LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 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-BF050416.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 4.910 245 247 254 rBV 137557 225971 4_.09% 0.476%
2 5.333 281 284 286 rBVY 4934427 5277865 95.61% 11.124%
3 6.384 373 376 379 rBVY 4375679 5055488 91.58% 10.655%
4 6.510 384 387 389 rBVY 5111407 5520118 100.00% 11.635%
5 6.739 405 407 409 rBY 1081634 1048659 19.00% 2.210%
6 6.899 418 421 423 rBV 3256747 4083993 73.98% 8.608%
7 7.310 453 457 459 rBVY 3021784 3738281 67.72% 7.879%
8 7.344 459 460 463 rVB 65799 76482 1.39% 0.161%
9 7.767 494 497 501 rBvV2 32311 61742 1.12% 0.130%
10 8.019 517 519 522 rBVY 1193412 1330898 24.11% 2.805%
11 8.625 570 572 574 rBV 86890 82121 1.49% 0.173%

12 9.105 611 614 616 rBVY 5155250 5103327 92.45% 10.756%
13 9.185 619 621 624 rVB 97287 122198 2.21% 0.258%
14 9.379 634 638 640 rBv2 41071 58428 1.06% 0.123%
15 9.436 640 643 646 rBvV3 37416 74345 1.35% 0.157%

16 9.493 646 648 650 rBvV 482433 539523 9.77% 1.137%
17 9.722 666 668 670 rBvV 202589 213071 3.86% 0.449%
18 9.779 670 673 674 rvV 1050135 1335180 24.19% 2.814%
19 9.802 674 675 681 rVB 61077 75497 1.37% 0.159%
20 9.950 684 688 689 rBvV3 42745 74370 1.35% 0.157%

21 10.213 709 711 713 rVB 299872 264447 4._.79% 0.557%
22 10.316 719 720 724 rBV2 40571 58733 1.06% 0.124%
23 10.430 727 730 733 rBV 119920 211959 3.84% 0.447%
24 10.568 739 742 744 rBV2 2124719 2994247 54.24% 6.311%
25 10.693 751 753 757 rVB 256912 459861 8.33% 0.969%

26 10.888 767 770 771 rBV 33762 62355 1.13% 0.131%
27 11.139 790 792 793 rBV 131780 160820 2.91% 0.339%
28 11.253 800 802 806 rBv2 1165057 1382220 25.04% 2.913%
29 11.322 806 808 811 rvB2 45321 94790 1.72% 0.200%
30 11.562 827 829 830 rBV 88954 75219 1.36% 0.159%

31 11.791 847 849 851 rBV3 148598 205349 3.72% 0.433%
32 11.859 854 855 860 rvB2 61002 124456 2.25% 0.262%
33 11.962 863 864 869 rvB 53676 66474 1.20% 0.140%
34 12.305 892 894 897 rBvV 139805 215692 3.91% 0.455%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 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-BF050416.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.351 897 898 900 rvB 56689 67609 1.22% 0.143%
36 12.465 906 908 910 rBV 255371 299405 5.42% 0.631%
37 12.579 916 918 920 rBV2 82116 94668 1.71% 0.200%
38 12.682 925 927 929 rBV 206554 306858 5.56% 0.647%
39 12.728 929 931 932 rVB2 63378 64442 1.17% 0.136%
40 12.842 938 941 943 rBV 3536307 3481080 63.06% 7.337%
41 13.082 960 962 964 rBV 86694 83863 1.52% 0.177%
42 13.425 990 992 993 rVB 64418 60236 1.09% 0.127%

43 13.745 1018 1020 1024 rVB2 179825 240827 4._36% 0.508%
44 13.882 1029 1032 1037 rBVY 896786 1232945 22.34% 2.599%
45 14.648 1096 1099 1101 rBV2 202045 375490 6.80% 0.791%

46 15.277 1152 1154 1157 rBV 539702 663302 12.02% 1.398%

Sum of corrected areas: 47444904
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050416\

BF086687 .D

4 May 2016 20:11

UM/SsJ

H2715-02

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF086687.D
5.33

4.91

6.38

51

6.90
7.31

6.74

(.34 7.77

0
Time-->

5.00

5.50

6.00

6.50

7.00

7.50
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5000000

4000000

3000000

2000000

8.02

1000000

0

TIC: BF086687.D

10.57

8.62

12.84

I
Time--> 8.00

A
LA BN B B B B B

9.00 9.50

10.00

8.50

10.50 11.00 11.50

12.00

13.00 13.50

12.50

Abundance
5000000

4000000

3000000

2000000

13.88
1000000

0

TIC: BF086687.D

15.28
14.65

14.

