LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41 Instrument :
Operator - UM/SJ BNA_F

Sample - H2916-04 ClientSampleld :
Misc - ITALE-FILL-CSPH3-4K
ALS Vial : 41 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-BF050916.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

3.173 93 95 101 rBV 17288 38141 1.87% 0.177%
3.436 114 118 123 rBV 129558 279552 13.69% 1.295%
239 248 rBV 86826 153824 7.53% 0.713%
5.276 277 279 295 rBV 784063 951845 46.62% 4._.410%
5.676 310 314 318 rBV2 12852 35576 1.74% 0.165%

abrwWNPEF
N
o0}
=
©
N
w
\l

6.339 370 372 380 rBV 792744 1170697 57.34% 5.423%
6.453 380 382 390 rvB 1006113 1167253 57.17% 5.407%
402 413 rvVB 1126179 1011949 49.57% 4.688%
6.842 413 416 418 rBvV 617282 814622 39.90% 3.774%
6.944 423 425 430 rVB 22901 27368 1.34% 0.127%

(@R {cNec R NNe))
(0}
()}
o0}
N
IAN
o
o

11 7.253 450 452 462 rBvV 756255 748386 36.66% 3.467%
12 7.973 512 515 519 rBv2 1202852 1589492 77.86% 7.363%

13 8.042 519 521 527 rVB 26260 36993 1.81% 0.171%
14 8.682 575 577 583 rVB 98304 92637 4._.54% 0.429%
15 8.785 583 586 588 rBvV 48278 54756 2.68% 0.254%
16 9.048 606 609 611 rBV 1973023 1631883 79.93% 7.560%
17 9.150 614 618 619 rvv2 31129 54269 2.66% 0.251%
18 9.379 636 638 640 rBv2 27928 37686 1.85% 0.175%
19 9.448 642 644 647 rVvV 202643 194939 9.55% 0.903%
20 9.505 647 649 651 rVB3 12263 21291 1.04% 0.099%
21 9.585 653 656 658 rvv 60477 75747 3.71% 0.351%
22 9.665 661 663 665 rBv 77581 86501 4.24% 0.401%

23 9.722 665 668 669 rvv 1037943 1096668 53.72% 5.080%
24 9.745 669 670 673 rVB 88107 109621 5.37% 0.508%

25 9.893 680 683 684 rBvV 18410 28031 1.37% 0.130%
26 9.916 684 685 687 rvv2 22397 31859 1.56% 0.148%
27 9.985 687 691 692 rvv3 24450 49208 2.41% 0.228%
28 10.019 692 694 697 rvv 13997 23224 1.14% 0.108%
29 10.156 704 706 708 rBV 156109 124992 6.12% 0.579%
30 10.259 714 715 719 rVB 66832 95643 4.68% 0.443%
31 10.373 722 725 728 rBV 63071 89916 4._.40% 0.417%

32 10.511 734 737 739 rBv2 888345 1273378 62.37% 5.899%
33 10.625 746 747 751 rBV 152630 208580 10.22% 0.966%
34 10.819 761 764 766 rBV2 25975 46139 2.26% 0.214%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41 Instrument :
Operator - UM/SJ BNA_F

Sample - H2916-04 ClientSampleld :
Misc - ITALE-FILL-CSPH3-4K
ALS Vial : 41 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-BF050916.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.071 785 786 787 rBV 71839 73014 3.58% 0.338%
36 11.093 787 788 792 rVB2 47098 70459 3.45% 0.326%

37 11.196 795 797 798 rBV 1075337 960845 47.06% 4.451%
38 11.276 801 804 806 rvVvB 101448 134411 6.58% 0.623%
39 11.494 821 823 825 rBV 33362 37409 1.83% 0.173%
40 11.699 839 841 842 rBV 42070 40655 1.99% 0.188%

41 11.734 842 844 846 rvv2 53710 103312 5.06% 0.479%
42 11.802 849 850 855 rvv 87056 137007 6.71% 0.635%

