LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19 Instrument :
Operator - UM/SJ BNA_F

Sample - H3085-01 ClientSampleld :
Misc - ITALE-FILL-CSPH3-10K
ALS Vial : 27 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-BF051716.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 1.724 10 12 57 rVB 5022684 10844438 100.00% 14.786%
2 3.233 141 144 155 rvVvB 149907 304946 2.81% 0.416%
3 3.964 206 208 220 rBV 69117 147097 1.36% 0.201%
4 4.719 271 274 290 rBVY 1036037 1864293 17.19% 2.542%
5 5.187 312 315 317 rBVY 3652350 4680075 43.16% 6.381%
6 5.587 348 350 358 rVB 90303 148760 1.37% 0.203%
7 6.262 406 409 411 rBV 4358493 4890130 45.09% 6.667%
8 6.365 416 418 420 rBV 4771058 4686187 43.21% 6.389%
9 6.593 435 438 444 rVB 770498 905904 8.35% 1.235%
10 6.742 449 451 454 rBVY 3057180 3308017 30.50% 4_.510%

11 7.165 485 488 491 rBV 2822514 2958651 27.28% 4._.034%
12 7.873 548 550 563 rBv2 896783 1323694 12.21% 1.805%
13 8.959 642 645 648 rBV 4452759 4707318 43.41% 6.418%
14 9.359 678 680 684 rBvV 509947 485909 4.48% 0.663%
15 9.576 697 699 701 rBV 144985 134455 1.24% 0.183%

16 9.622 701 703 705 rvv2 1091500 1291326 11.91% 1.761%
17 9.656 705 706 710 rVvB 463338 406421 3.75% 0.554%
18 9.839 720 722 723 rVV 87486 117453 1.08% 0.160%
19 10.068 740 742 744 rVB 156318 149002 1.37% 0.203%
20 10.171 749 751 754 rBV 244628 234479 2.16% 0.320%

21 10.422 770 773 775 rBV 3011064 3470154 32.00% 4.731%
22 10.536 782 783 787 rVB 131700 193405 1.78% 0.264%
23 10.959 818 820 822 rBV 156915 225763 2.08% 0.308%
24 11.005 822 824 828 rVB 100100 164667 1.52% 0.225%
25 11.108 830 833 834 rBV 1314131 1689433 15.58% 2.303%

26 11.131 834 835 837 rVV 2526344 1848708 17.05% 2.521%
27 11.176 837 839 842 rvv 363272 433897 4._00% 0.592%
28 11.348 850 854 858 rBvV 333292 363590 3.35% 0.496%
29 11.656 878 881 884 rvv2 224137 403262 3.72% 0.550%
30 11.714 884 886 892 rvB2 326027 382605 3.53% 0.522%

31 12.308 936 938 941 rBV 1972272 2342685 21.60% 3.194%
32 12.457 948 951 955 rBV2 91286 145805 1.34% 0.199%
33 12.537 955 0958 961 rVvvV 2166417 2332467 21.51% 3.180%
34 12.697 969 972 974 rVV 4481225 5220768 48.14% 7.118%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19 Instrument :
Operator - UM/SJ BNA_F

Sample - H3085-01 ClientSampleld :
Misc - ITALE-FILL-CSPH3-10K
ALS Vial : 27 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-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.765 974 978 980 rvv2 71526 138077 1.27% 0.188%

36 12.868 983 987 991 rBV 274917 365848 3.37% 0.499%
37 12.937 991 993 994 rBV 236303 249631 2.30% 0.340%
38 12.971 994 996 1000 rvv2 110018 204048 1.88% 0.278%
39 13.485 1038 1041 1044 rBV2 127323 279315 2.58% 0.381%
40 13.531 1044 1045 1049 rvv4 121491 256897 2.37% 0.350%

41 13.657 1052 1056 1059 rBV3 96320 285150 2.63% 0.389%
42 13.725 1059 1062 1067 rVV2 1247239 2972880 27.41% 4._.053%
43 13.828 1069 1071 1074 rVB 122604 180771 1.67% 0.246%
44 14.217 1101 1105 1106 rBV3 68525 120645 1.11% 0.164%
45 14.571 1134 1136 1141 rBV3 155952 250195 2.31% 0.341%

