LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 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-BF041717 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.913 332 336 346 rBV 319831 418079 8.61% 0.984%
2 4.307 398 403 420 rBVY 3491056 3722502 76.70% 8.760%
3 5.390 581 587 598 rBY 3180100 3985154 82.11% 9.378%
4 5.507 603 607 611 rBY 3426179 3798235 78.26% 8.938%
5 5.584 618 620 625 rVB 85292 72966 1.50% 0.172%
6 5.754 645 649 652 rBV 837512 774117 15.95% 1.822%
7 5.931 674 679 683 rBY 3044164 3055707 62.96% 7.191%
8 6.407 754 760 763 rBY 2287744 2391234 49.27% 5.627%
9 6.466 767 770 774 rVB 146316 122225 2.52% 0.288%
10 6.684 805 807 814 rVB2 50221 51409 1.06% 0.121%
11 6.989 855 859 865 rVB2 51941 53508 1.10% 0.126%

12 7.242 899 902 905 rBV 1043987 1012143 20.85% 2.382%
13 7.272 905 907 910 rVvB 196047 150893 3.11% 0.355%
14 7.807 994 998 1005 rBV2 71121 80949 1.67% 0.190%
15 8.013 1030 1033 1036 rVB 187730 158076 3.26% 0.372%

16 8.572 1123 1128 1131 rVB 3888587 3862484 79.58% 9.089%
17 8.707 1149 1151 1156 rBV 147574 135173 2.79% 0.318%
18 9.066 1209 1212 1216 rBV 307952 310548 6.40% 0.731%
19 9.378 1259 1265 1269 rBV3 935175 1104426 22.76% 2.599%
20 9.977 1364 1367 1371 rBV 155220 138242 2.85% 0.325%

21 10.254 1409 1414 1417 rBV2 64388 76971 1.59% 0.181%
22 10.360 1427 1432 1440 rBV 1536810 1811760 37.33% 4.263%
23 10.560 1463 1466 1468 rBV 160998 161307 3.32% 0.380%
24 11.119 1558 1561 1564 rVB 130723 120674 2.49% 0.284%
25 11.154 1564 1567 1571 rVB2 61522 70744 1.46% 0.166%

26 11.201 1571 1575 1578 rBV 807035 820796 16.91% 1.932%
27 11.230 1578 1580 1584 rVB 254926 219494 4._.52% 0.517%

28 11.295 1588 1591 1594 rVB 56191 56767 1.17% 0.134%
29 11.642 1647 1650 1655 rVB 97704 100623 2.07% 0.237%
30 11.830 1678 1682 1684 rBV2 49893 60491 1.25% 0.142%
31 11.860 1684 1687 1693 rVB 72060 78413 1.62% 0.185%
32 11.936 1697 1700 1701 rBV 91776 76960 1.59% 0.181%
33 12.148 1733 1736 1741 rVB 90318 82040 1.69% 0.193%
34 12.507 1793 1797 1800 rBV2 64187 82807 1.71% 0.195%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.630 1815 1818 1821 rVB 110236 104328 2.15% 0.246%

36 12.689 1825 1828 1832 rVB 346938 369034 7.60% 0.868%
37 12.966 1871 1875 1880 rVB 356469 377810 7.78% 0.889%

38 13.089 1894 1896 1900 rVB 90815 81572 1.68% 0.192%
39 13.183 1907 1912 1916 rBV 2445513 2854716 58.82% 6.718%
40 13.342 1936 1939 1941 rBV4 42423 54645 1.13% 0.129%

41 13.530 1969 1971 1975 rVB 104661 103821 2.14% 0.244%
42 13.795 2011 2016 2020 rBV 2088477 2326191 47.93% 5.474%
43 13.960 2041 2044 2047 rVB 121678 126565 2.61% 0.298%
44 14.454 2123 2128 2131 rBV2 734655 891336 18.37% 2.098%
45 14.524 2134 2140 2143 rVB 3814898 4853295 100.00% 11.421%

46 14.754 2177 2179 2187 rVB2 155681 196935 4._.06% 0.463%
47 15.136 2242 2244 2249 rVB 156687 147009 3.03% 0.346%

48 15.854 2363 2366 2371 rBVY 208320 293589 6.05% 0.691%
49 16.089 2402 2406 2411 rBV 413871 496389 10.23% 1.168%

Sum of corrected areas: 42495152
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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\BF042517\

BF094620.D

25 Apr 2017 21:59

SJ/MA

12811-03

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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4000000

3000000

2000000

1000000

TIC: BF094620.D

4.31 5.51

5.39 593

6.41

391

U@JJ

—

47 6.68

6.99

7.24

.27

N
LI B —

O
Time--> 2.00

2.50

3.00

3.50

4.00

5.50 6.00

T T
4.50 5.00 6.50

7.00

[
7.50

Abundance
4000000

3000000

2000000

1000000

04. L
Time-->

TIC: BF094620.D
8.57

10.36

12.00

12.50

10.50 11.00 11.50

12.69 12.97

13.18

13.00

Abundance
4000000

3000000

2000000

1000000

13.79

TIC: BF094620.D

0
Time-->

18.00

18.50

17.00 17.50

16.00 16.50

15.00 15.50

14.00 14.50

19.00

8270-BF041717.