43 11.996 865 867 871 rVB 40600 49931 2.45% 0.231%
44 12.248 887 889 890 rBV 20344 25836 1.27% 0.120%
45 12.294 890 893 895 rvB4 18347 37519 1.84% 0.174%
46 12.396 900 902 905 rBV 195639 269131 13.18% 1.247%
47 12.499 909 911 912 rBV 59562 54783 2.68% 0.254%
48 12.625 919 922 924 rBV 377353 406847 19.93% 1.885%
49 12.682 926 927 930 rvVB2 30297 33220 1.63% 0.154%
50 12.774 933 935 938 rBV 1807876 2041578 100.00% 9.458%
51 12.957 947 951 954 rBV 33458 49770 2.44% 0.231%
52 13.025 954 957 959 rBV2 37550 46711 2.29% 0.216%
53 13.059 959 960 964 rVB 25356 25554 1.25% 0.118%
54 13.151 964 968 969 rBV 21329 35780 1.75% 0.166%
55 13.185 969 971 974 rVB 18149 21360 1.05% 0.099%
56 13.311 981 982 984 rBV 27261 23229 1.14% 0.108%
57 13.619 1006 1009 1012 rVB2 18839 37602 1.84% 0.174%

58 13.711 1012 1017 1024 rBV2 55951 198846 9.74% 0.921%
59 13.825 1024 1027 1028 rBV2 795111 954715 46.76% 4.423%

60 13.997 1039 1042 1044 rVB 18683 25271 1.24% 0.117%
61 14.305 1067 1069 1070 rBV 25859 28238 1.38% 0.131%
62 14.351 1070 1073 1077 rVV3 12690 29656 1.45% 0.137%
63 14.591 1092 1094 1098 rVB2 13785 21323 1.04% 0.099%
64 14.660 1098 1100 1103 rBV2 20307 31098 1.52% 0.144%
65 14.820 1112 1114 1119 rBV 70617 142996 7.00% 0.662%
66 14.900 1119 1121 1122 rBV 14934 28031 1.37% 0.130%
67 15.048 1131 1134 1136 rBV2 18698 31514 1.54% 0.146%
68 15.082 1136 1137 1140 rVV 44540 66435 3.25% 0.308%

69 15.140 1140 1142 1145 rVV 88883 116396 5.70% 0.539%
70 15.197 1145 1147 1155 rVB 597954 720940 35.31% 3.340%

71 15.482 1169 1172 1174 rVB 32137 53643 2.63% 0.249%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 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-BF050916.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 15.608 1180 1183 1186 rBV 19327 33610 1.65% 0.156%
73 15.974 1212 1215 1219 rBV 57289 111663 5.47% 0.517%
74 16.043 1219 1221 1224 rVB2 16173 24458 1.20% 0.113%
75 16.488 1257 1260 1263 rBV 23454 51683 2.53% 0.239%

76 16.580 1263 1268 1272 rVB2 72130 191198 9.37% 0.886%
77 16.865 1290 1293 1300 rVB 24796 62157 3.04% 0.288%
78 17.311 1328 1332 1338 rBV2 70124 204302 10.01% 0.946%
79 18.214 1405 1411 1420 rVB2 49453 191921 9.40% 0.889%
80 19.323 1503 1508 1515 rVB5 22340 97490 4.78% 0.452%

Sum of corrected areas: 21586213
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086882.D

1500000

6.68

6.45
1000000

5.28 6.34

7.25
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500000
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3.17 ﬂL,
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N
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I
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12.40
25 ;
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TIC: BF086882.D
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T
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1500000

1000000
3.83

15.20
500000
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I
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T
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

Sample : H2916-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.82 3.04 ng 153824 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 239 (4.819 min): BF086882.D (-237) (-) m/z 43.05 100.00%
43.0
5000 59.1
101.1 440 460 4.80 500 520
- ¥ 1 WO | S o N N m/z 59.10 45.81%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS U UL R
50.0 440 460 480 500 5.20
m/z 58.10 13.17%
31.0 830 o3¢ 1010
R I Iy L L A A R I B
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
43.0
440 460 4.80 500 520
5000 57.0 m/z 101.10 10.31%
29.0
101.0
78.0
L S SR UL UL I UL IUILLS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: l—Propen—Z—oI, acetate LI N B
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 9.60%
5000
58.0
150 579 | @0 100.0
O L S S S I UL UL L U SR [riTr T T
m/z--> 10 40 50 70 80 90 100 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknown6.45 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.45 23.07 ng 1167250 1,4-Dichlorobenzene-d4 6.68
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 12
Abundance Scan 382 (6.453 min): BF086882.D (-380) (-) m/z 132.00 100.00%
13p.0
5000 68.1 \\
40.1 96.1 ISR NAARE B R

28 6.20 6.40 6.60 6.80
o 207.1 L1 m/z 68.10 51.23%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 —v—v—v—v—rv—v—vQ—'—

