 50 150 200 250 300 350 13. 40 13. 60 13 80 14. 00
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 7.12 ng 511507 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 49
2 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 28
3 1H-Pvrazole. 4-nitro- 113 C3H3N302 002075-46-9 27
4 1-Ethvl-2.2-dimethvipropvl ethvl... 210 C9H20FO2P 1000298-32-8 25
5 (1-Propoxy-pentyl)-cyclopropane 170 C11H220 094883-97-3 16
Abundance Scan 1026 (13.814 min): BF084592.D (-1024) (-) m/z 57.10 100.00%
g7
113
5000
a | e 60 13040 13160 1330 140 1420
1 . . . . .
O bbb bk o A2704L PR 207 281 Ch777113.10 62200
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37834: Propanedioic acid, 2-propenyl-, dimethyl ester
81 113
41 59
5000{ 27 R SRR SR S B
13140 13.60 13.80 14.00 14.20
97 m/z 111.10 21.54%
140
ol 157172
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 14.20
5000 m/z 97.10 21.21%
97 113
83
o 137 153 168
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6679: 1H-Pyrazole, 4-nitro- i A B S S S
113 13.40 13.60 13.80 14.00 14.20
m/z 69.10 14.47%
5000
39
83
) 56 &g 97
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 Thiophene, 2-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.12 3.79 ng 272520 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-hexvl- 168 C10H16S 018794-77-9 53
2 lIsoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 50
3 Bis(3.7-dimethvloctvl) methvlpho... 376 C21H4503P 1000298-35-2 38
4 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 36
5 2-Thiophenylpropanoic acid, ,.ga... 232 C13H1202S 051535-43-4 36
Abundance Scan 1053 (14.122 min): BF084592.D (-1051) (-) m/z 97.10 100.00%
g7
5000 57
43 83 || 111955139153 13.80 14.00 14.20 14.40
ob il F i 1125139183168 103208204 281 2T E7 10 35370
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34558: Thiophene, 2-hexyl-
97
5000 SRR SRR UL RN
13.80 14.00 14.20 14.40
43 168 m/z 99.10 32.18%
0 2? | 57 77, | 11‘1125139
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
13.80 14.00 14.20 14.40
5000 54 m/z 55.10 16.10%
. 39 68
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #150361: Bis(3,7-dimethyloctyl) methylphosphonate R R mEEE
97 13.80 14.00 14.20 14.40
m/z 98.10 7.94%
5000
43 237
o Y 123137151 181 ' 263 201
miz-> 20 40 60 85 100 150 140 160 180 200 220 240 260 280 1380 14.00 14.20 14.40
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.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 17 wunknownl4.17 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.17 2.89 ng 207260 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azocine. octahvdro- 113 C7H15N 001121-92-2 35
2 Heptane. 4-(bromomethvIl)- 192 C8H17Br 101654-29-9 32
3 Pvridine. 4-T(1.1-dimethvlethvl)... 167 C9H13NS 018794-26-8 22
4 2-Methvl-4-decanone 170 C11H220 006628-25-7 17
5 Tetradecanoic acid, 2-hydroxy-, ... 258 C15H3003 056009-40-6 12
Abundance Scan 1057 (14.168 min): BF084592.D (-1055) (-) m/z 57.10 100.00%
57
5000 113
g3 97 d‘
43 7 | ‘ 13.80 14.00 14.20 1440
139 169 : : : :
0 ...,....,...|!,..|'|. el My 127799152 ST 183 207 0 sz 113.10  44.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6809: Azocine, octahydro-
30 56 70
44
84
5000 113 UL SN BARER
13.80 14.00 14.20 14.40
o8 m/z 97.10 28.29%
0 ..1.5|....|...|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
13.80 14.00 14.20 1440
5000 71 m/z 83.10 25.25%
41 113
. 27 g3 99 149 192
m/z--> 25 Jo éo éo 160 150 1&0 1éo 1§o 260
Abundance #34286: Pyridine, 4—[(1,l—dlmethylethyl)thlo]— LI L L L L L N B
57 111 13.80 14.00 14.20 14.40
m/z 111.10 24 .57%
5000 41
29
167
‘ 83 152
0 ...,....,..‘.‘w‘,.‘...,‘....,..‘.‘.,....,..:.,....,....,.... . et
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 80 14. oo 14 20 14.40
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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 2-Hexenoic acid, 2-hexenyl ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.42 3.97 ng 284776 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexenoic acid. 2-hexenvl ester... 196 C12H2002 054845-28-2 53
2 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 50
3 Cvclohexane. 1-ethyvl-1-methvl- 126 C9H18 004926-90-3 50
4 4-Methyl-2.3-hexadien-1-ol 112 C7H120 1000196-09-6 47
5 Thiophene, 2-ethyl- 112 C6H8S 000872-55-9 42
Abundance Scan 1079 (14.419 min): BF084592.D (-1075) (-) m/z 97.10 100.00%
g7
5000 o7
a| s |1 12100 1420 14140 1460 1480
153 : : . : :
I N -,..'.I.,...1.3}9....,?‘?.9.,.???,?97..22.1...,....,...??.1. m/z 57.10 51.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53368: 2-Hexenoic acid, 2-hexenyl ester, (E,E)-
97
55
5000 AR B DR A
a1 mmmmmmmmmm
m/z 113.10 20.46%
27 82 196
o T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
14.00 14.20 14.40 14.60 14.80
5000 54 m/z 55.10 15.21%
. 39 68
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11243: Cyclohexane, 1-ethyl-1-methyl- A ERmaEmamEs R
55 97 14.00 14.20 14.40 14.60 14.80
m/z 98.10 8.32%
5000
41
27 69
oz b f B e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1400 1420 1440 1460 14.80
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Library Search Compound Report