Time-->

00 14.50 15.00 15.50 16.00 16.50

17.00 17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 5

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

4.91 8.62 ng 225971 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 247 (4.910 min): BF086687.D (-245) (-) m/z 43.05 100.00%
43.0
5000 59.1 A\
| NPRECE "4k 45 50 sk
Ol e et et o b m/Z 59.10  45.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20
m/z 58.10 13.20%
31.0 83.0 101.0
0 “'|“"w'“|'“"1“'“W"w"“l“"w"w'”“l'“'ﬂ"w'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
4.60 4.80 5.00 5.20
5000 m/z 101.10 12.60%
58.0
150 579 72.0 100.0
o R I A RS LA I AL RS IS WAL B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #224: Butane L L L L L B L N BN
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.61%
5000 29.0 ~VﬂﬁﬂﬁMrw~\AA\$ﬂﬂﬂw\/J1M
58.0
10 150 \‘\‘ |
o R I AR RS LA I AL RS IS WAL B IR RN SR RS LR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 unknown6.51 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

6.51 210.56 ng 5520120 1,4-Dichlorobenzene-d4 6.74

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 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 387 (6.510 min): BF086687.D (-384) (-) m/z 132.10 100.00%

13R.1
5000 68.0
©Osgo || N "5k 640 660 6h0
0 AR Lo m/z 68.05 47.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A AR R LRSS LA

6.20 6.40 6.60 6.80
m/z 134.10 33.45%

31.0 510
0 ‘ b1 H Moy . !
T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
N B L
970 6.20 6.40 6.60 6.80
5000 7. m/z 66.05 32.88%
30 44 100
' 116.0
o e e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl Em AR B
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.09%
74.0
116.0
5000 98.0
b e o L | aseo  amo
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 8

