LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\

Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

3?22 le - H2715-07 D6WARD-3-CS-9(0-12FTBGS
ALS Vial : 13 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 4.921 245 248 254 rBV 91229 164149 3.06% 0.295%
2 5.333 281 284 287 rBV 4651376 4906385 91.53% 8.809%
3 6.384 373 376 379 rBV 4292740 4944494 92 .24% 8.878%
4 6.510 384 387 389 rBVY 5231329 5360420 100.00% 9.625%
5 6.739 404 407 409 rBV 1144578 1036939 19.34% 1.862%
6 6.899 418 421 423 rBVY 3713118 4135711 77.15% 7.426%
7 7.310 454 457 459 rBVY 3217554 3646865 68.03% 6.548%
8 8.019 517 519 525 rBVY2 889125 1421687 26.52% 2.553%
9 8.739 579 582 584 rBV 76451 74944 1.40% 0.135%
10 8.830 588 590 592 rBV 53519 66951 1.25% 0.120%

11 9.105 611 614 616 rBV 4934314 4661542 86.96% 8.370%
12 9.196 619 622 626 rVB2 48389 103445 1.93% 0.186%
13 9.367 634 637 639 rBv2 33647 58453 1.09% 0.105%
14 9.436 641 643 644 rBvV 69458 67913 1.27% 0.122%
15 9.493 647 648 651 rvv 299988 361408 6.74% 0.649%

16 9.630 658 660 663 rBvV 66044 84850 1.58% 0.152%
17 9.722 666 668 670 rBvV 133447 125242 2.34% 0.225%
18 9.779 670 673 674 rBV 1122553 1223683 22.83% 2.197%
19 9.802 674 675 681 rVvB2 90592 131993 2.46% 0.237%
20 9.985 689 691 692 rBvV 70637 98835 1.84% 0.177%

21 10.213 709 711 713 rVB 185750 196304 3.66% 0.352%
22 10.316 719 720 724 rVB 125145 147741 2.76% 0.265%
23 10.430 727 730 733 rBvV2 71403 133569 2.49% 0.240%
24 10.488 733 735 736 rVB2 39697 54199 1.01% 0.097%
25 10.568 739 742 744 rBV 2212314 2635584 49.17% 4.732%

26 10.693 751 753 757 rVB 219536 318303 5.94% 0.572%
27 10.876 766 769 774 rBVS5 33413 121044 2.26% 0.217%
28 11.059 783 785 788 rVB 58135 67481 1.26% 0.121%
29 11.139 788 792 797 rVB2 145031 303592 5.66% 0.545%
30 11.276 800 804 806 rBvV2 1233236 2261805 42.19% 4.061%

31 11.333 806 809 811 rVB 154245 191667 3.58% 0.344%
32 11.493 820 823 827 rBvV2 79398 155582 2.90% 0.279%
33 11.562 827 829 830 rBV 72467 75944 1.42% 0.136%
34 11.756 844 846 847 rBV 170094 158897 2.96% 0.285%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\

Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

3?22 le - H2715-07 D6WARD-3-CS-9(0-12FTBGS
ALS Vial : 13 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-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.791 847 849 851 rvv2 236345 409016 7.63% 0.734%

36 11.825 851 852 854 rvv2 51649 74088 1.38% 0.133%
37 11.871 854 856 860 rvB2 213799 375848 7.01% 0.675%
38 11.962 860 864 868 rBvV3 46345 114519 2.14% 0.206%
39 12.076 870 874 877 rvv2 163068 259836 4._.85% 0.467%
40 12.305 892 894 896 rBV 107511 142138 2.65% 0.255%

41 12.362 896 899 900 rvB2 63167 121967 2.28% 0.219%

42 12.385 900 901 904 rBVvV2 62068 96827 1.81% 0.174%
43 12.465 906 908 911 rBV 1571764 1422560 26.54% 2.554%
44 12.614 919 921 925 rVB2 48840 75570 1.41% 0.136%

