LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 5.047 256 259 268 rVvB 1164986 1907596 25.86% 2.739%
2 5.470 293 296 298 rBV 6660207 6561373 88.93% 9.420%
3 6.499 383 386 389 rBV 4936568 7378012 100.00% 10.592%
4 6.624 394 397 400 rBV 5957172 6431198 87.17% 9.233%
5 6.853 415 417 419 rBV 2011780 1650873 22.38% 2.370%
6 7.013 428 431 433 rBV 5961293 5599237 75.89% 8.039%
7 7.425 464 467 469 rBV 4760776 5095083 69.06% 7.315%
8 7.539 475 477 482 rBV 161609 272623 3.70% 0.391%
9 8.145 527 530 532 rBVY 1715419 2034179 27.57% 2.920%
10 8.568 565 567 569 rBV 100119 114653 1.55% 0.165%

11 9.162 618 619 621 rBvV 149236 141644 1.92% 0.203%
12 9.219 621 624 626 rVV 7641930 6764294 91.68% 9.711%
13 9.299 628 631 633 rvv 113484 131080 1.78% 0.188%
14 9.619 656 659 661 rBVY 2851544 2965726 40.20% 4._.258%
15 9.756 670 671 673 rBvV 68171 104767 1.42% 0.150%

16 9.802 673 675 676 rvv2 124268 119063 1.61% 0.171%
17 9.825 676 677 680 rvB 118071 163940 2.22% 0.235%
18 9.893 681 683 685 rvB 2542633 2200155 29.82% 3.159%
19 10.065 695 698 699 rBvV3 40830 78886 1.07% 0.113%
20 10.156 704 706 707 rBV 88106 96614 1.31% 0.139%

21 10.305 717 719 720 rBV 140609 153217 2.08% 0.220%
22 10.328 720 721 723 rVV 409037 343592 4.66% 0.493%
23 10.362 723 724 729 rVB4 46229 83632 1.13% 0.120%
24 10.442 729 731 734 rBvV4 39861 86373 1.17% 0.124%
25 10.545 738 740 743 rVB2 113265 203581 2.76% 0.292%

26 10.682 749 752 755 rBV 3997467 4315968 58.50% 6.196%
27 10.819 759 764 766 rvv2 467230 1041596 14.12% 1.495%
28 11.253 800 802 803 rBvV 278159 260819 3.54% 0.374%
29 11.276 803 804 807 rvB 242115 270436 3.67% 0.388%
30 11.379 811 813 814 rBV 2183399 1943894 26.35% 2.791%

31 11.402 814 815 816 rvVv 208045 144331 1.96% 0.207%
32 11.448 816 819 821 rvB2 67318 115262 1.56% 0.165%
33 11.631 830 835 837 rBvV3 79692 197318 2.67% 0.283%
34 11.676 837 839 841 rVvB 200107 152584 2.07% 0.219%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

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

35 11.985 864 866 871 rVB4 71044 154495 2.09% 0.222%

36 12.088 873 875 876 rVB 77938 96022 1.30% 0.138%
37 12.351 897 898 903 rBv4 33588 83641 1.13% 0.120%
38 12.476 907 909 911 rvB2 58752 77713 1.05% 0.112%

39 12.591 916 919 920 rBV 248118 268606 3.64% 0.386%
40 12.819 935 939 940 rBV2 195433 340289 4.61% 0.489%

41 12.854 940 942 948 rVB 284171 423452 5.74% 0.608%
42 12.968 949 0952 954 rVV 5473649 5145009 69.73% 7.386%
43 13.871 1028 1031 1039 rBV2 445523 700116 9.49% 1.005%
44 14.008 1041 1043 1046 rBV 1203693 1592785 21.59% 2.287%
45 14.488 1084 1085 1087 rBV2 47260 76672 1.04% 0.110%

46 15.037 1130 1133 1137 rVB 90623 187573 2.54% 0.269%
47 15.380 1161 1163 1166 rBVY 87397 138586 1.88% 0.199%

48 15.448 1166 1169 1171 rBV 761739 1159060 15.71% 1.664%
49 16.831 1288 1290 1295 rVB2 41823 87598 1.19% 0.126%

Sum of corrected areas: 69655216
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF011116\

BF084374.D

11 Jan 2016 12:38

SJ/UM

H1043-08

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF084374.D

5.47
6.62

6.50

6.85

5.05

7.01

7.42

7.54

0
Time-->

T
5.00

I
5.50

L | T T T T
7.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

8.14

TIC: BF084374.D

1

10.68

8.57

2.97

5

o

T
Time--> 8.00

8.50

10.50 11.00 11.50 12.00 12.50

13.00

13.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000{; 5 g7

0

TIC: BF084374.D

14.01

15.45
14.49 15.04 15. 16.83

14.