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

9.72 6.38 ng 213071 Acenaphthene-d10 9.78
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 Pentadecane 212 C15H32 000629-62-9 90
4 Undecane 156 Cl11H24 001120-21-4 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 668 (9.722 min): BF086687.D (-666) (-) m/z 57.10 100.00%
5%.1
85.1
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
39 1131 9.40 9.60 9.80 10.00
0...,....',...|,.."..,'!...-',....,...1.41.2... e | M/z 43.10  81.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
T MAJLhﬁb_,jL\mnfmﬂk,J
5000 TT T T T T T
85.0 9.40 9.60 980 10.00
29.0 : m/z 71.10 48 .63%
0 ‘ “ Il ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance
57.0
9.40 9.60 9.80 10.00
5000 m/z 41.10 39.42%
85.0
29.0
o 113.0 141 0 184 0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #64573: Pentadecane A e A AR
57.0 9.40 9.60 9.80 10.00
m/z 85.10 34.04%
5000 85.0
29.0
o oL ) ;1180 1410 1680 212.0
||||||||||||||||||||||||||||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
m/z--> ' ' éo éo 160 150 140 160 180 260 250 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Undecane, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.43 6.35 ng 211959 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 76
2 Hexadecane 226 C16H34 000544-76-3 72
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
4 Octacosane 394 C28H58 000630-02-4 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 730 (10.430 min): BF086687.D (-727) (-) m/z 57.10 100.00%
571.1
5000
99.1 10.20 10.40 10.60 10.80
169.1
o L BB e 7 m/z 43.10 59.33%
m/z--> 0 50 100 150 200 250 300 350
Abundance #45592: Undecane, 2,5-dimethyl-
57.0
5000 LR SULIULR BN BN B
10,20 10.40 10.60 10.80
1120 m/z 71.10 42.97%
A 1
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
" 10.20 10.40 10.60 10.80 _
5000 m/z 41.10 29.03%
o 210 99.0 1410 1830 226.0
m'z--> 0 50 100 150 200 250 300 350 '
Abundance #152929: Silane, trichlorooctadecyl- A RRREs EEa S
57.0 10.20 10.40 10.60 10.80
m/z 85.10 21.89%
5000
99.0
0 2n0f ] L , 135.0 175.0205.0 245.0275.0 315.0345.0 386.0
m'z--> 0 50 100 150 200 250 300 350 ' 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.69 13.31 ng 459861 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane 170 C12H26 000112-40-3 81
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 753 (10.693 min): BF086687.D (-751) (-) m/z 57.10 100.00%
57.1
5000
SRR SRR SURLE U
99.1 10.40 10.60 10.80 11.00
ok J, A ll, a4l A&z 378 m/z 43.10 69.35%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 SRR SR SURILE U
10.40 10.60 10.80 11.00
99.0 m/z 71.10 52.80%
o 27,0 h ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 '
Abundance
57.0
10.40 10,60 10.80 11.00
5000 m/z 41.10 31.66%
28.0
. 90 .10 183.0 410.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #73965: Hexadecane Al EEAE S R
57.0 10.40 10.60 10.80 11.00
m/z 85.10 29.67%
5000
0 2700 | Jggo‘ 1410 1830 226.0
m/z--> 55 160 1%0 260 2éo 360 3%0 1d4o 1deo 10%0 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.14 4.65 ng 160820 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tridecane 184 C13H28 000629-50-5 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 792 (11.139 min): BF086687.D (-790) (-) m/z 57.10 100.00%

57.1

5000

10.80 11.00 11.20 11.40

113.2 138 2159.2 1921

0 m/z 43.10 75.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LI L L L L LB LB L B}
85.0 10.80 11.00 11.20 11.40
29.0 m/z 71.10 52 .35%
0 \‘ ‘\ h | Y 1130 141.0 1690 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R A RERRE
10.80 11.00 11.20 11.40
5000 m/z 85.10 36.61%
85.0
29.0

113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane B AR
57.0 10.80 11.00 11.20 11.40
m/z 41.10 32.31%
5000 85.0
29.0
o | ‘ | 113.0 1410 1690 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Tridecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.79 5.94 ng 205349 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 849 (11.791 min): BF086687.D (-847) (-) m/z 43.10 100.00%
43.1
T /\/K/\A\/\FJU\M
5000
192.1
o717 213.2 1140 1160 1130 12,00 1220
: 1711 : 256.3 : : : : :
Ob s h 120. m/z 60.00 80.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 R L L LR e

11.40 11.60 11.80 12.00 12.20
m/z 41.10 79.87%

0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
R R S e o S
3.0 11.40 11.60 11.80 12.00 12.20
5000 3 m/z 55.10 73.16%
970 1290 256.0
o 152,0171.0 19402130 237.0
T T T T T [T T | T T T P o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid I RREEEEEES T
43.0 73.0 11.40 11.60 11.80 12.00 12.20
m/z 73.10 72 .60%
5000
129.0 242.0
0 o =
PO O N VRN Y- A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 E-14-Hexadecenal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.31 6.24 ng 215692 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 96
2 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 78
3 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 72
4 1-Nonadecene 266 C19H38 018435-45-5 60
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 60
Abundance Scan 894 (12.305 min): BF086687.D (-892) (-) m/z 43.10 100.00%
T UM\\—AI\/
5000
1252 1ep; 1781 12100 1220 1740 1260
) S m/z 55.10 94.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81200: E-14-Hexadecenal
43.0
83.0
5000 AR AR BARRR
1110 nmnmnmnm
m/z 41.10 75.74%
0 ‘ “ “ ] 140 0 168.0186.0 210.0 238 0
m/z--> ﬁo Jo é 80 160 150 150 1éo 180 200 250 250
Abundance
206.0
12,00 12.20 12.40 12.60
5000 m/z 57.10 73.01%
89.0
0 39.0 63.0 115.0 139.0 165.0 1870
m/z--> ﬁo Jo 65 85 160 120 150 160 180 200 250 250
Abundance #60361: Phenanthrene, 3,6-dimethyl- B EmEE B B
206.0 12.00 12.20 12.40 12.60
m/z 206.10 63.08%
5000
102.0
o270 st0 700, | 1300 1650 1870 |
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 200 22'0 24'10 12. oo 12 20 12'40 12 60 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.75 7.81 ng 240827 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Cvcloeicosane 280 C20H40 000296-56-0 94
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 93
4 1-Eicosene 280 C20H40 003452-07-1 93
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 91

