LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

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-BF042716.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 3.630 132 135 140 rBvV 47710 91229 1.47% 0.157%
2 4.956 249 251 256 rBV 87871 187860 3.02% 0.324%
3 5.344 282 285 288 rBVY 4436110 5804754 93.25% 10.003%
4 6.396 373 377 379 rBVY 5102339 6212233 99.79% 10.706%
5 6.522 385 388 390 rBY 5617758 6225222 100.00% 10.728%
6 6.750 405 408 410 rBVY 1303166 1231730 19.79% 2.123%
7 6.910 419 422 424 rBV 4051897 4620657 74.22% 7.963%
8 7.322 455 458 460 rBVY 3725516 4272356 68.63% 7.363%
9 7.425 465 467 474 rVvV 40711 123295 1.98% 0.212%
10 7.527 474 476 479 rVB 63330 73161 1.18% 0.126%

11 8.042 518 521 523 rBV 1109523 1638338 26.32% 2.823%
12 8.899 593 596 599 rBvV2 40581 72336 1.16% 0.125%
13 9.116 612 615 618 rBY 5000301 5327849 85.58% 9.182%
14 9.516 647 650 652 rBvY 973849 1008588 16.20% 1.738%
15 9.733 667 669 671 rBvY 110854 101648 1.63% 0.175%

16 9.791 671 674 676 rBV 1989614 1967530 31.61% 3.391%
17 10.225 709 712 714 rBV 143592 227609 3.66% 0.392%
18 10.453 728 732 733 rBV 90798 141096 2.27% 0.243%
19 10.579 740 743 745 rBV 3964657 4329364 69.55% 7.461%
20 10.705 752 754 760 rVB 245910 356940 5.73% 0.615%

21 10.899 768 771 775 rBV 30734 70775 1.14% 0.122%
22 11.151 790 793 794 rBV 120166 109797 1.76% 0.189%
23 11.265 801 803 808 rBV2 1426145 1928490 30.98% 3.323%
24 11.814 849 851 855 rvv 805128 856273 13.75% 1.476%
25 11.882 855 857 861 rvB2 38608 110768 1.78% 0.191%

26 12.008 867 868 870 rvB 62649 63711 1.02% 0.110%
27 12.122 876 878 881 rvVvB 222552 197824 3.18% 0.341%
28 12.214 885 886 888 rvB 131936 132072 2.12% 0.228%
29 12.294 891 893 898 rBv2 39849 76095 1.22% 0.131%
30 12.477 907 909 911 rBV 191309 183217 2.94% 0.316%

31 12.522 911 913 915 rvv 144174 130834 2.10% 0.225%
32 12.591 917 919 926 rBv2 210799 363110 5.83% 0.626%
33 12.705 926 929 931 rvv2 137312 259042 4.16% 0.446%
34 12.854 940 942 945 rBV 3385654 4548193 73.06% 7.838%

8270-BF042716.M Wed May 04 17:12:46 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

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-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.922 946 948 951 rVB 64778 89810 1.44% 0.155%

36 12.991 951 954 956 rBV 435461 421262 6.77% 0.726%
37 13.391 987 989 991 rBV 82540 78308 1.26% 0.135%
38 13.757 1019 1021 1031 rBV 429867 907916 14.58% 1.565%
39 13.905 1031 1034 1047 rVV 1129668 1855809 29.81% 3.198%
40 14.077 1047 1049 1055 rvB2 32283 78747 1.26% 0.136%

41 14.351 1071 1073 1074 rBV 65559 65038 1.04% 0.112%
42 14.660 1098 1100 1105 rBV2 150257 231121 3.71% 0.398%

43 15.288 1153 1155 1158 rBVY 728179 1104931 17.75% 1.904%
44 16.397 1243 1252 1262 rVB2 25420 150821 2.42% 0.260%

Sum of corrected areas: 58027759
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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: BF086637.D

6152
6.40

5000000
5.34

6.91
4000000 732

3000000

2000000
6.75
1000000

T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF086637.D

5000000 9.12

4000000 10.58

12.¢

3000000

2000000 9.79

11.26

1000000 9 52 1181
10.70
A 8.90 1022104%} A 1090111 1.8 055721, 22829, 71
———

T T T
Time--> 7.50 8.00 8.50 9.00 10 OO 10 50 11 OO 11.50 12.00 12.50
Abundance TIC: BF086637.D

@

5000000
4000000
3000000

2000000

13.91

1000000 15.29
12.99 13.76

2.% 13.39 14 08 1435 1466 16. 40

I
Time-->  13.00 13.50 14 00 14 50 15.00 15.50 16.00 16 50 17.00 17. 50 18. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 9

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

4.96 3.05 ng 187860 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 dl-4-Amino-3-hydroxybutyric acid 119 C4H9NO3 000352-21-6 9