6.20 6.40 6.60 6.80
310 | ‘ m/z 66.10 36.07%
|

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0

6.20 6.40 6.60 6.80

o

5000 97.0 m/z 134.00 32.03%
31.0 70.0
o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl A b
57.0 132.0 6.20 6.40 6.60 6.80

m/z 69.10 21.29%

5000 98.0

7

L. h L | 1580 1890

VSNSRI SN O 2 — A

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.16 2.28 ng 124992 Acenaphthene-d10 9.72
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 86
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 86
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 706 (10.156 min): BF086882.D (-704) (-) m/z 57.10 100.00%
57.1
5000
85.1
39 ‘ 1131 9.80 10.00 10.20 10.40
0 el e A | m/z 43.10  85.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 BN AR B

85.0 980 10.00 10.20 10.40
290‘ ' m/z 71.10 42.58%
R

“ L/ 1130 1410 169.0 1970 226.0

o e N L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 41.10 40.48%
29.0 85.0
0 113.0 141.0 184.0
R B B L am ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64573: Pentadecane A B Ea e SR S
57.0 9.80 10.00 10.20 10.40
m/z 85.10 28.59%
5000 85.0
29.0
o | L) 130 1410 1680 212.0
'|”"w"'w"'w"'w"'w"'"""""'w"'w"" R il maama
m/z--> 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 7
R.T. EstConc Area Relative to ISTD R.T.
10.62 4.34 ng 208580 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 86
Abundance Scan 747 (10.625 min): BF086882.D (-746) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.40 10.60 10.80 11.00
Obrprrrth bl gy 40 00 207 e B35S Tmzz 43,10 83.17%
m/z--> mmmmmmmmmmmmmmmm
Abundance #45540: Tridecane
57.0
5000 R UL BRI SULILE B
mmmmmmnm
29.0 85.0 m/z 71.10 49.42%
0 ‘\‘ ‘ \‘ \‘ 113 0 141.0 184.0
m/z--> %&&%@mmmmmmmm@ﬁﬁ'
Abundance
57.0
1040 1060 10.80 11.00
5000 m/z 41.10 40.66%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73965: Hexadecane R B R
57.0 10.40 10.60 10.80 11.00
m/z 85.10 30.56%
5000
85.0
29.0
0 L1 ‘ 113014101690 197.0 226.0
II""I""I""I""IIIII IR S A B B DA B D B B AL DU DU DU B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10. 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Phenanthrene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.15 ng 103312 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 55
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 50
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 49
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 47
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 46
Abundance Scan 844 (11.734 min): BF086882.D (-842) (-) m/z 192.10 100.00%
43.1 191
60.0
5000
85.1 129.1 SRR SRR SRR RARRE
111. 165.1 07 1 11.40 11.60 11.80 12.00
0 PR S S | 17,3 m/z 43.10 79.48%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
192.0
5000 LR BN BN S UL

11.40 11.60 11.80 12.00
m/z 191.10 69.70%

1.0 165.0
oL 390 630780 "' 1150 1390 | |l
i B T B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.40 11.60 11.80 12.00
5000 m/z 41.10 69.26%
96.0 165.0
0 63.0 81.0 115.0 139.0
T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50608: Anthracene, 9-methyl- e AN BT B
192.0 11.40 11.60 11.80 12.00
m/z 60.00 63.31%
5000
96.0
oL 30 630 810 | 1s0 1390 *°%° “\
e ! T e R AmmmE
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.80 2.85 ng 137007 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
3 Methvl diselenide 190 C2H6Se2 007101-31-7 38
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 18
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 18
Abundance Scan 850 (11.802 min): BF086882.D (-849) (-) m/z 189.10 100.00%

5000
165.1
11.40 11.60 11.80 12.00 12.20
39.0 111.1 139.0
(o} m/z 190.10 95.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000 ||||||N|\(J||||||||||
94.0 11401160118012001220
' m/z 192.10 55.30%
0 390 630 780 || 1100 1370 1630 Il
e o o e B L LA o i o e LA o e o o |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
189.0
11. 40 11. 60 11. 80 12. 00 12.20
5000 m/z 191.10 46.91%
94.0
163.0
O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49343: Methyl diselenide
93.0 190.0 11.40 11.60 11.80 12.00 12.20