45 12.694 925 928 930 rBV 1346035 1474259 27.50% 2.647%

46 12.728 930 931 935 rVB3 76380 127787 2.38% 0.229%
47 12.808 937 938 939 rBV 45612 59644 1.11% 0.107%
48 12.842 939 941 944 rVV 3216134 3209066 59.87% 5.762%
49 12.911 944 947 951 rVB3 72804 109802 2.05% 0.197%
50 13.025 953 957 959 rvB 131068 218659 4.08% 0.393%

51 13.082 960 962 964 rVB 139118 148329 2.77% 0.266%
52 13.128 964 966 967 rBV 91325 126782 2.37% 0.228%

53 13.219 972 974 975 rVV 48604 63491 1.18% 0.114%
54 13.425 990 992 993 rBvV 82354 84011 1.57% 0.151%
55 13.528 999 1001 1003 rBV 53737 63540 1.19% 0.114%

56 13.631 1008 1010 1012 rBVZ2 93313 165088 3.08% 0.296%
57 13.745 1018 1020 1024 rVB3 212659 303869 5.67% 0.546%
58 13.882 1029 1032 1039 rBV2 984398 2248880 41.95% 4.038%
59 14.648 1096 1099 1105 rBV 1982560 2344028 43.73% 4_.209%
60 14.728 1105 1106 1109 rVB2 175583 219697 4._.10% 0.394%

61 14.888 1118 1120 1125 rBV 428205 820449 15.31% 1.473%
62 15.162 1142 1144 1147 rVB 221257 299859 5.59% 0.538%

63 15.220 1147 1149 1152 rBV 291421 407212 7.60% 0.731%
64 15.277 1152 1154 1156 rBV 446226 609955 11.38% 1.095%

Sum of corrected areas: 55694397
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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

Abundance TIC: BF086691.D

5000000 533

6.38
4000000 6.90

7.31
3000000
2000000

6.74
1000000

4.92
T e e T e e L e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086691.D

5000000 9.10

4000000
12.84

3000000

10.57
2000000

9.78

1000000{ 8.02
9.49 10.69
883 ||0.20027 9.858809.98 10884dy" 10,5

0 A N AV
L I 1 e e L L B B B BN

1
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086691.D

5000000

4000000

3000000

14.65

2000000

1000000

o T T T T ]

Time--> 14.00 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 : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 9

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

4.92 6.33 ng 164149 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 248 (4.921 min): BF086691.D (-245) (-) m/z 43.05 100.00%
43.0
5000 59.1
| mo O 280 4k 500 50
okt e e e e m/z 59.10 47.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RARRA RSN SARRE
59.0 460 480 5.00 5.20
m/z 58.10 13.94%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 101.10 13.81%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide e m ma
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.18%
5000 59.0
73.0
101.0
o 28.0 1|, 510 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\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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.

6.51 206.78 ng 5360420 1,4-Dichlorobenzene-d4 6.74
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 387 (6.510 min): BF086691.D (-384) (-) m/z 132.10 100.00%
13p.1
5000 68.1
Qlsey || o3 ¢ ok 6b
0 AR m/z 68.10 49.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A AR R LRSS LR
6.20 6.40 6.60 6.80
70.0 m/z 66.05 34.17%
310 440
0 | L L | \ ! 116.0 !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
90 o 7550 640 660 6h0
5000 m/z 134.10 32.98%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R RAREsmEsEsamEsy
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.78%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
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 : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 15

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

9.72 4.09 ng 125242 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 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 78
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 668 (9.722 min): BF086691.D (-666) (-) m/z 57.10 100.00%
57.1
5000
85.1
9.40 9.60 9.80 10.00
113.1
3 S y b2 22 m/z 43.10 82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
T “,J_AMWN,AN$VJWWAJJ
5000 BERAEBERARSE R
85.0 9.40 9.60 9. 80 10.00
29.0 m/z 71.10 52.49%
0 d 1 | . 1130 1410 1690 2260
m/z--> 25 45 65 ab 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
9.40 9.60 9.80 10.00
5000 m/z 41.05 38.46%
85.0
29.0
o 113.0 141.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107651: Eicosane R B
57.0 9.40 9.60 9.80 10.00
m/z 85.10 33.57%
5000
85.0
29.0
o ‘ | 180 140 1690 197.0 2250 2530 282.0
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 960 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 5 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.21 6.42 ng 196304 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 64
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 64
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64

