LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 4.979 250 253 256 rVB 1613393 1903894 49.17% 4 .505%
2 5.424 290 292 295 rBVY 2718372 3580222 92.47% 8.472%
3 6.464 381 383 386 rBY 2934144 3765156 97.24% 8.910%
4 6.590 391 394 396 rBY 3178113 3871930 100.00% 9.162%
5 6.807 411 413 415 rBVY 1952054 1567716 40.49% 3.710%
6 6.967 424 427 429 rBVY 3163178 2968601 76.67% 7.025%
7 7.367 459 462 465 rBV 2245069 2249101 58.09% 5.322%
8 7.847 501 504 506 rBV2 64213 83618 2.16% 0.198%
9 8.099 523 526 528 rBY 2148134 2013067 51.99% 4.764%
10 8.453 554 557 559 rBV 54602 56500 1.46% 0.134%
11 9.059 608 610 612 rBV 30034 46173 1.19% 0.109%

12 9.173 618 620 623 rVB 3623389 3166710 81.79% 7.494%
13 9.573 653 655 657 rvv 1029791 942286 24 .34% 2.230%
14 9.790 673 674 677 rVB 62247 61362 1.58% 0.145%
15 9.848 677 679 682 rBv2 1752562 2036268 52.59% 4_.819%

16 10.030 689 695 696 rBv4 20382 42656 1.10% 0.101%
17 10.293 717 718 720 rVB 158628 117722 3.04% 0.279%
18 10.511 734 737 740 rBV 47784 101392 2.62% 0.240%
19 10.636 746 748 751 rBv2 1703111 2206504 56.99% 5.221%
20 10.762 758 759 764 rVB 135748 215426 5.56% 0.510%

21 10.865 766 768 770 rvv2 39082 60515 1.56% 0.143%
22 10.899 770 771 774 rVB2 33896 46300 1.20% 0.110%
23 10.968 774 777 779 rBvV2 28011 56024 1.45% 0.133%
24 11.013 779 781 783 rVB3 34188 49662 1.28% 0.118%
25 11.048 783 784 786 rBV 37078 43124 1.11% 0.102%
26 11.093 786 788 790 rVB3 27911 39405 1.02% 0.093%

27 11.219 794 799 800 rBV 82725 116147 3.00% 0.275%
28 11.333 807 809 812 rvV 2156028 1870751 48.32% 4.427%

29 11.402 812 815 818 rVB3 49151 76885 1.99% 0.182%
30 11.642 833 836 839 rBv2 37726 64633 1.67% 0.153%
31 11.699 839 841 847 rBvV7 15000 61916 1.60% 0.147%
32 11.802 848 850 852 rBvV 45194 65329 1.69% 0.155%
33 11.882 854 857 861 rvv2 167890 284285 7.34% 0.673%
34 12.031 867 870 874 rBV5 23049 80898 2.09% 0.191%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 12.168 880 882 884 rBV 42141 50866 1.31% 0.120%
36 12.225 884 887 888 rvv2 27810 44921 1.16% 0.106%
37 12.328 893 896 899 rBvV 34757 74644 1.93% 0.177%
38 12.385 899 901 903 rvv 57807 103834 2.68% 0.246%
39 12.419 903 904 907 rvB2 39673 53942 1.39% 0.128%

40 12.579 913 918 923 rBV3 161329 605209 15.63% 1.432%

41 12.659 923 925 927 rVvV 100731 120754 3.12% 0.286%
42 12.728 929 931 932 rVB 69858 73887 1.91% 0.175%
43 12.774 932 935 937 rBV2 82602 144623 3.74% 0.342%
44 12.922 946 948 950 rBV 2677069 2286616 59.06% 5.411%
45 13.082 960 962 965 rBV 68779 141129 3.64% 0.334%