Time-->

00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

18.50

19.00

8270-BF123115.

M Tue Jan 12 15:23:23 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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

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.

5.05 23.11 ng 1907600 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 259 (5.047 min): BF084374.D (-256) (-) m/z 43.10 100.00%
43
59
5000
ot 480 500 520 5.40
...,....,....,...37.','“..,“.33.:.,...‘??...7?,5.‘3...,...:,|....,. m/z 59.10 59.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AL L IS UL
59 480 500 520 5.40
m/z 101.10 19.15%
25 3! 37 | 83 g3
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 5.40
5000 m/z 58.10 15.50%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e
59 4.80 5.00 5.20 5.40
m/z 41.05 8.87%
5000 41
31
‘ 69 87
...,.?‘Lf’.,...‘l,....‘i:‘...,f??‘l‘.‘....‘i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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

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 unknown6.62 Concentration Rank 1

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

6.62 77.91 ng 6431200 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 397 (6.624 min): BF084374.D (-394) (-) m/z 132.00 100.00%
32
5000 68
54 75 % 620 640 6.60 6.80 7.00
104 . . . . .
.,....,....'!'!.‘.‘.7," L 1 R - S - [ N m/z 68.10 47.83%
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
5000 I IR I L R
6.20 6.40 6.60 6.80 7.00
3 4 5L 78 m/z 134.00 33.14%
1 ‘ | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 32.48%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.08%

5000

92

39 105
n B ST T W gy

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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

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 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.54 2.68 ng 272623 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 59
3 1,4-Dioxane 88 C4H802 000123-91-1 47
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
5 Hexanamide, 6-(heptyloxy)- 229 C13H27N02 055191-08-7 36

Abundance Scan 477 (7.539 min): BF084374.D (-475) (-) m/z 73.00 100.00%
5000 41 57
101 AR SRR SRR LR B
116
720 7.40 7.60 7.80
o 142,00, 820l . ,....,|....,..'!.,..1.??....,....,....,... m/z 88.10 83.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20004: Hexanoic acid, 2-ethyl-
73 88
5000 57 A LI A R
41 7.20 7.40 7.60 7.80
29 101 116 m/z 41.10 42 _.76%

L e L e am
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73 88

7.20 7.40 7.60 7.80

5000 m/z 57.10 38.26%
101
41
29 55
158
Wmmmmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1981: 1,4-Dioxane e e
28 720 740 760 7.80

m/z 55.00 27 .91%

5000
58 88
43 ‘
NM‘ L, |71

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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

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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.12 ng 343592 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 95
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 86
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 72
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 53
Abundance Scan 721 (10.328 min): BF084374.D (-720) (-) m/z 57.10 100.00%
g7
43
5000 n
85

99 113 107 10.00 10.20 10.40 10.60
el il ol 7 127140 154 172183 203 220 1 "m/z  43.10  69.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57

5000 n B R

g5 10 00 10. 20 10. 40 10.60
29 ‘ m/z 71.10 49 _45Y%
-

| L ¥ 13127141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
57
43 71 LN LI L L L L LB |
10.00 10.20 10.40 10.60
5000 m/z 85.10 34.10%
85
i 99 112 140
127 155168 183 197 211 226
B B o e RREEE BE R R S e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73969: Tridecane, 7-propyl- B B

43 57 10.00 10.20 10.40 10.60

m/z 41.10 32.22%
71 85
5000 29
140
183
‘ ‘ ‘ I “ 113 127 | 154 168 ~| 197 226
L s s e B e e e R o R B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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

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 Undecane, 6-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.82 10.72 ng 1041600 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
3 Decane, 2-methyl- 156 C11H24 006975-98-0 72
4 Dodecane, l-iodo- 296 C12H251 004292-19-7 64
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
Abundance Scan 764 (10.819 min): BF084374.D (-759) (-) m/z 57.10 100.00%
g7
71
43
5000
85
|" ‘ %1%”mu%mwwm7m5 - 1040 1060 10,80 11.00 11.20
el e T MALI90169 0107 218 244 1 o7 71,10 71.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45551: Undecane, 6-ethyl-
57
71
43
5000 SRR BRI SURLILE LI B
10,40 10,60 10,80 11.00 11.20
29 8 112 m/z 43.10 52 .64%
‘ ‘ 99 154
et AZ0140 108384
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
71 LRI L SUNIUSE SRR
10.40 10.60 10.80 11.00 11.20
5000 43 m/z 85.10 28.39%
29 85
99 113127141 155 183107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27131: Decane, 2-methyl- B B e
3 57 10.40 10.60 10.80 11.00 11.20
71 m/z 41.10 22.02%
5000
85
29 ‘ g9 112
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 10,40 10,60 10,80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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