M Wed Apr 26 17:56:48 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

3.91 10.80 ng 418079 1,4-Dichlorobenzene-d4 5.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 335 (3.907 min): BF094620.D (-332) (-) m/z 42.95 100.00%
43.0
59.0
5000
o 360 3.80 400 420
83.0 : : : :
o...,....,....,....','::.?,1-.0.:!,....,....,.~...,...:,|....,. m/z 59.00 57.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR SRR L R
3.60 3.80 4.00 4.20
59.0 1010 m/z 101.10 19.26%
0 270 | 51.0“ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
360 3.80 4.00 420
5000 m/z 58.00 13.92%
101.0
o150 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
59.0 3.60 3.80 4.00 4.20
m/z 41.00 9.73%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ I | 840 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown5.51 Concentration Rank 1

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

5.51 98.13 ng 3798240 1,4-Dichlorobenzene-d4 5.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 607 (5.507 min): BF094620.D (-603) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 sa0 || g %I'l - 520 540 560 580
Obrrprrrrprrer bt et e o Ot || M/Z 68.05 40 88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o e i
M0 530 o m/z 133.95 32.30%
‘ 79.0 '
0 ..luuuuluuuluuuﬁ‘il‘...i‘..‘..|‘.‘.‘H‘|..U.‘l‘....‘luu‘hluuuulu..‘.‘lunul‘ ‘IHI”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 "k o 560 Sk |
5000 ' m/z 66.00 24 _45%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L L L L R |
132.0 5.20 5.40 5.60 5.80
m/z 69.10 16.05%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Undecane Concentration Rank 8

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

6.47 3.16 ng 122225 1,4-Dichlorobenzene-d4 5.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 94
2 Tridecane 184 C13H28 000629-50-5 86
3 Decane 142 C10H22 000124-18-5 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 64

Abundance Scan 771 (6.472 min): BF094620.D (-767) (-) m/z 57.05 100.00%
43.05'0
5000 71.0
85.1
6.20 6.40 6.60 6.80
99.1113.1
o e 162 Tm/z 43.05  78.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28422: Undecane
43.0 57.0
5000
71.0 6.20 6.40 6.60 6.80
29.0 85.0 m/z 71.05 41 .36%
0 “ ‘ 1l J 990113 0127.0 156.0
miz--> A A A D DT R T T
Abundance
43.0 57.0
6.20 6.40 6.60 6.80
5000 710 m/z 41.05 37.65%
29.0 85.0
0 99.0 113.0127.0141.0155.0 184.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19158: Decane A B e I et
43.0 57.0 6.20 6.40 6.60 6.80
m/z 85.10 28.20%
5000
71.0
29.0 85.0
oL 15.0 \“ \‘ 99.0113.0 142.0
m/z--> ﬁo 45 eb éo 160 150 150 1éo 1éo 6.20 6.40 6.60 6.80

8270-BF041717 .M Wed Apr 26 17:56:50 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9

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

8.01 3.12 ng 158076 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 87

Abundance Scan 1033 (8.013 min): BF094620.D (-1030) (-) m/z 57.05 100.00%
5%.0
5000
39/0 112.0 7.60 7.80 8.00 8.20 8.40
N 131 1590 1842 m/z 43.10 79.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000 INRASSRESE NARBE NN R
85.0 7.60 7.80 8.00 8.20 8.40
29.0 m/z 71.05 57.61%
0 I \ |, 130 141 0 169 0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
7.60 7.80 8.00 8.20 8.40
5000 85.0 m/z 41.05 37.66%
29.0
112.0 141.0 184.0
O o o T e e o
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #59880: Tetradecane L B B EE SR
57.0 7.60 7.80 8.00 8.20 8.40
m/z 85.10 35.05%
5000 85.0
29.0
. | I | 1130 1410 1690 198.0
m/z--> ' ' 6|0 8|0 1(')0 12'0 140 160 180 2(')0 250 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetradecane Concentration Rank 15