Abundance Scan 1020 (13.745 min): BF086687.D (-1018) (-) m/z 57.10 100.00%

57.1

:

5000 831
13.40 13.60 13.80 14.00
139.2 167.2 230.2 280.3  324.3
ol 192.2 255.2 m/z 43.10 99.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 LA L L L L L L L L
13.40 13.60 13.80 14.00
29.0 m/z 55.10 81.79%
0 “ A 139.0 167.0 196.0223.0 252.0 280.0
S aaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0
830 |||||||||||||||||||||||
13.40 13.60 13.80 14.00
5000 m/z 83.10 51.77%
290 111.0

%

o 139.0 168.0 196.0 224.0 252.0 280.0

mmrmmmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106406: Cyclohexadecane, 1,2-diethyl- B Em R B
43.0 13.40 13.60 13.80 14.00

69.0 m/z 41.10 48.19%
280.0

5000

k

251.0

153.0 181.0 209.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086687.D

Aca On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 13-Docosenamide, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.65 22.64 ng 375490 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 72
4 Dodecanamide 199 C12H25N0 001120-16-7 70
5 Pentanal, oxime 101 C5H11NO 000628-79-5 43
Abundance Scan 1099 (14.648 min): BF086687.D (-1096) (-) m/z 59.10 100.00%
5d.1
5000
97.1 1961 1440 14.60 14.80 15.00
o s k20l 218224222722 3203 3802 | nsz 72.10  60.84%
m/z--> 50 100 150 200 250 300 350
Abundance #135944: 13-Docosenamide, (2)-
59.0
5000 R I SRR S R
137.0 14.40 14.60 14.80 15.00
‘ 97.0 ‘ m/z 55.10 54 .57%
ol ‘-‘.“ I Mi Ll 1930 2a00 2040 7O
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
1440 14.60 14.80 15.00
5000 m/z 41.10 40.09%
o 23.0 114.0 154.0184.0 220.0252.0°0+°
m/z--> 50 100 150 200 250 300 350 '
Abundance #36772: Heptanamide, 4-ethyl-5-methyl- T
59.0 14.40 14.60 14.80 15.00
m/z 43.10 39.23%
5000
L 114.0
29.0
e X B
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF050416.M Thu May 05 17:36:18 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050416\
Data File : BF086687.D

Acq On : 4 May 2016 20:11

Operator : UM/SJ

Sample : H2715-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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... 4.91 8.6 ng 225971 1 6.74 1048660 40.0
unknown6 .51 6.51 210.6 ng 5520120 1 6.74 1048660 40.0
Hexadecane 9.72 6.4 ng 213071 3 9.78 1335180 40.0
Undecane, 2,5-dim... 10.43 6.3 ng 211959 3 9.78 1335180 40.0
Octacosane 10.69 13.3 ng 459861 4 11.25 1382220 40.0
Eicosane 11.14 4.7 ng 160820 4 11.25 1382220 40.0
Tridecanoic acid 11.79 5.9 ng 205349 4 11.25 1382220 40.0
E-14-Hexadecenal 12.31 6.2 ng 215692 4 11.25 1382220 40.0
5-Eicosene, (E)- 13.75 7.8 ng 240827 5 13.88 1232950 40.0
13-Docosenamide, ... 14.65 22.6 ng 375490 6 15.28 663302 40.0
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