LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 64370-01

Misc :

ALS Vial : 22 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-BF110715.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 4.978 246 253 255 rBVY 1356133 1794774 54.81% 4.224%
2 5.424 290 292 295 rBVY 2933935 2911468 88.92% 6.852%
3 6.464 381 383 386 rBY 2534021 3178684 97 .08% 7.481%
4 6.590 391 394 396 rBVY 2556447 3274383 100.00% 7.706%
5 6.807 411 413 415 rBV 1902725 1531101 46.76% 3.603%
6 6.967 424 427 429 rBV 2726552 2480585 75.76% 5.838%
7 7.367 460 462 465 rBVY 2015438 1962035 59.92% 4.617%
8 7.847 501 504 508 rBV 70144 88526 2.70% 0.208%
9 8.007 515 518 520 rBV 35161 35026 1.07% 0.082%
10 8.099 523 526 528 rBVY 2236612 2022675 61.77% 4_.760%
11 9.173 618 620 623 rBY 3219987 2711552 82.81% 6.381%
12 9.310 630 632 637 rVB2 26782 41236 1.26% 0.097%
13 9.573 653 655 657 rBV 960809 822336 25.11% 1.935%
14 9.676 660 664 666 rBv4 13583 33261 1.02% 0.078%
15 9.790 673 674 677 rVB 56646 59117 1.81% 0.139%

16 9.847 677 679 682 rBVY 1632648 2065874 63.09% 4.862%
17 10.293 717 718 720 rVB 149617 114274 3.49% 0.269%
18 10.522 734 738 740 rBV 39535 83421 2.55% 0.196%
19 10.648 746 749 751 rBV2 1394465 1908461 58.28% 4.491%
20 10.762 758 759 764 rBv2 110386 190886 5.83% 0.449%

21 10.865 766 768 770 rvv2 35045 47721 1.46% 0.112%
22 10.968 774 777 779 rBvV2 23294 49124 1.50% 0.116%
23 11.013 779 781 783 rVB3 30870 42521 1.30% 0.100%
24 11.048 783 784 786 rBV 34706 33781 1.03% 0.080%
25 11.093 786 788 790 rVB3 28809 35740 1.09% 0.084%

26 11.219 794 799 800 rBV 80997 105523 3.22% 0.248%
27 11.333 807 809 812 rVV 2152736 1886119 57.60% 4_439%

28 11.402 812 815 818 rVB3 44801 72185 2.20% 0.170%
29 11.802 848 850 852 rBV 41415 67769 2.07% 0.159%
30 11.882 854 857 859 rBvV 248660 308460 9.42% 0.726%
31 12.168 880 882 884 rBV 40609 48418 1.48% 0.114%
32 12.225 884 887 888 rBV3 27106 48895 1.49% 0.115%
33 12.328 894 896 899 rBvV 30559 64554 1.97% 0.152%
34 12.385 899 901 903 rvv 47059 72673 2.22% 0.171%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 64370-01

Misc :

ALS Vial : 22 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-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.419 903 904 909 rvB2 38613 58893 1.80% 0.139%

36 12.568 913 917 923 rBV3 176341 599168 18.30% 1.410%
37 12.659 923 925 929 rvv2 100383 159446 4._.87% 0.375%
38 12.728 929 931 932 rVV 75292 83571 2.55% 0.197%
39 12.773 932 935 939 rvv3 60339 132856 4._.06% 0.313%
40 12.922 946 948 950 rBV 2523330 2156229 65.85% 5.075%

41 12.979 950 953 956 rBV5 21788 39165 1.20% 0.092%
42 13.082 959 962 963 rBvV 69744 91939 2.81% 0.216%
43 13.402 988 990 993 rVvB 89255 98874 3.02% 0.233%
44 13.505 997 999 1001 rBV 113442 144679 4.42% 0.340%
45 13.585 1004 1006 1007 rVvVv 70294 70170 2.14% 0.165%

46 13.836 1025 1028 1032 rBV 224628 389602 11.90% 0.917%
47 13.974 1038 1040 1042 rBV 1638843 1511173 46.15% 3.556%
48 14.465 1081 1083 1087 rBV2 104527 211008 6.44% 0.497%
49 14.831 1113 1115 1117 rVB 136110 149628 4._.57% 0.352%
50 15.082 1135 1137 1147 rVB3 95407 321168 9.81% 0.756%