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

8.71 2.45 ng 135173 Acenaphthene-d10 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 1152 (8.713 min): BF094620.D (-1149) (-) m/z 57.10 100.00%
57.1
5000 850
39 112.1 8.40 8.60 8.80 9.00
ol )2 (1692 1982 | "w/z 43.10 68.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 L L R R R
8.40 8.60 8.80 9.00
29.0 m/z 71.10 58.40%
. | I | 1130 1410 1690 198.0
m/z--> ' ' éo 8b 160 150 140 160 180 260 250
Abundance
57.0
8.40 8.60 8.80 9.00
0
5000 85.0 m/z 85.05 36.56%
29.0
o 1130  141.0 1690 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0 8.40 8.60 8.80 9.00
m/z 41.05 31.93%
5000
85.0
29.0
0 | “ [l ‘ , 113.0 1410 169.0 197.0 226.0
m/z--> ﬁo Jo éo éo 160 150 140 1éo 180 260 250 8ho 860 880 960
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number

7 Pentadecane

Concentration Rank 13

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

9.98 2.50 ng 138242 Acenaphthene-d10 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 1367 (9.977 min): BF094620.D (-1364) (-) m/z 57.05 100.00%
51.0
5000
411 ﬁﬂuMJU_JJ
SRR NN
113.1 9.60 9.80 10.00 10.20
o 141.1 161.1 183.1 n/z 43.10 71 36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
w000 , o ok b0 1000 1050
4l m/z 71.10 64.28%
miz--> A 150 e e e Be
Abundance
9.60 9.80 10.00 10.20
5000 5.0 m/z 85.05 41.23%
41,0
141.0
o220 oy 1130 | 1690
m/z--> 20 40 60 80 100 120 140 160 180 200 NﬂhﬂmwdbwaJkVWV,qﬂwJme
Abundance #59880: Tetradecane BT T T
57.0 9.60 9.80 10.00 10.20
m/z 41.10 32.03%
85.0
5000 1o
oL15.0 J I, , 1130 1410 1690 1980 NknyouUmeJkkNNwdAvv~Wv
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 260 ' 960 980 1000 1020 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.64 2.45 ng 100623 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Docosane 310 C22H46 000629-97-0 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1650 (11.642 min): BF094620.D (-1647) (-) m/z 57.05 100.00%

57.0
5000 85.1

11.40 11.60 11.80 12.00

1131 1551 1831 211 2

Obrprrrr el et b g e e ey || M7z 7105 68. 28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0
5000 850 ||||||||||||||||||||
11.40 11.60 11.80 12.00
0.0 m/z 43.10 67.14%
0 L ‘ Il \\11?0\14':[0 169.0 197.0 2250 254.0
T R T R R e T R T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R N EEEEE RS
11.40 11.60 11.80 12.00
5000 85.0 m/z 85.10 41 .40%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 310.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane A BB B
57.0 11.40 11.60 11.80 12.00
m/z 41.00 27.48%
5000
85.0
29.0
0 Ll ‘ 1130 1410 169.0 197.0 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.51 2.02 ng 82807 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 94
2 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 94
3 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 93
4 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 90
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 89
Abundance Scan 1798 (12.513 min): BF094620.D (-1793) (-) m/z 206.10 100.00%
206.1
5000
5l s 10L0 o) i15p0 1780 2261 2500 12.20 12.40 12.60 12.80
01 ' m/z 191.10 47 .81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
5000 USRNSSR BN SRR
12.20 12.40 12.60 12.80
102.0 m/z 189.00 26.32%
ol 270 510 00 | 1300 16501870 |
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance
206.0
12.20 12.40 12,60 12.80
5000 m/z 205.10 21.53%
101.0
ol 270 510 760 139.0 1650]870
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206.0 12.20 12.40 12.60 12.80
m/z 207.10 17 .04%
5000
89.0
0 300 630 | /1150 139.0 165.0 1870 ‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80

8270-BF041717.M Wed Apr 26 17:56:53 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.33 ng 103821 Chrysene-di12 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 80
4 Heneicosane 296 C21H44 000629-94-7 78
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
Abundance Scan 1971 (13.530 min): BF094620.D (-1969) (-) m/z 57.05 100.00%
57.0
85.1
5000
13.20 1340 13.60 13.80

16|5..Z!.19?..121I8.1 257.1 288.2

ob— .=,.llﬁuhvt‘.r,

sttt m/z 71.10 75.62%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 850 LA L L L L L LB B |
13.20 13.40 13.60 13.80
m/z 43.10 61.47%
113.0141.0
oL 230 | ] 01690 211.0230.0267.0205.0323.0 352.0
e L A e o e B e I A S B e B e e e L
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R R S REEEEmas ey
13.20 13.40 13.60 13.80
5000 m/z 85.10 52.91%
85.0
29.0
0 113.0141.0169.0197.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo- A REEREEEEE
57.0 13.20 13.40 13.60 13.80
m/z 55.10 30.51%
5000 85.0
29.0
113.0 1550
ol .\‘. LA LT hiassoauo 280 S —
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF041717.M Wed Apr 26 17:56:54 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.84 ng 126565 Chrysene-di12 14 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tridecane 184 C13H28 000629-50-5 80
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 80
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 74
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64
Abundance Scan 2044 (13.960 min): BF094620.D (-2041) (-) m/z 57.10 100.00%
51.1
85.0
5000
113.1 13.60 13.80 14.00 14.20