46 14.720 1147 1149 1154 rBV 592470 1148469 10.59% 1.566%
47 14.948 1166 1169 1170 rBV2 86081 126317 1.16% 0.172%
48 14.983 1170 1172 1175 rVV 384914 424914 3.92% 0.579%
49 15.040 1175 1177 1179 rVV 381856 534311 4._.93% 0.729%
50 15.085 1179 1181 1187 rVB2 683265 993717 9.16% 1.355%

51 15.360 1201 1205 1207 rVB 96371 167431 1.54% 0.228%
52 15.828 1243 1246 1250 rBV 103946 211330 1.95% 0.288%
53 16.320 1287 1289 1293 rBV2 181611 370126 3.41% 0.505%
54 16.400 1293 1296 1300 rVB2 99648 232476 2.14% 0.317%
55 16.697 1318 1322 1330 rBV 170835 370195 3.41% 0.505%

56 16.903 1337 1340 1347 rVB 47326 137117 1.26% 0.187%
57 17.097 1352 1357 1362 rVB 59368 164997 1.52% 0.225%
58 17.943 1426 1431 1436 rBV3 30014 109665 1.01% 0.150%
59 18.571 1481 1486 1492 rBV 33366 115447 1.06% 0.157%
60 19.006 1517 1524 1534 rVBS8 23204 127624 1.18% 0.174%

Sum of corrected areas: 73343357

8270-BF051716.M Wed May 18 16:46:17 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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: BF087125.D
50000001 1|72 6.36

6.26

4000000
5.19

6.74
3000000 7.16

2000000

4.72
1000000 6.59

o o | | e JLI]

T e e L T

I I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF087125.D
5000000

8.96 12.70

4000000

3000000 10.42

11.13

2000000

1000000

04 oocn s = s = - - o I~ e SSUVALSSN
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087125.D
5000000
4000000
3000000
2000000
13.73
1000000 1472 15.09
14984 1 @?4
.83 14.57(\ 14, 15.36 : 20 16.7
NS A RN i M J&%LO“LQ‘,&“’ ———edT OO
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\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 3 unknown3.96 Concentration Rank 15

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

3.96 3.25 ng 147097 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 40
2 2-Butene. l1-bromo-3-methvl- 148 C5H9Br 000870-63-3 40
3 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 40
4 3-Penten-1-ol. 2-methvl- 100 C6H120 062238-37-3 39
5 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO02 034075-28-0 39

Abundance Scan 208 (3.964 min): BF087125.D (-206) (-) m/z 41.05 100.00%
41.0
69.1
5000

3.60 3.80 4.00 4.20

| nl‘ T || 87.1 207.1

o ol S e m/z 69.10 69.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3300: 1-Pentene, 2,3-dimethyl-
4].0 69.0
5000 LI L L L L L L L L L L B

3.;30 3.80 4.00 4.20
m/z 43.05 56.20%

‘ 98.0
0....??lp..‘ih...‘.,.‘a‘a:‘,‘....‘,....,....,....,....,....,.... /\&\—L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0

3.60 3.80 4.00 4.20

5000 m/z 55.00 34.35%
150.0
SRS N R S M i M
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3256: 1-Pentene, 3-ethyl- e A
41.0 3.60 3.80 4.00 4.20
69.0 m/z 39.10 19.74%
5000
‘ ‘ 98.0
0.Eﬁ?wkuﬂ.wq.wu,k”.,”..“..w.”.,”..“..w..”
miz--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 41.16 ng 1864290 1,4-Dichlorobenzene-d4 6.59
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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 2-propenvl ester 100 C5H802 000591-87-7 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 274 (4.719 min): BF087125.D (-271) (-) m/z 43.10 100.00%
43.1
5000 59.1 A\
101.1 a0 AR0 AR0 200
440 460 480 500
Ol 890 831 | w7z 59.10  49.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I
59.0 440 460 480 500
m/z 101.10 13.48%
31.0 83.0 93010‘10
r 77T
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
440 4.60 480 500
5000 m/z 58.10 13.22%
58.0
. 150 579 72.0 100.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e R RARE ,
43.0 440 460 480 500

m/z 41.05 9.49%

5000
101.0
150 310 %80 690 86.0
Ol el e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 14