51 15.402 1162 1165 1168 rBV 1221946 1522448 46.50% 3.583%
52 15.859 1203 1205 1207 rBV 69514 96241 2.94% 0.226%
53 15.905 1207 1209 1213 rVVZ2 91582 189278 5.78% 0.445%
54 16.077 1222 1224 1230 rVB6 91521 257763 7.87% 0.607%
55 17.117 1312 1315 1320 rVB3 132771 297757 9.09% 0.701%

56 17.380 1332 1338 1341 rBV4 172164 538264 16.44% 1.267%
57 17.745 1366 1370 1378 rVB 183457 565036 17.26% 1.330%
58 19.186 1492 1496 1512 rVB4 406161 2613794 79.83% 6.151%

Sum of corrected areas: 42491308
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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: BF082912.D

3000000 5.42

6.46.59
2500000
2000000
1500000 4.98

1000000

500000

6.97

6.81

8.10
7.37

0 L \ L

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

Abundance TIC: BF082912.D

9|17
3000000

12.92

2500000
11.33

2000000
9.85
1500000

1000000 9.57

500000

o J931 9.687P ). o

13.97

I
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

13.50

14.00 14.50

Abundance TIC: BF082912.D
3000000

2500000

2000000

15.40

1500000

1000000

19.19

500000 171217.38  17.75

e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.98 23.44 ng 1794770 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 253 (4.978 min): BF082912.D (-246) (-) m/z 43.05 100.00%
43
59
5000
T 50 450 500 520 5.0
83 : : : :
0...,....,....,....','::..‘?.1.'51,...‘.3?....,.-...,...:,|....,....,....,....,...., m/z 59.10 61.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AL S R
4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.14%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 15.89%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R w0
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.98%
5000
101
oL 15 3 ] 50 6o g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.59 Concentration Rank 1

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

6.59 42_.77 ng 3274380 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 394 (6.590 min): BF082912.D (-391) (-) m/z 132.10 100.00%
32
5000 68
0 w5t @l B e T s o0 ok o) 6B 750
ou.w.”.w.”,”.w.”.“.”,”.w.”.“ﬂ”,”.w.”.,h”,” m/z 68.10 37 .63%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L I R R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.10 34 .52%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.80%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine e e R
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .80%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF110715.M Mon Nov 16 17:48:01 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

10.76 2.02 ng 190886 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 759 (10.762 min): BF082912.D (-758) (-) m/z 57.10 100.00%

57
5000 a5

/

10.40 10.60 10.80 11.00

1113 141 165183

o e e —— m/z 43.10 77.88%
m'z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LA L L L L L L L LB B
85 10.40 10.60 10.80 11.00
29 m/z 71.10 60.33%
AR e
mz--> 50 100 150 200 250 300 350
Abundance
57
R e e
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.71%
85
29
0 113 141 169 197 226
T T T P T
mz--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane e B e B
57 10.40 10.60 10.80 11.00
m/z 41.10 34.02%
5000
85
29
o 71 (113 141 169 197 225 253 281 323 351 380
T T = e e e~ S o o ST
mz--> 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:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.27 ng 308460 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 857 (11.882 min): BF082912.D (-854) (-) m/z 73.10 100.00%
73
43 60
5000
2
1 11.60 11.80 12.00 12.20
Ol il m/z 60.05 81.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L BRI BN BN B
129 nmnmnmnm
5727 213 m/z 43.10 74.40%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 ' 11.60 11.80 12.00 12.20
5000 29 129 m/z 57.10 64.03%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid e e ERRES BE s
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 63.82%
5000 129
29 ; 185 228
9 115 | 143 171
0 ,.\.‘. T P T e L | 199213 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 9,12-Octadecadienoic acid (... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.57 6.35 ng 599168 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 8-Hexadecvne 222 C16H30 019781-86-3 87
3 Bicvclol2.2_27octane. 2-methvl- 124 C9H16 000766-53-0 83
4 1-Tetradecvne 194 C14H26 000765-10-6 80
5 11-Octadecynoic acid, methyl ester 294 C19H3402 026543-37-3 80
Abundance Scan 917 (12.568 min): BF082912.D (-913) (-) m/z 67.10 100.00%
67 81
5000 Aﬁ»ﬁ/vxfﬁmj\fd/\\Nm,wx,ﬁﬂ/N\d
LN USRS SR I
150 12.20 12.40 12.60 12.80
179 221 280
ol et m/z 55.10 92.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67 81
95
5000 M RUGABRA SRR LR R B
109 1220 12.40 12.60 12.80
m/z 81.10 89.47%
e et S0 aezneto g2 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 81
a % 12.20 12.40 12.60 12.80
5000 m/z 41.10 71.30%
109
o7 123
o 137151165179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10365: Bicyclo[2.2.2]octane, 2-methyl- R e EEaE L
67 81 95 12.20 12.40 12.60 12.80
10504 m/z 95.10 63.95%