46 13.219 972 974 977 rVB3 36079 49282 1.27% 0.117%
47 13.402 989 990 992 rVB 79724 65062 1.68% 0.154%
48 13.585 1004 1006 1007 rVB 58512 59969 1.55% 0.142%
49 13.837 1025 1028 1032 rBV2 152618 257012 6.64% 0.608%
50 13.905 1032 1034 1036 rVB2 51149 61076 1.58% 0.145%

51 13.974 1037 1040 1042 rBV 1549390 1482183 38.28% 3.507%
52 14.465 1081 1083 1090 rBv4 77471 157411 4_.07% 0.372%
53 14.831 1113 1115 1117 rVB 92683 90203 2.33% 0.213%
54 15.391 1161 1164 1167 rBV 1028932 1457866 37.65% 3.450%
55 17.368 1335 1337 1342 rVB3 167300 321643 8.31% 0.761%

56 19.266 1499 1503 1509 rVB3 205665 644177 16.64% 1.524%

Sum of corrected areas: 42258487
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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\BF111315\

BF082913.D

13 Nov 2015 22:53

umsiz

G4370-02

23 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF082913.D

6.59
6.46

6.97

5.42

6.81
4.98

7.37 8.10

8.45

0
Time-->

3.50 4.00

4.50 5.00 5.50

6.00

8.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF082913.D
17

12.92

11.33

9.85 10.64

9.57

.....

] 10.29
9. ’P10.03 |_10.5]

e\
LI B B B B B S B

9.0

N AN
T T T T [ T T T T LA S

13.97

14.47 1483
A A

Time-->

13.00

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.50

14.00 14.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF082913.D

15.39

17.37 19.27

Time-->

17.50 18.00 18.50 19.00 19.50

15.50 16.00 16.50 17.00

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 3
R.T. EstConc Area Relative to ISTD R.T.
498 242009 1003890  1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 253 (4.979 min): BF082913.D (-250) (-) m/z 43.10 100.00%

43
59
5000
101 B REEEEm e
51 | 67 83 460 4.80 5.00 5.20 5.40
o} BN 1 RSP A1 M m/z 59.10 60.22%
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 LI L L L L L L L LB L LB}
460 4.80 5.00 5.20 5.40
m/z 101.10 19.23%
31 83 o3 101
A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 15.21%
29 101
15 73 83

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

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester S B o
59 460 4.80 5.00 520 5.40
m/z 41.10 8.91%
5000 41