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

5.59 3.28 ng 148760 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 43
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 12
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 350 (5.587 min): BF087125.D (-348) (-) m/z 43.05 100.00%
430 73.1
5000
AR N U SRS
a8 830  100.1 11~‘|3 1 5.20 5.40 5.60 5.80 6.00
Ok e el e e m/z 73.10 78 .49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000
5.20 5.40 5.60 5.80 6.00
m/z 41.05 12.13%
150 290 | 550 83.0 mM)lfo
O T T T T T T T T T T T T T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 430 73.0
520 540 560 580 600
5000 58.0 m/z 115.10 10.19%
15.0
G s R AL RS I R R RS R WS RS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- R .
43.0 5.20 5.40 5.60 5.80 6.00
100.0 m/z 42.05 7.57%
5000
. 29.0 580 730 g4 1150
iz o B b 8 6 7 8 % 10 110 130 | | 550 540 550 580 640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.36 Concentration Rank 2

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

6.36 103.46 ng 4686190 1,4-Dichlorobenzene-d4 6.59

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 418 (6.365 min): BF087125.D (-416) (-) m/z 132.10 100.00%

13R.1
5000 68.1
Dosto || N ot 650 w0 om0
0 AR Lo m/z 68.10 49.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SR L I I

6.60 6.20 6.40 6.60
m/z 66.05 34.18%

31.0 510
0 ‘ b1 H Moy . !
T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
R A mmE e
970 6.00 6.20 6.40 6.60
5000 7. m/z 134.10 33.26%
30 44 100
' 116.0
o e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R R B
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 21.08%
74.0
116.0
5000 98.0
b e o L | aseo  amo
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF051716.M Wed May 18 16:46:21 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Anthracene, 1,2,3,4-tetrahy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.96 2.67 ng 225763 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1.2.3.4-tetrahvdro- 182 C14H14 002141-42-6 98
2 2.3-Dihvdro-1-oxo-1H-phenalene 182 C13H100 000518-85-4 83
3 Phenanthrene. 1.2.3.4-tetrahvdro- 182 C14H14 001013-08-7 83
4 3.3"-Dimethvlbiphenvl 182 C14H14 000612-75-9 55
5 7-Phenylbicyclo[3.2.1]octa-2,6-d... 182 Cl14H14 1000201-01-7 52
Abundance Scan 820 (10.959 min): BF087125.D (-818) (-) m/z 182.10 100.00%
18
5000
10.60 10.80 11.00 1120
0! m/z 154.10 73.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44194: Anthracene, 1,2,3,4-tetrahydro-
182.0
154.0
5000 USRI B SV I
10.60 10.80 11.00 11.20
76.0 m/z 141.10 52.26%
39.0 o 1150
0,1,5,9,‘,,,“”5?'9,”\\ Sl s -:--.‘----.-
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
182.0
10.60 10.80 11.00 1120
5000 1530 m/z 165.10 39.55%
76.0
0 28.0 510 91.0 110.0126.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #44197: Phenanthrene, 1,2,3,4-tetrahydro-
1540  182.0 10.60 10.80 11.00 11.20
m/z 153.10 38.95%
5000
76.0 115.0 ‘ ‘ ‘
0|||||||||||||||||“|‘|‘|9N|.(?||||‘|||Ml|||‘||“|‘|‘|‘ﬁ|l“|“|||||| B ARRREEE LS L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.66 4.77 ng 403262 Phenanthrene-d10 11.11
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 881 (11.656 min): BF087125.D (-878) (-) m/z 43.10 100.00%
43.1
73.1
5000
129.1 I RN B e
971 157.1 1811 2132 1140 1160 11.80 12.00

256.3

o - m/z 41.05 75.44%
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 LA L L L L L L L L
11.40 11.60 11.80 12.00
120.0 256.0 m/z 60.00 74 .45%
97.0 . .
0 1L H At 15201700 10402139 237.0
,.“.,”.. R B A A maE s e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.40 11.60 11.80 12.00
5000 m/z 73.10 69.20%
129.0 242.0
97.0 199.
o 152,0171.0 223.0
A e R L A RaEs e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid e AR T
73.0 11.40 11.60 11.80 12.00
43.0 m/z 57.05 67.93%
5000 129.0
185.0 228.0
L o]
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