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

Data File : BF084592.D

Aca On - 22 Jan 2016 16:32

Operator : SJ/1Z

3?22 le H1187-01 P001-55015-7278-02
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 4-Butoxy-2,4-dimethyl-2-pen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .57 5.12 ng 367917 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 59
2 cis-3-Methvl-4-octanolide 156 C9H1602 039638-67-0 37
3 1-Methvl-1-(2.2-dimethvipropvl)o... 186 C10H220Si 1000216-96-9 37
4 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 37
5 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 33
Abundance Scan 1092 (14.568 min): BF084592.D (-1088) (-) m/z 99.10 100.00%
5 99
5000
111 155
69
43 83 14.20 14.40 14.60 14.80
167 : : : :
ol 104 131 103 21 m/z 57.10  78.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36113: 4-Butoxy-2,4-dimethyl-2-pentene
99
43
5000 L LN BN SN B
55 155 14.20 14.40 14.60 14.80
81 m/z 97.10 30.05%
o M \H ® ||l 115127139 170
m/z--> 85 100 120 140 160 180 200 '
Abundance
99
14.20 14.40 14.60 14.80
5000 41 m/z 111.10 29.43%
71
55 87
114 4108 156
S R S S SO L S WL LI WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46564: 1-Methyl-1-(2,2-dimethylpropyl)oxy-1-silacyclopentane L e B
99 129 14.20 14.40 14.60 14.80
m/z 155.15 27 .18%
5000 45
61 71 171
A Wl W s
0 0 A B WA ' 3 L5907, &4 A SEUUON
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF084592.D
Acq On : 22 Jan 2016 16:32 Instrument :
Operator : SJ/I1Z gﬁA{s el

- _ lentosampleld :
3?2?6 - 18701 P001-SS015-7278-02
ALS Vial : 10 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 4.8 ng 269761 1 6.74 1129580 20.0
2-Pentanone, 4-hy... 4.91 74.1 ng 4186000 1 6.74 1129580 20.0
2-Pentanone, 4-me... 5.74 4.4 ng 250589 1 6.74 1129580 20.0
unknown6 .51 6.51 79.7 ng 4500290 1 6.74 1129580 20.0
Heptacosane 10.70 3.1 ng 262590 4 11.26 1711710 20.0
4-Undecen-6-one 13.00 3.3 ng 233319 5 13.90 1436280 20.0
Thiophene, 2-ethyl- 13.33 5.1 ng 367588 5 13.90 1436280 20.0
unknownl13.38 13.38 3.8 ng 272409 5 13.90 1436280 20.0
2,4,4,6,6,8,8-Hep... 13.47 4.0 ng 290341 5 13.90 1436280 20.0
unknownl13.51 13.51 6.3 ng 448666 5 13.90 1436280 20.0
1-Pyrrolidinocarb... 13.55 3.8 ng 276016 5 13.90 1436280 20.0
unknown13.70 13.70 3.1 ng 221331 5 13.90 1436280 20.0
1-Octadecanol 13.77 3.9 ng 280811 5 13.90 1436280 20.0
unknownl13.81 13.81 7.1 ng 511507 5 13.90 1436280 20.0
Thiophene, 2-hexyl- 14.12 3.8 ng 272520 5 13.90 1436280 20.0
unknownl14 .17 14.17 2.9 ng 207260 5 13.90 1436280 20.0
2-Hexenoic acid, ... 14.42 4.0 ng 284776 5 13.90 1436280 20.0
4-Butoxy-2,4-dime... 14.57 5.1 ng 367917 5 13.90 1436280 20.0
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