68
\H\‘ 50 \‘m 1?6 142 AN
. N A LS S &S U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 49.40 ng 3871930 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 394 (6.590 min): BF082913.D (-391) (-) m/z 132.10 100.00%
32
5000 68
6 e
40 54 75 104 6.20 6.40 6.60 6.80 7.00
O 28 2N R e | Rt us W m/z 68.10  38.48%
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 R R R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.10 34 .10%
38 44
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W 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 23.33%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.09%
5000
33 44 0 g7 105
e O P B ee | owe
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 Tridecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.30 ng 215426 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Octacosane 394 C28H58 000630-02-4 83
4 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 759 (10.762 min): BF082913.D (-758) (-) m/z 57.10 100.00%
57
5000
85
113 10.40 10.60 10.80 11.00
ol b g7 10010088t M/Z 43.10  73.97%
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo-
57
5000 85 NN SN
10.40 10.60 10.80 11.00
28 183 m/z 71.10 55.68%
0II\HI\\I“I\I‘l\lhlw‘lllj\-?\lIllswlsll‘llllll |||||3]|-O|||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 35.48%
29
0 113 141 159 212
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane T
57 10.40 10.60 10.80 11.00
m/z 41.10 32.89%
5000 85
o ?F | M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 8
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.04 ng 284285 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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 49
Abundance Scan 857 (11.882 min): BF082913.D (-854) (-) m/z 73.10 100.00%
6073
43
5000 129
213
o7 115 157171185
143 199 | 227 256 11.60 11.80 12.00 12.20
O by m/z 60.00 79.76%
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 LN U B UL B
nmnmnmnm
21 m/z 43.10 71.45%
m/z--> 25 45 65 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11!60 11fso 12)00 12!20
5000 29 m/z 55.10 61.39%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid e e ERRES BE s
60 73 11.60 11.80 12.00 12.20
43 m/z 57.10 56.45%
5000 129
29
Onlfsllwl\w\,” |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 unknownl2.58 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.58 6.47 ng 605209 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004863-59-6 41
2 1.3-dicvclohexvlpropene 206 C15H26 1000214-96-8 38
3 8-Hexadecvne 222 C16H30 019781-86-3 38
4 2.8-Nonadienoic acid. methvl ester 168 C10H1602 078709-46-3 38
5 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 30
Abundance Scan 918 (12.579 min): BF082913.D (-913) (-) m/z 55.10 100.00%
41
67
5000
109 137
123 155 LIRS BN BN UGS B
169181 206 227 241 12.20 12.40 12.60 12.80
o —l m/z 57.10 92.85%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16415: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al...
41 5
67 95
5000 81 JRUNARRR BJRRA RUUREN SUGEE R
1220 12.40 12,60 12.80
109 123 m/z 41.10 76.15%
Oluuuul“. \\‘h M“ HH \“ ”‘\” ‘...1.?|8.... R et
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
41 82 LIRS BN BN SUGE B
67 12.20 12.40 12.60 12.80
5000 96 m/z 43.10 69.76%
109 125
206
O e e e e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71113: 8-Hexadecyne e A REame nma e
7 81 12.20 12.40 12.60 12.80
m/z 67.10 66 .03%
41 55 95
5000
109
123
LA AL L e
mz-> 20 80 160 120 140 160 180 200 220 240 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 Heptafluorobutanoic acid, h... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.84 3.47 ng 257012 Chrysene-di12 13.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91

2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90

3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 87

4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 81

Abundance Scan 1028 (13.837 min): BF082913.D (-1025) (-) m/z 57.10 100.00%
57
5000
129 1360 13.80 14.00 14.20
139 . . . .
154168182 205219 236 263 282
Ot m/z 83.10 75.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
43

83

13.|60 13.I80 14.|00 14.|20
1 m/z 43.10 73.62%

5
140154169 196210 238 Lo g3

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 W
Abundance
43 57
83 R e R e e R
97 13.60 13.80 14.00 14.20
5000 m/z 69.10 73.29%
29 111
125
153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester R AN EEEa T S S

13.60 13.80 14.00 14.20
m/z 55.10 64.93%

83 97

5000
29

153167181 208224 250 297

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.12 ng 157411 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 55
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 52
3 10-Heneicosene (c.t) 294 C21H42 095008-11-0 45
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 43
5 Pentadecane 212 C15H32 000629-62-9 42
Abundance Scan 1083 (14.465 min): BF082913.D (-1081) (-) m/z 57.10 100.00%
57
83
5000
T e w0 el o e
3 220 269 297 325 355 : : : :
oLl 103 248 m/z 43.10 78.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #45543: Tridecane
57
5000 85 L SRR AL BN SUR
14.20 14.40 14.60 14.80
29 m/z 83.10 62.53%
ol Ll e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 55.10 62.28%
29 85
111
0 139 196 224
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #114448: 10-Heneicosene (C,t) LI L B L LB
55 14.20 14.40 14.60 14.80
83 m/z 97.10 61.97%
5000
29 111
[o) ‘\ ‘ .’ \l L J \tlﬁg .167 29\4
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 14.'20 14.'40 14.|60 14.|80