8270-BF051716 .M

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\
Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

Sample : H3085-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 10

R.T. EstConc Area Relative to ISTD R.T.
11.71 4.53 ng 382605 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 Methvl diselenide 190 C2H6Se2 007101-31-7 49
4 1.4-Naphthalenedione. 2.5-dihvdr... 190 C10H604 004923-55-1 25
5 2-Naphthaldehyde, 1,2,3,4-tetrah... 190 C12H1402 002472-02-8 14

Abundance Scan 886 (11.714 min): BF087125.D (-884) (-) m/z 190.10 100.00%
190.1
5000
94.6
63.1 163.1 11.40 11.60 11.80 12.00
ol 220 . U 120, .||. Ly Bl 271 Th77189.10 0 96.52%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000 RN B UL BN IULULS
94.0 11.40 11.60 11.80 12.00
: m/z 94.60 23.60%
0 390 630780 | 1100 1370 1630 ||
mz-> 20 40 60 8 100 120 140 160 180 200
Abundance
189.0
11.40 11,60 11.80 12.00 |
5000 m/z 191.10 22 .73%
94.0
163.0
L S L S WAL WL B L B B WU
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49343: Methyl diselenide
93.0 190.0 11.40 11.60 11.80 12.00
m/z 187.10 19.55%
175.0
5000
160.0 ‘
OIIIIIIIIIIIIII* H‘H H“ I\‘\H\ \H‘ ..|.... A
mz-> 20 40 60 80 100 120 140 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 11H-Benzo[b]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.87 2.46 ng 365848 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 92
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
Abundance Scan 987 (12.868 min): BF087125.D (-983) (-) m/z 216.10 100.00%
216.1
5000
107.7
189.1 12.60 12.80 13.00 13.20
0 200 A B 191 3 m/z 215.20 82.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: 11H-Benzo[b]fluorene
216.0
5000
12.60 12.80 13.00 13.20
m/z 213.10 21.69%
107.0
oy 300 630 BLO [ 1390 1630 1890 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216.0
12.60 12.80 13.00 13.20
5000 m/z 217.20 18.08%
95.0 189.0
ol 140 390 630 122.0139.0 163.0
I UL SUL L SR UL LI LS S SN S SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67037: Fluoranthene, 2-methyl-
216.0 12.60 12.80 13.00 13.20
m/z 107.70 14 .25%
5000
108.0
o 39.0 740 | 1300 1630 1890 ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .57 5.04 ng 250195 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
Abundance Scan 1136 (14.571 min): BF087125.D (-1134) (-) m/z 69.10 100.00%
69.1 A
5000
U UUNIUA DGR SR SUNE I
121.1 14.20 14.40 14.60 14.80
221.1
b b g gL 2L 2811 3862 | o781 10 | 47.14%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 U UL UL UL SULLA B
14.20 14.40 14.60 14.80
m/z 41.10 35.95%
0 L \“40§oﬂ3r‘ 191.0 231.0 273.0 341.0 410.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance
69.0
1420 14.40 14.60 14.80
5000 m/z 95.10 13.98%
137.0
o 29.0 105.0 191. 0 231.0 273.0 341.0 410.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R R RREEE T A
69.0 14.20 14.40 14.60 14.80
m/z 68.10 11.63%
5000
136.0
29.
0 ({ I |4 2050 L. 1890 2500 287.0 3320
mz-> 0 50 100 150 200 250 3(')0 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknownl14.95 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.95  2.54ng 126317  Perylene-diz 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 45
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
3 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 32

4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 30
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 25
Abundance Scan 1169 (14.948 min): BF087125.D (-1166) (-) m/z 73.10 100.00%
73.1 221.1
147.1
5000 J JL
L 1460 14.80 15.00 15.20
Ol ekl m/z 221.10 88.35%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173700: Cyclononasiloxane, octadecamethyl-
73.0 429.0