5000

is

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Undecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.11 ng 159446 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 53
2 Cvclohexanebutanoic acid 170 C10H1802 004441-63-8 43
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 _alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 38
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 925 (12.659 min): BF082912.D (-923) (-) m/z 43.10 100.00%

57 7

5000

12.40 12.60 12.80 13.00
m/z 73.10 90.22%

151 17118910951 3007241

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46617: Undecanoic acid

5000 LN L L L L TTTT TT T
1240 1260 12.80 13.00
85 129143 m/z 57.10 84.33%
101115 186
o
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
= S
83 12.40 12.60 12.80 13.00
5000 a m/z 60.10 74.74%
111
27 97
0 125 152 170
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37189: n-Decanoic acid S BEmasmEa S
60 12.40 12.60 12.80 13.00
m/z 55.10 74 .68%
5000 41
129
1
10111 143 172
N vl O O )
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2- Chloropropionic acid, he... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.16 ng 389602 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 91
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
5 Cyclopentadecane 210 C15H30 000295-48-7 89
Abundance Scan 1028 (13.836 min): BF082912.D (-1025) (-) m/z 57.10 100.00%
57
5000
111
139 168 13.60 13.80 14.00 14.20
ob A g 0108195 241 283 “m/z 83.10 74.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57 83
5000 RN SN DU BN SURE
13.60 13.80 14.00 14.20
- 196 m/z 55.10 68.80%
139 222
o 168 29 33
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 83
" 13.60 13.80 14.00 14.20
5000 111 m/z 43.10 64 .31%
29
o 139 168 210238 266 295
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R AN EEEa T S S
43 13.60 13.80 14.00 14.20
m/z 97.10 59.50%
5000 83
J 111
o ‘ | 139167196 224 267292 321 462 490
LA IR LR LR UL L UL UL DL DL TTTTT T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 9 9-Nonadecene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.79 ng 211008 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 78
2 Cvclopentadecane 210 C15H30 000295-48-7 70
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 58
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 58
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 52
Abundance Scan 1083 (14.465 min): BF082912.D (-1081) (-) m/z 57.10 100.00%
5000 83
l 111 397 o S,
139 167187 210 234 341 14.20 14.40 14.60 14.80
ol 34 o, s g et S L Tw/z 43.10 63.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98168: 9-Nonadecene
55
5000{ og LR B UL AL B
111 Mmmmmmmm
‘ m/z 71.10 58.20%
266
0..“.‘ 139167.|...23.8....|....|....|.
m/z--> 50 200 250 300 350 400
Abundance
55
83 ' 14.20 14.40 14.60 14.80
5000 m/z 55.10 52.67%
29 111
139 182 210
ol—4 b a4y .
m/z--> 55 160 1%0 200 250 300 3éo 460
Abundance #144923: 2- Chloropropionic acid, octadecyl ester LB O o B
57 83 14.20 14.40 14.60 14.80
m/z 83.10 44 _85%
5000 1
29
139 250
oL ALl ‘.\ S aesas 240 ot a0
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14 60 14. 80