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 7
R.T. EstConc Area Relative to ISTD R.T.
11.28 2.78 ng 270436 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Eicosane 282 C20H42 000112-95-8 78
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
5 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 64
Abundance Scan 804 (11.276 min): BF084374.D (-803) (-) m/z 57.10 100.00%
57
71
so00,
99113127 184 11,00 11,20 11.40 11.60
o ..|,..“:.,....J',...l.,.l...,.1.“".?,1.‘??.,!..1.9,8.?.1? 280 | M7z 71.10 74.02%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45540: Tridecane
43 57
5000 n L UL UL UL B
11,00 11.20 11.40 11.60
29 m/z 43.10 50.04%
h‘ ‘ 99113127 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
71 11.00 11.20 11.40 11.60
5000 m/z 85.10 37.04%
29 o
113127 155169183 211225239 282
Wmmmmwwwmr
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- L REma s B R
57 11.00 11.20 11.40 11.60
71 m/z 41.10 25.68%
43
5000
99113
L L I |2 155169183 211225239 267281296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11. 60

8270-BF123115.M Tue Jan 12 15:23:29 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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

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 Dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.03 ng 197318 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 Octacosane 394 C28H58 000630-02-4 72
3 Tetradecane 198 C14H30 000629-59-4 70
4 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 58
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 835 (11.631 min): BF084374.D (-830) (-) m/z 57.10 100.00%
57
5000
o 11 147 169 "' 11140 11:60 11.80 12.00
b m/z 43.10 77.33%
m/z--> 50 100 150 200 250 300 350
Abundance #36158: Dodecane
57
5000 L UL B BN B
85 nmnmnmnm
29 m/z 71.10 68.39%
O O
m/z--> 50 100 150 200 250 300 350
Abundance
57
"' 11140 11.60 11.80 12.00
5000 85 m/z 55.10 39.40%
29 118 441
169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #55009: Tetradecane R AR RRRES T
57 11.40 11.60 11.80 12.00
m/z 85.10 33.50%
5000 g5
29
L e 20 60 108
m/z--> 55 160 150 260 250 300 3éo ' 11'40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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

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 Cycloeicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.79 ng 700116 Chrysene-d12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
4 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 1031 (13.871 min): BF084374.D (-1028) (-) m/z 57.10 100.00%
57

83

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 82.32%

v 1P6 144 168 194210 230 252 280 299 323
el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106397: Cycloeicosane

83

s

13.60 13.80 14.00 14.20
m/z 55.10 78.71%

5000

J A 139 168 196 224 252 280
SEEN|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

:

Abundance
57 83
R LI o A
41 13.60 13.80 14.00 14.20
5000 11 m/z 83.10 70.98%
26 139 168 191210 238 266 295
Wﬁﬁmmmﬁwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R N REEEEEEm e
57 13.60 13.80 14.00 14.20
83 m/z 97.10 65.38%
5000
4
2 | A 168 194210 238
ARRAnseanasy RN R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084374.D

Acq On : 11 Jan 2016 12:38

Operator : SJ/UM

Sample : H1043-08

Misc :

ALS Vial : 4 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]
2-Pentanone, 4-hy... 5.05 23.1 ng 1907600 1 6.85 1650870 20.0
unknown6 .62 6.62 77.9 ng 6431200 1 6.85 1650870 20.0
Hexanoic acid, 2-... 7.54 2.7 ng 272623 2 8.14 2034180 20.0
Hexadecane 10.33 3.1 ng 343592 3 9.89 2200160 20.0
Undecane, 6-ethyl- 10.82 10.7 ng 1041600 4 11.38 1943890 20.0
Tridecane 11.28 2.8 ng 270436 4 11.38 1943890 20.0
Dodecane 11.63 2.0 ng 197318 4 11.38 1943890 20.0
Cycloeicosane 13.87 8.8 ng 700116 5 14.01 1592790 20.0
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