Abundance Scan 251 (4.956 min): BFO86637.D (-249) (-) m/z 43.10 100.00%
431
5000 59.1
| o 450 4B 560 550 |
SRRSO 1 OSSP NS S S m/z 59.10 47.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R L L
59.0 460 480 500 520
m/z 58.10 15.08%
et 880 630700
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520
5000 57.0 m/z 101.10 14.38%
29.0
101.0
'”I"”I"”I'”'I'”'I'”'I”"I”?%?”"I”"P"'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.25%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.52 Concentration Rank 1

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

6.52 101.08 ng 6225220 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 388 (6.522 min): BF086637.D (-385) (-) m/z 132.10 100.00%
132.1
5000 68.1
401 °1 o J o o5 5u0 650 ok
| MINEHM e m/z 68.10 48.59%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 ISR R R
6.20 6.40 6.60 6.80
70.0 m/z 66.10 33.73%
310 59
'ﬂ'|l'u'l““'”|"'“|'}}99” A DAL DL L WL
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
O 6% o4 ok om0
5000 m/z 134.10 33.40%
31.0 510
mz-> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl I RERmmmmmss
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.39%
74.0
5000 ggo 1160
||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||1|8|9.|0||||||
m/z--> 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.22 2.31 ng 227609 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Pentadecane 212 C15H32 000629-62-9 78
4 Decane 142 C10H22 000124-18-5 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 712 (10.225 min): BF086637.D (-709) (-) m/z 57.10 100.00%
57.1
5000
85.1

10.00 10.20 10.40 10.60

1131 149.0
m/z 43.10 87 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane

57.0

5000 AR mn e e
10. OO 10. 20 10. 40 10. 60

29.0 8.0 m/z 71.10 44 .81%
J‘\ Hw‘ﬂwlmom%1wonm

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

Abundance
57.0
T
10.00 10.20 10.40 10.60
5000 m/z 41.10 41 .85%
85.0
29.0
113.0 141.0 169.0 282.0
ﬁwww’mwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64573: Pentadecane AN EmE ma B R
57.0 10.00 10.20 10.40 10.60
m/z 85.10 29.73%
5000 85.0
29.0
Lo 30 1410 1650 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.81 8.88 ng 856273 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 78
Abundance Scan 851 (11.814 min): BF086637.D (-849) (-) m/z 43.10 100.00%
431
73.1
5000
157.2 1852 213.2 256.3 11.40 11.60 11.80 12.00 12.20
rrrpreee i . m/z 60.00 79.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 AR UL B B
11. 40 11. 60 11. 80 12. oo 12 20
1290 256.0 m/z 73.10 76.79%
L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 1éo 1éo 260 220 210 2éo
Abundance
43.0 | 730
1140 11.60 11.80 12.00 12.20
5000 m/z 41.05 75.88%
129.0 242.0
97.0 199.0
149.0 171.0 223 0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260
Abundance #46615: Undecanoic acid e A RENE A
60.0 11.40 11.60 11.80 12.00 12.20
m/z 57.10 70.88%
5000
29.0 85.0 129.0
186.0
---.-‘-‘--.‘-‘--‘-“ | . W” 07,0 w,‘” 170 0 S VN | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 18-Norabietane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.12 2.05 ng 197824 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 95
2 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 49
3 7-Octadecvne. 2-methvl- 264 C19H36 035354-38-2 35
4 1.2-Benzooxazine.2-cvclohexvl-4-... 262 C16H26N20 037898-39-8 30
5 Cyclopropanecarboxylic acid, 2,2... 168 C10H1602 033383-56-1 27

Abundance Scan 878 (12.122 min): BF086637.D (-876) (-) m/z 109.10 100.00%

5000

-

219.2 262.3 11.80 12.00 12.20 12.40
m/z 95.05 63.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95827: 18-Norabietane

-

5000

11,80 12,00 12.20 12.40
m/z 81.10 62.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0 95.0
R A RA R B
11.80 12.00 12.20 12.40
5000 m/z 55.10 57.01%
123.0
27.0
75.0
R R R RS R o R A BAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96974: 7-Octadecyne, 2-methyl- B ARREEREE S

11.80 12.00 12.20 12.40
m/z 41.10  54.54%

41.0
5000

F

137.0 165.0 221.0 249.0
I R RaERshase s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.99 4.54 ng 421262 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. l-methvl-7-(1l-meth... 234 C18H18 000483-65-8 95
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 94
3 Phenanthrene. 3.4.5.6-tetramethvl- 234 C18H18 007343-06-8 59
4 2.3.5.6-Detetrahvdrocyclohexanon... 234 C15H2202 101100-38-3 50
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 49

Abundance Scan 954 (12.991 min): BF086637.D (-951) (-) m/z 219.20 100.00%

219.2
5000

12.60 12.80 13.00 13.20 13.40
m/z 234.20 59.13%

102.1 178.1

39.0 56.0 76.1 126.0 152.1
mz-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #78743: Phenanthrene, 1-methyl-7-(1-methylethy!)-
219.0
5000
12.60 12.80 13.00 13.20 13.40
102.0 ZOTO m/z 204.10 34.64%
178.0 ‘
e S0, 1250, 1520 VEOL | 2360
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219.0
e e s
12.60 12.80 13.00 13.20 13.40
5000 m/z 203.10 26.10%