Abundance Scan 711 (10.213 min): BF086691.D (-709) (-) m/z 57.10 100.00%

51.1

5000

9.80 10.00 10.20 10.40 10.60
m/z 43.10 75.72%

o 113.1 140.2 168.1
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
57.0
5000 LA L L L L L L L LB
85.0 980 10. 00 10. 20 10. 40 10 60
29.0 m/z 41.10 37.67%
0 \‘ ‘\ h A Y 1130 141.0 1690 282.0
T T e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e ERE SR R
9.80 10.00 10.20 10.40 10.60
5000 m/z 71.10 35.61%
85.0
29.0
o 113.0 141.0 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55009: Tetradecane R e e e AR B
57.0 9.80 10.00 10.20 10.40 10.60
m/z 85.10 27 .73%
5000 85.0
29.0
0 “ H il | 1130 1410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.43 4_.37 ng 133569 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Eicosane 282 C20H42 000112-95-8 80
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 730 (10.430 min): BF086691.D (-727) (-) m/z 57.10 100.00%

57.1
5000

10.20 10.40 10.60 10.80

1131 1390 169.1

0 m/z 43.10 58.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45541: Tridecane
57.0
5000 LA B L LB L B B
29.0 85.0 10. 20 10 40 10 60 10. 80
m/z 71.10 45.22%
Lol 20 o 1m0
.”PH.PH.P”.P”.P”.“”.P”..”..”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T
10.20 10.40 10.60 10.80
5000 m/z 41.10 31.63%

85.0
29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91053: Pentadecane, 2,6,10-trimethyl- R B Rma B ER
57.0 10.20 10.40 10.60 10.80
m/z 85.10 24.08%
5000
85.0
280 113.0
o b A T 40 1830 2110 2390
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10 40 10 60 10. 80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF050416\
BF086691.D

4 May 2016 22:05

UM/SJ

H2715-07

13 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

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

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 Anthracene, 2-methyl- Concentration Rank 6

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

11.79 7.23 ng 409016 Phenanthrene-d10 11.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
3 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83

Abundance Scan 849 (11.791 min): BF086691.D (-847) (-) m/z 192.10 100.00%
19
5000 M/»/VL
R e e R REE R R m
11.40 11.60 11.80 12.00 12.20
01 m/z 191.10 62.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl-
192.0
5000 | NI L L L Y L L L L
11.40 11.60 11.80 12.00 12.20
m/z 43.10 46 .89%
83.0 165.0
oL150 39.0 630 7" 1150 1300 | Il
T A i o o o e AL o e o i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
R S e S
11.40 11.60 11.80 12.00 12.20
5000 m/z 41.10 37.07%
165.0
I o T B o o A BN 0 o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl- I RREEEEEES T
192.0 11.40 11.60 11.80 12.00 12.20
m/z 60.00 35.11%
5000
165.0
o 39.0 63.0 96.0 1150 1390 | ||
L o T L o S LA o e o N B A e B o o i
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.87 6.65 ng 375848 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 50
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 50
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 16