141.1 1751 246.1
.,....,....,|'...,..|..,'....'|,...J.,.'...,....,........2.1.?.1....,....ﬁ??.oﬁg.?,?. m/z 71.10 70.67%

0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57.0
5000 850 T llllllllllll llllll
13 60 13. 80 14. OO 14.20
m/z 85.05 57 .15%
290 1130
o Lo 4 1410 1690 1970 2250 2680
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
B e SRR
13.60 13.80 14.00 14.20
0
5000 2.0 850 m/z 43.10 56.61%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48851: Dodecane, 2-methyl- R BE T
43.0 13.60 13.80 14.00 14.20
m/z 41.10 19.44%
5000 1.0
99.0 141.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14. 20

8270-BF041717.M Wed Apr 26 17:56:55 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.75 4.42 ng 196935 Chrysene-di12 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 95
3 Octadecane 254 C18H38 000593-45-3 95
4 Heneicosane 296 C21H44 000629-94-7 95
5 Eicosane 282 C20H42 000112-95-8 93
Abundance Scan 2178 (14.748 min): BF094620.D (-2177) (-) m/z 57.10 100.00%
57.1
5000 ' }
- 254105, 13073 343 1440 1450 1480 1500
0! m/z 71.10 79 .85%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
85.0
5000 UV PR BRI U
14.40 14.60 14.80 15.00
113.0 m/z 43.10 76.15%
0300, 014101690167 0225.0253.0261.0300 03380
m/z--> 55 160 150 260 250 360 350
Abundance
57.0
14.40 1460 14.80 15.00
5000 85.0 m/z 85.10 54 _.81%
28.0
i T M
-
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance #105885: Octadecane L B o
57.0 14.40 14.60 14.80 15.00
m/z 55.10 50.05%
5000 85.0
29.0
oL by ) [10141.0160.0107.0205,0254.0
m/z--> 55 160 1%0 260 2%0 360 350 14h0 14%0 1!80 1sbo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042517\
Data File : BF094620.D

Aca On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample : 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Heptadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.85 11.83 ng 293589 Perylene-d12 16.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 83
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 80
5 Octacosane 394 C28H58 000630-02-4 76

Abundance Scan 2365 (15.848 min): BF094620.D (-2363) (-) m/z 57.10 100.00%
1
5000
s ' 15.60 15,80 16.00 16,20
141.1 .1239.1270.1 : : : -
0 L1 0123343 . 343 m/z 71.10 61.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 LRI SR SULULE UL U
15.60 15.80 16.00 16.20
99.0 m/z 43.10 53.44%
0 27‘0 ‘\ H H H‘ \‘ %410‘ 183. 0 240.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15,60 15.80 16.00 16,20
5000 m/z 85.10 46 .56%
99.0
0 141.0 182.0 2359 2810 3220
mz-> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethy!- L B
57.0 15.60 15.80 16.00 16.20
m/z 55.10 22 .69%
5000
113.0 155.0
Ouuuu‘l‘.J..J.'”.‘l.”..l‘[...l. IZ?SI'OI ——— T A A e
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF041717.M Wed Apr 26 17:56:56 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
Data File : BF094620.D

Acq On : 25 Apr 2017 21:59

Operator : SJ/MA

Sample - 12811-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.91 10.8 ng 418079 1 5.75 774117 20.0
unknown5.51 5.51 98.1 ng 3798240 1 5.75 774117 20.0
Undecane 6.47 3.2 ng 122225 1 5.75 774117 20.0
Hexadecane 8.01 3.1 ng 158076 2 7.25 1012140 20.0
Tetradecane 8.71 2.5 ng 135173 3 9.38 1104430 20.0
Pentadecane 9.98 2.5 ng 138242 3 9.38 1104430 20.0
Octadecane 11.64 2.5 ng 100623 4 11.20 820796 20.0
Phenanthrene, 3,6... 12.51 2.0 ng 82807 4 11.20 820796 20.0
Pentacosane 13.53 2.3 ng 103821 5 14.45 891336 20.0
Nonadecane 13.96 2.8 ng 126565 5 14.45 891336 20.0
Tetracosane 14.75 4.4 ng 196935 5 14.45 891336 20.0
Heptadecane 15.85 11.8 ng 293589 6 16.09 496389 20.0
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