202.0
39.0 63.0 820 1020 1569 mu)lmo 2%0

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

Abundance #78731: Phenanthrene, 3,4,5,6-tetramethyl-
234.0 12.60 12.80 13.00 13.20 13.40
m/z 202.10 20.97%
5000
1010 204.0
SN » SN L2 ST [ — ....16.“3.(.’.1@0 H‘ w‘...w‘.,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.76 9.78 ng 907916 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1021 (13.757 min): BF086637.D (-1019) (-) m/z 43.10 100.00%
431
83.1
5000
LU UNR UL SN I
139.2 230.2 13.40 13.60 13.80 14.00
S 1682 200.1 m/z 57.10 96.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 LA U UL SN I
29.0 13.40 13.60 13.80 14.00 :
1250 m/z 55.10 92.36%
Ll 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0 LA UNR UL SN I
13.40 13.60 13.80 14.00
5000 m/z 83.10 65.41%

111.0

139.0 1820 2100

mmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146886: Dichloroacetic acid, heptadecy! ester e LR R e
13.40 13.60 13.80 14.00

m/z 41.10 64 .14%

:

5000 111.0

29.0

.

139.0 168.0

210.0 238.0 26,0 295.0
et e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Tetradecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.66 4.18 ng 231121 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 86
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 72
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Hexadecanamide 255 C16H33NO 000629-54-9 53
5 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1000281-69-5 46

Abundance Scan 1100 (14.660 min): BF086637.D (-1098) (-) m/z 59.00 100.00%

59.0

5000

—

14.40 14.60 14.80 15.00
m/z 72.10 60.44%

114.1 1371

178.1 207.1 240.2

281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74439: Tetradecanamide
59.0
5000 LI I L L L L L L LB
14.40 14.60 14.80 15.00
m/z 55.10 59.17%
29 0 97.0 128 0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R R BEREEEEE e aa
14.40 14.60 14.80 15.00
5000 m/z 41.05 41.23%
29.0
830 22.0
1220 1500 1780 2210 281.0
memm‘q’wwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T

Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R B A B
14.40 14.60 14.80 15.00

m/z 43.10 40.57%

5000

s

83.0 111.0 141.0 170.0 196.0 2290
R B e A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086637.D

Aca On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.73 ng 150821 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 94
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
3 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 43
4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2 000093-46-9 43
5 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 43
Abundance Scan 1252 (16.397 min): BF086637.D (-1243) (-) m/z 360.30 100.00%
360.3
5000 152.1 A
179.2 e e
m17mmw || 254.2595 1 16.00 16.20 16,40 16.60 16.80
I

i TR BTN AT S U M S— I m/z 152.10 45.37%

m/z--> 50 100 15 O 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360.0

5000 e o B
152.0 16. OO 16. 20 16. 40 16. 60 16. 80

77.0 18 m/z 361.25 28.04%

.0
47.0
SN T iU Y ﬁ a0 20
m/z--> 50 100 150 200 250 300 350
Abundance
360.0

16. 00 16. 20 16. 40 16. 60 16.80

5000 m/z 179.15 26.23%
207.0
332.0
39.0 67.0 950123.0 164.0 257.0285.0
—— T T T T T T T

m/z--> 50 100 150 200 250 300 350
Abundance #144845: 1,3,2-Dioxaborolane, bis(spiro[4-2':5-2"]indane),... R B maa . T
104.0 360.0 16. OO 16. 20 16. 40 16. 60 16. 80

m/z 359.20 24 .93%

5000
132.0
a0 770 ‘ 16T0 2200 2760 3160
: ‘:l I\‘ { ” JIH\I\ J‘: \I‘l el = IH:!.QI]..?' IJ ‘ 2480I ul iy

m/z--> 50 100 150 200 250 300 350 16 00 16. 20 16. 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
Data File : BF086637.D

Acq On : 3 May 2016 11:34

Operator : UM/SJ

Sample : H2685-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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... 4.96 3.0 ng 187860 1 6.75 1231730 20.0
unknown6 .52 6.52 101.1 ng 6225220 1 6.75 1231730 20.0
Hexadecane 10.22 2.3 ng 227609 3 9.79 1967530 20.0
n-Hexadecanoic acid 11.81 8.9 ng 856273 4 11.27 1928490 20.0
18-Norabietane 12.12 2.0 ng 197824 4 11.27 1928490 20.0
Phenanthrene, 1-m... 12.99 4.5 ng 421262 5 13.91 1855810 20.0
1-Docosene 13.76 9.8 ng 907916 5 13.91 1855810 20.0
Tetradecanamide 14.66 4.2 ng 231121 6 15.29 1104930 20.0
Dibenzylidene 4,4_.. 16.40 2.7 ng 150821 6 15.29 1104930 20.0
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