8270-BF110715.M Mon Nov 16 17:48:29 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 9 unknownl7.37 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.37 4.41 ng 321643 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Estafiatin 246 C15H1803 010180-89-9 25
2 2-(1-Cvano-3-methyvlbut-2-envlami... 203 C12H17N3 1000191-53-7 11
3 2.4-Pentanedione. 3-phenvl- 176 C11H1202 005910-25-8 11
4 1H-Indol-2(3H)-one. 3-aminomethvl- 162 C9H10N20 1000262-27-9 11
5 4-Acetamido-6-methoxy-8-aminoqui... 231 C12H13N302 063456-99-5 11
Abundance Scan 1337 (17.368 min): BF082913.D (-1335) (-) m/z 231.20 100.00%
31
55 8l 100  1p
5000
137 203 344 414 R .
g 254 281301 381 17.00 17.20 17.40 17.60
0 m/z 81.10 70.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #85931: Estafiatin
7 231
43
5000 L U BURELE B B B
17. oo 17. 20 17.40 17.60
L& 131 162 - m/z 55.10 67.90%
0‘ f““‘ml‘ H!th‘h]-g;? i\\hlmwl U "‘l T
m/z--> 50 100 150 200 250 300 350 400
Abundance
27
o7 L RSN BURNURE IS NI I
94 176 17.00 17.20 17.40 17.60
5000 m/z 109.10 66.28%
136
0 47 116
m/z--> 55 160 150 200 250 300 3%0 460
Abundance #39729: 2,4-Pentanedione, 3-phenyl- R RER RS A
43 176 17.00 17.20 17.40 17.60
m/z 162.10 64 .33%
5000
133
91
63
m/z--> 50 100 150 200 250 3m 350 400 ﬂ%ﬂ%ﬂ%ﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082913.D

Aca On : 13 Nov 2015 22:53

Operator : UM/I1Z

Sample : 6G4370-02

Misc :

ALS Vial : 23 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 10 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.27 8.84 ng 644177 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
2 (RY-(-)-14-Methvl-8-hexadecyn-1-ol 252 C17H320 064566-18-3 49
3 Lonaifolenaldehvde 220 C15H240 019890-84-7 49
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 30
5 1-Hexadecyne 222 C16H30 000629-74-3 30
Abundance Scan 1503 (19.266 min): BF082913.D (-1499) (-) m/z 69.10 100.00%
I M‘/\/\//\/v\/m,—vw
5000{ 49
19.00 19.20 1940 19.60
(o} m/z 95.10 86.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109
45 137 218
5000 78 SRR SRR BRI U
160 19.00 19.20 19.40 19.60
m/z 109.10 83.49%
| ‘ ‘ 189
o ‘.‘Hl‘.h“l"..““‘.“l‘..“.“.‘l.“... e
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 81
10.00 19.20 1940 19.60
m/ 81.10 73.46Y%
5000 109 4 0
. 135 166 195 223 252
m/z--> 55 160 1%0 260 2éo 360 3éo 460
Abundance #69487: Longifolenaldehyde Al B B
9 19.00 19.20 19.40 19.60
m/z 55.10 70.02%
ar o1 135
5000 205
163
0 '“Ll'l" RN DN UL DU SRR SRR BRI U
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082913.D

Acq On : 13 Nov 2015 22:53

Operator : UM/1Z

Sample - G4370-02

Misc :

ALS Vial : 23 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 24 .3 ng 1903890 1 6.81 1567720 20.0
unknown6 .59 6.59 49.4 ng 3871930 1 6.81 1567720 20.0
Tridecane, l-iodo- 10.76 2.3 ng 215426 4 11.33 1870750 20.0
n-Hexadecanoic acid 11.88 3.0 ng 284285 4 11.33 1870750 20.0
unknownl12 .58 12.58 6.5 ng 605209 4 11.33 1870750 20.0
Heptafluorobutano... 13.84 3.5 ng 257012 5 13.97 1482180 20.0
Tridecane 14 .47 2.1 ng 157411 5 13.97 1482180 20.0
unknownl17 .37 17 .37 4.4 ng 321643 6 15.39 1457870 20.0
5-Bromo-4-oxo0-4,5... 19.27 8.8 ng 644177 6 15.39 1457870 20.0
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