Abundance Scan 856 (11.871 min): BF086691.D (-854) (-) m/z 189.10 100.00%
188.1
5000
94.7
63.0 163.1 11.60 11.80 12.00 12.20
b2t L P30 190, .'|: Al 191l 3091 1 Th77190.10 99.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.60 11.80 12.00 12.20
95.0 m/z 192.10 40.49%
270 430 630 790 | 1110 1370 1630 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
90 146.0 U U BN RN B
11.60 11.80 12.00 12.20
5000 82.0 m/z 191.10 37 .35%
117.0
162.0
65.0 102.0
S L L UL S S I L L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48999: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- R L e S
190.0 11.60 11.80 12.00 12.20
m/z 94.70 21.85%
5000
95.0 134.0 162.0
0 40 0 \57\ 0\ | 7? Ou " \‘\ 414 O\ \\H |
m/z--> 20 45 60 80 100 120 140 1éo 180 200 ' 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 9,10-Anthracenedione Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.08 4.60 ng 259836 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 64
3 Benzolhlcinnoline 180 C12H8N2 000230-31-9 52
4 9H-Fluoren-9-one 180 C13H80 000486-25-9 52
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 46
Abundance Scan 874 (12.076 min): BF086691.D (-870) (-) m/z 208.10 100.00%
152.1 1801  208.1
5000 76.0
50.0
1000 1261 - 11.80 12.00 12.20 12.40
o} “ﬁ7++T m/z 180.05 97 .36%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #61654: 9,10-Anthracenedione
152.0 180.0  208.0
5000 76.0
11.80 12.00 12.20 12.40
50.0 126.0 m/z 152.10 88.68%
oo w20 T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
152.0
180.0 R BN UM SN B
11.80 12.00 12.20 12.40
5000 m/z 151.10 46 .43%
76.0
126.0
50.0 98.0
L L L UL UL L S L WL DL B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #42708: Benzo[h]cinnoline e
152.0  180.0 11.80 12.00 12.20 12.40
m/z 76.00 43.11%
5000 76.0
126.0
0''|'"'|"""|""|""|""'|""'|"" DY Y
m/z--> 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF050416.M Thu May 05 17:38:02 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 5-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.75 5.40 ng 303869 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
3 1-Eicosene 280 C20H40 003452-07-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 90
Abundance Scan 1020 (13.745 min): BF086691.D (-1018) (-) m/z 57.10 100.00%
571.1
5000
139.2 202.1 13.40 13.60 13.80 14.00
Obrprrrelirdb 167.2 256.2280.2 318.1 w77 4310 96 17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 DU BRI AU BRI B
1340 13.60 13.80 14.00
29.0 m/z 55.10 77 .64%
o “ d 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55,0 97.0
13.40 13.60 13.80 14.00
5000 m/z 41.10 55.11%
125.0
29.0 322.0
o 153.0 182.0 210.0 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106396: 1-Eicosene B Em R B
43.0 13.40 13.60 13.80 14.00
83.0 m/z 83.10 52.31%
= N\A\/‘J\w
o Ll Il 209.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 13 13-Docosenamide, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.65 153.72 ng 2344030 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
3 7-Nonenamide 155 C9H17NO 090949-53-4 50
4 Hexanamide 115 C6H13NO 000628-02-4 47
5 3-Tetradecanol 214 C14H300 001653-32-3 47
Abundance Scan 1099 (14.648 min): BF086691.D (-1096) (-) m/z 59.05 100.00%
59.0
5000
97.1 14.40 14.60 14.80 15.00
128.1
o sl 1702 21022402 2943 337.3 3853 m/z 72.10 60.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #135944: 13-Docosenamide, (2)-
59.0
5000 I ML SUNRURE BN
137.0 14.40 14.60 14.80 15.00
‘ 97.0 ‘ m/z 55.10 54 _56%
ol H i Wddol 1930 2400 2040 SO
m/z--> 50 100 150 200 250 300 350 400
Abundance
59.0
14140 14.60 14.80 15.00
5000 m/z 41.10 38.73%
o 29.0 114.0 154.0184.0 220.0250.020-°
m/z--> 50 100 150 200 250 300 350 400
Abundance #26840: 7-Nonenamide R B B
59.0 14.40 14.60 14.80 15.00
m/z 43.10 37.08%
5000
zglom \ 98.0 155.0
0..H.Ll"l“.‘.“.‘“l.‘.‘.‘.|....|.... T e e A
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF050416.M Thu May 05 17:38:03 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 14 _.beta.-d-Mannofuranoside, O... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 14.41 ng 219697 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-d-Mannofuranoside. O-aeranvl 316 C16H2806 1000154-77-2 72
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-. 222 C15H260 000106-28-5 64
4 2.3.5-Trimethvl-2.3.5- hexanetrlc--- 203 C12H17N3 003974-79-6 59
5 4-0xo-.beta.-damascone 206 C13H1802 053398-08-6 53
Abundance Scan 1106 (14.728 min): BF086691.D (-1105) (-) m/z 69.10 100.00%
6d.1
5000 Jj\w
UL B SUNILE SR
137.1 254 1 14.40 14.60 14.80 15.00
ol .3.8}0,'. AL A7 2162 7T 2892 3412 8872 0 tnyu g1 10 43.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #125914: .beta.-d-Mannofuranoside, O-gerany!
69.0
5000 L B BRI BURILE B
14. 40 14. 60 14. 80 15.00
00, m/z 41.10 34.24%
oL H\m Mm\ﬁ P\\\\ 17702099| Il2§192?&9| S —
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.10 11.44%
137.0
o 29.0 105.0 191.0 231.0 273.0 341.0 410.0 ,~,¢-A~ajkj\ﬁ~Jkﬂ/-ka
m/z--> éo 160 1%0 260 250 300 3%0 460
Abundance #70995: 2,6,10—D0decatrien—l—o|, 3,7,11 trlmethyl—, (E,E)' LN L L N O L
69.0 14.40 14.60 14.80 15.00
m/z 68.10 10.80%
5000 —AJ_ANN—vaA\j\ﬁ_wvﬁN\Nd_v¢
29. 109.0
oL IJI\MII J I ol .”.“.1|6.1.0. . ,2.2.2.0. e — S
m/z--> 50 100 150 200 250 300 350 400 1440 1460 1480 15.00