8270-BF110715.M Mon Nov 16 17:48:05 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 10 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.08 4.22 ng 321168 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 1137 (15.082 min): BF082912.D (-1135) (-) m/z 57.10 100.00%
g7
5000 85
13 14.80 15.00 15.20 1540
154 198219 271 297
ok AL LT, ISI76108719 249271207 395 383 AL | s oG 71.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64571: Pentadecane
57
5000 85 L B SRR SULLLE R
14.80 15.00 15.20 15.40
29 m/z 43.10 65.26%
0 \‘¢“ d M d 3 141 169 212
m/z--> 55 100 1%0 260 2%0 300 3éo 460
Abundance
57
14.80 15.00 15.20 1540
5000 85 m/z 85.10 45 .66%
29 13 155 .
o ————
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #55009: Tetradecane e e ERRES BE s
57 14.80 15.00 15.20 15.40
m/z 55.10 25.10%
5000 a5
29
0 ‘J Ly 1113 141 169 198
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&'30 4(')0 14|80 15. oo 15. 20 15'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1-Hexadecanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.49 ng 189278 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 80
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 80
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 72
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 53
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 46
Abundance Scan 1209 (15.905 min): BF082912.D (-1207) (-) m/z 83.10 100.00%
55
5000 111
7 149 192 231 15'60 1580 1600 1620
%6 172 192208 7264281 309 327 15.60 15.80 16.00 16.20
Oty m/z 97.10 98.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83800: 1-Hexadecanol
55 83
5000 UL DU BN B
29 15.60 15.80 16.00 16.20
m/z 55.10 92 .68%
ok | 10 168 19 22459
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 AL DU BN B
97 15.60 15.80 16.00 16.20
5000 m/z 57.10 86.03%
123
. 2y 141 156 196 222 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72510: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propy!- L BLNLELEL BLELEL L B L B
e I 15.60 15.80 16.00 16.20
m/z 69.10 78.58%
5000 4l
153
o 126 181 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.|60 15.I80 16.IOO 16.|20 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl6.08 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.08 3.39 ng 257763 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-1sopropenvl-4_.7-dimethvl-1-oxa... 180 C12H200 1000187-81-7 42
2 Cvclohexane. 3.4-bis(l-methvleth... 192 C14H24 061142-74-3 38
3 1.4-Benzenediol. 2-T(decahvdro-5... 314 C21H3002 039707-54-5 38
4 Cvclohexane. 1.1-dimethvl-2.4-bi... 192 C14H24 062337-98-8 38
5 3,4-Heptadien-2-one, 3,5-dicyclo... 260 C18H280 063922-51-0 35
Abundance Scan 1224 (16.077 min): BF082912.D (-1222) (-) m/z 43.10 100.00%
43 81
191
215
5000 107 135
233
165 257 316 373 L AR SR BN L
355 15.80 16.00 16.20 16.40
ob——by m/z 57.10 91.36%
m/z--> 50 100 150 200 250 300 350
Abundance #42647: 4-1sopropenyl-4,7-dimethyl-1-oxaspiro[2.5]octane
55
8l 107
31
5000 165 e IR e
137 15. 80 16 00 16 20 16. 40
‘ m/z 55.10 82.20%
0.‘.“ .H‘.HIL.“...|....|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance
69
4l L AR SR BN L
15.80 16.00 16.20 16.40
5000 93 11 m/z 81.10 78.96%
149 177
e L L L WL L B WU
m/z--> 50 100 150 200 250 300 350
Abundance #125206: 1,4-Benzenediol, 2-[(decahydro-5,5,8a-trimethyl-2... Al Emma s R S
123 191 15.80 16.00 16.20 16.40
m/z 191.10 67.97%
5000 314
161
il M \ RN E I S R
m/z--> 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl7.12 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.12 3.91 ng 297757 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraostanol 402 C28H500 006538-02-9 25
2 Tetrahvdrosmilaaenin 420 C27H4803 1000255-29-0 17
3 Methvl isolithocholate 390 C25H4203 005405-42-5 16
4 Cholestane. 3-methoxv-. (3.beta.... 402 C28H500 001981-90-4 16
5 d-Norandrostane (6.alpha.,14.alp... 246 C18H30 1000281-13-8 15
Abundance Scan 1315 (17.117 min): BF082912.D (-1312) (-) m/z 215.20 100.00%
215
43 g1 107
5000 149
175 401 R B s b
246 290 315 359 l 16.80 17.00 17.20 1740 '
0 b Ll L Tm/z 43.10 0 65.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157084: Ergostanol
215
165
5000 SR RN SN BN
402 16.80 17.00 17.20 17.40
048 276 m/z 107.10 62 .58%
o S s |
m/z--> 50 100 150 200 250 360 3%0 400
Abundance
55
81 AU NI B B
107 16.80 17.00 17.20 17.40
5000 m/z 55.10 61.64%
215
236
161 187 274 402
) 302 369
m/z--> 50 100 150 200 250 300 350 400
Abundance #154214: Methy! isolithocholate B BEmma B B
55 16.80 17.00 17.20 17.40
m/z 95.10 61.48%
5000
107
‘ i 215 72
OIIII“ n\.u&ia? N 175‘: ILI |L|24‘|.8|||2?0| |3?0|3?1|l| |L‘|l|||| — T R e REmEE
m/z--> 50 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 tri(2-Ethylhexyl) trimellitate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.75 7.42 ng 565036 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tri(2-Ethvlhexvl) trimellitate 546 C33H5406 003319-31-1 86
2 Furol2.3-Hlcoumarine. 6-methvl-1... 305 C19H15NO3 298684-60-3 52
3 Ethene. 1-(anthracen-9-vI)-2-(4-... 305 C23H15N 1000163-13-9 33
4 Furol2.3-Hlcoumarine. 6-methvl-1... 305 C19H15NO3 1000270-15-3 33
5 8H-Benzo[g]-1,3-benzodioxolo[6,5... 305 C18H11NO4 003912-57-0 9