147.0
5000 221.0 355.0

2810 14.60 14.80 15.00 15.20
' m/z 147.10 80.78%

o ‘ L[] 4890 5630 6510

0 ,..‘..,....,.‘..“.“ﬁ....‘ T T T e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
147.0 221.0
R AT  EERRE
73.0 14.60 14.80 15.00 15.20
5000 m/z 258.10 62.46%
279.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #80100: Mercaptoacetic acid, bis(trimethylsilyl)-
73.0 14.60 14.80 15.00 15.20
141.0 m/z 355.10 44.44%

5000

A
LA LN AL L L L L LB

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 8.55 ng 424914 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Pervlene 252 C20H12 000198-55-0 96
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 1172 (14.983 min): BF087125.D (-1170) (-) m/z 252.10 100.00%
25%.1
5000
125.1
2241 14.60 14.80 15.00 15.20 15.40
ol 39.0 63.1 99.0 150.1 174.0 198.1 m/z 250.05 >7 91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89816: Benzo[e]pyrene
252.0
5000

14.60 14.80 15.00 15.20 15.40
m/z 253.15 20.21%

50.0 74.0 %OMM1%01mozmoﬂM)‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 125.10 13.85%
126.0
0 74.0 99.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89813: Perylene
252.0 14.60 14.80 15.00 15.20 15.40
m/z 126.05 11.40%
5000
125.0

[17.0 39.0 740 99.0 150.0 174.0 200.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051716\

Data File : BF087125.D

Aca On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 18 Dibenzo[def,mno]Jchrysene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.90 2.76 ng 137117 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 96
2 Benzolahilpervlene 276 C22H12 000191-24-2 95
3 Indenoll.2.3-cdlpvrene 276 C22H12 000193-39-5 91
4 Indenol1.2.3-cd1fluoranthene 276 C22H12 000193-43-1 87
5 Naphthalen-1-yl-(3-nitro-benzyli... 276 C17H12N202 200421-53-0 43

Abundance Scan 1340 (16.903 min): BF087125.D (-1337) (-) m/z 276.15 100.00%

1
5000
16.60 16.80 17.00 17.20
ol 163.1 191.0 m/z 138.10 23.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104309: Dibenzo[def,mno]chrysene
.0

5000 R e e R e R
16 60 16. 80 17. 00 17. 20

m/z 274.10 22 .38%

o 63.0 90.0 113.0 170.0 201.0222.0 252.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276.0
.w..”,.”. T
16.60 16.80 17.00 17.20
5000 m/z 277.15 21.09%
138.0
0 28.0 50.0 74.0 111.0 159.0 198.0 222.0 252.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104305: Indeno[1,2,3-cd]pyrene R R e o R

.0 16.60 16.80 17.00 17.20
m/z 137.10  19.54%

63.0 91.0112.0 174.0 198.0 224.0 248.0 - & H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051716\

Data File : BF087125.D

Acq On : 18 May 2016 2:19

Operator : UM/SJ

ﬁ?ggle : H3085-01 ITALE-FILL-CSPH3-10K
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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]
unknown3.96 3.96 3.3 ng 147097 1 6.59 905904 20.0
2-Pentanone, 4-hy... 4.72 41.2 ng 1864290 1 6.59 905904 20.0
2-Pentanone, 4-me... 5.59 3.3 ng 148760 1 6.59 905904 20.0
unknown6 .36 6.36 103.5 ng 4686190 1 6.59 905904 20.0
Anthracene, 1,2,3... 10.96 2.7 ng 225763 4 11.11 1689430 20.0
n-Hexadecanoic acid 11.66 4.8 ng 403262 4 11.11 1689430 20.0
4H-Cyclopenta[def... 11.71 4.5 ng 382605 4 11.11 1689430 20.0
11H-Benzo[b]fluorene 12.87 2.5 ng 365848 5 13.74 2972880 20.0
Squalene 14 .57 5.0 ng 250195 6 15.09 993717 20.0
unknownl14 .95 14.95 2.5 ng 126317 6 15.09 993717 20.0
Benzo[e]pyrene 14.98 8.6 ng 424914 6 15.09 993717 20.0
Dibenzo[def,mno]c... 16.90 2.8 ng 137117 6 15.09 993717 20.0
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