8270-BF050416.M Thu May 05 17:38:04 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086691.D

Aca On : 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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 15 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.16 19.66 ng 299859 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 1144 (15.162 min): BF086691.D (-1142) (-) m/z 252.15 100.00%
25p.2
5000
1251 14.80 15.00 15.20 15.40
o ssrert | sso1201, | oeor smadsases 20520 10 27,114
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252.0
5000 LN BN SN SR

14.80 15.00 15.20 15.40
m/z 253.20  20.55%

0 50.0 83.0 ‘u 1580 2000 |
T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
T T
14.80 15.00 15.20 15.40
5000 m/z 125.10 18.39%
126.0
0 51.0 83.0 163.0 198.0
e A B e e N B e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #89813: Perylene R R AR
252.0 14.80 15.00 15.20 15.40
m/z 126.10 14.62%
5000
125.0
0 17.0 50.0 83.0 163.0 200.0 |
o B e LI B o e e B RN B R Ra e
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050416\
Data File : BF086691.D

Acq On > 4 May 2016 22:05

Operator : UM/SJ

Sample : H2715-07

Misc :

ALS Vial : 13 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... 4.92 6.3 ng 164149 1 6.74 1036940 40.0
unknown6 .51 6.51 206.8 ng 5360420 1 6.74 1036940 40.0
Hexadecane 9.72 4.1 ng 125242 3 9.78 1223680 40.0
Eicosane 10.21 6.4 ng 196304 3 9.78 1223680 40.0
Tridecane 10.43 4.4 ng 133569 3 9.78 1223680 40.0
Anthracene, 2-met... 11.79 7.2 ng 409016 4 11.25 2261810 40.0
4H-Cyclopenta[def... 11.87 6.7 ng 375848 4 11.25 2261810 40.0
9,10-Anthracenedione 12.08 4.6 ng 259836 4 11.25 2261810 40.0
5-Eicosene, (E)- 13.75 5.4 ng 303869 5 13.89 2248380 40.0
13-Docosenamide, ... 14.65 153.7 ng 2344030 6 15.28 609955 40.0
-beta.-d-Mannofur... 14.73 14.4 ng 219697 6 15.28 609955 40.0
Benzo[e]pyrene 15.16 19.7 ng 299859 6 15.28 609955 40.0
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