Abundance Scan 1370 (17.745 min): BF082912.D (-1366) (-) m/z 305.20 100.00%
305
57
5000 103 A\
(1o 180 | ot aer om0 | o 17740 1760 1750 1500 "
ob b b b L1169 | 218 247 262 %7 Rl "m/z 57.10 45.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #170931: tri(2-Ethylhexyl) trimellitate
305
57
5000 N DUARULR PR BURIULR UL B
193 17.40 17.60 17.80 18.00
/z 193.00 36.81%
g3 113 m
o ,2}9\1 |l 1?'8 I T O Sl
m/z--> 50 100 150 200 250 300 350 400
Abundance
305
17.40 17.60 17.80 18.00
5000 m/z 71.10 31.03%
248
oL 39 65 91115 152178 204506 276 w/”\\kg/\WMﬂ/\\AA“,\Nﬁ_dp\,
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #120311: Ethene, 1-(anthracen-9-yl)-2-(4-cyanophenyl)-, (E) L L e
305 17.40 17.60 17.80 18.00
m/z 70.10 23.25%
5000
202
138
0 40 75101 | 176 ‘ 226 252 277
m/z--> 50 160 150 200 250 300 350 400 ' 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082912.D

Aca On : 13 Nov 2015 22:23

Operator : UM/I1Z

Sample : 6G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknownl19.19 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.19 34.34 ng 2613790 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridazine. 3-phenvl-5-nitro- 201 C10OH7N302 096835-25-5 27
2 Propvlphosphonic acid. fluoroanh... 210 C9H20FO2P 333416-27-6 22
3 Naphthalene-2-sulfonamide. N-(4-... 284 C15H12N202S 312915-16-5 18
4 1H-Imidazole. 1-methvl-2-nitro- 127 C4H5N302 001671-82-5 18
5 3,3-Diethyl-pyrrolidine-2,4-dione 155 C8H13NO02 1000187-46-9 16
Abundance Scan 1496 (19.186 min): BF082912.D (-1492) (-) m/z 57.10 100.00%
q7
127
5000 211
> 171 255285, a3 I 18:80 19.00 19.20 19.40 19.60
311 °°¥ 367 496 : : : : :
0 ..'.l,.'lL!l.nl,'.a:..,....,l....,...1.,...l.,....,....“?l....,. m/z 127.10 68.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56631: Pyridazine, 3-phenyl-5-nitro-
127
201
5000
18.80 19.00 19.20 19.40 19.60
77 m/z 211.20 37.19%
\\ | 4 1Q 155
e S L L UL L WL UL WL L S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
127
18.80 19.00 19.20 19.40 19.60
5000 m/z 43.10 33.95%
I 7 I M//\/V/\
167
e S L U UL L WL UL WL L S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #108476: Naphthalene-2-sulfonamide, N-(4-pyridyl)- B A
127 18.80 19.00 19.20 19.40 19.60
m/z 55.10 26.27%
e NW\__W\/\/"\'\/\A/\
39
v 191
ol bpaloa| ges 20 2 N
m/z--> 50 100 150 200 250 300 350 400 450 500 1880 1900 1920 1940 1960
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082912.D

Acq On : 13 Nov 2015 22:23

Operator : UM/1Z

Sample : G4370-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.98 23.4 ng 1794770 1 6.81 1531100 20.0
unknown6 .59 6.59 42.8 ng 3274380 1 6.81 1531100 20.0
Eicosane 10.76 2.0 ng 190886 4 11.33 1886120 20.0
n-Hexadecanoic acid 11.88 3.3 ng 308460 4 11.33 1886120 20.0
9,12-Octadecadien... 12.57 6.3 ng 599168 4 11.33 1886120 20.0
Undecanoic acid 12.66 2.1 ng 159446 5 13.97 1511170 20.0
2- Chloropropioni... 13.84 5.2 ng 389602 5 13.97 1511170 20.0
9-Nonadecene 14 .47 2.8 ng 211008 5 13.97 1511170 20.0
Pentadecane 15.08 4.2 ng 321168 6 15.40 1522450 20.0
1-Hexadecanol 15.91 2.5 ng 189278 6 15.40 1522450 20.0
unknownl16 .08 16.08 3.4 ng 257763 6 15.40 1522450 20.0
unknownl17.12 17.12 3.9 ng 297757 6 15.40 1522450 20.0
tri(2-Ethylhexyl) ... 17.75 7.4 ng 565036 6 15.40 1522450 20.0
unknown19.19 19.19 34.3 ng 2613790 6 15.40 1522450 20.0
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