m/z 94.55 29.59%

175.0
5000
160.0 ‘
0 H‘ H ‘H H“ \“\H\ m“‘ ‘ HM | /W

m/z--> 20 40 60 140 160 180 11. 40 11. 60 11. 80 12. 00 12. 20

8270-BF050916.M Wed May 11 19:05:49 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.71 4.17 ng 198846 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 90
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
3 1-Docosene 308 C22H44 001599-67-3 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87
Abundance Scan 1017 (13.711 min): BF086882.D (-1012) (-) m/z 43.10 100.00%
431
83.0
5000
91 1781 1540 1560 15530 1400
Obrrrprrre i : m/z 57.10 98.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 U AU S B
13.40 13.60 13.80 14.00
29.0 111.0 m/z 55.10 92 .76%
ok I I 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
Abundance
43.0
83.0 U A B SRR
13.40 13.60 13.80 14.00
5000 m/z 41.10 67.57%

111.0

o 139.0 1820 2100

mmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene e B
13.40 13.60 13.80 14.00

m/z 83.05 67 .48%

5000

125.0

153.0 181.0 308.0
e N R
m/z--> 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\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknownl5.97 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.97 3.10ng 111663  Perylene-diz 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi12 006398-62-5 40
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 40
3 2.6-Dimethvl-3.4-bis(trimethvilsi... 311 C15H29N02Si2 1000079-52-1 32
4 3-l1sopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 32
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27
Abundance Scan 1215 (15.974 min): BF086882.D (-1212) (-) m/z 73.10 100.00%
73.1
147.1 221.1 /
5000
281.1 355.1
| | t 4292 | 1560 15,80 16.00 16,20
0 ,...ﬁﬂnhﬂl..:.H:..:ﬂ...w.mthh..h},.l..;uwh m/z 221.10 76.96%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #80100: Mercaptoacetic acid, bis(trimethylsilyl)-
73
147.0
5000
15.60 15.80 16.00 16.20
221.0 m/z 147.10 73.19%
O 2'9"9“‘%“""' }?5;9 "‘k' '“ JI RN DUBLALEL USRS SIS S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
147.0 221.0
730 15.60 15.80 16.00 16.20
5000 m/z 281.10 34.42%
279.0
0 |'%gq T "}¥%0"|"1???' L L N UL B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #123294: 2,6-Dimethyl-3,4-bis(trimethylsilyloxymethyl)pyridin R EERE RS B
230 221.0 15.60 15.80 16.00 16.20
m/z 355.10 29.80%
5000 147.0
oL 30 | aon0, | sdo) | a0
m/z--> (I) 5|0 1(I)O 1é0 2(I)O ZéO 3CI)O 3é0 4CI)O 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 Cyclononasiloxane, octadeca... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.58 5.30 ng 101108 Perylene-di2 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 50
2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 40
3 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 38
4 Dithioervthritol. 0.0".S.S"-tetr... 442 C16H4202S2Si4 1000079-30-7 32

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
Abundance Scan 1268 (16.580 min): BF086882.D (-1263) (-) m/z 73.10 100.00%
L 2211
5000
281.1 355.1
R B R
| 42?'2 5031 16.20 16.40 16.60 16.80
L L L 1 B m/z 221.10 82.83%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173701: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 281.0 L L o e e e
16.20 16.40 16.60 16.80
m/z 147.10 80.03%
‘\ 1Tl ‘ 3590 651.0
O e e e e 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
AN AR B
73.0 16.20 16.40 16.60 16.80
5000 m/z 281.10 39.89%
279.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #80100: Mercaptoacetic acid, bis(trimethylsilyl)- R REmEE e
73.0 16.20 16.40 16.60 16.80
141.0 m/z 355.10 35.09%

5000

-

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 16.20 16.40 16.60 16.80
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

Sample : H2916-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 13 unknownl8.21 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.21 5.32 ng 191921 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 22
2 3-lIsopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 16
3 Trisiloxane. octamethvl- 236 C8H2402Si13 000107-51-7 14
4 2-(27 .47 .47 .6".6".8".8"-Heptamet... 652 C16H48010Si19 145344-72-5 12
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 12
Abundance Scan 1411 (18.214 min): BF086882.D (-1405) (-) m/z 73.10 100.00%
741 1471 2211
5000 281.1 3851
429.2 B e
\ I l l l 17.80 18.00 18.20 18.40 18.60
/ SNPUVE WETTAN SN FI  SEN I 18 NS B NV S— m/z 221.10 99.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106888: N-Benzyl-N-ethyl-p-isopropylbenzamide
147.0
5000 281.0
17.80 18.00 18.20 18.40 18.60
91.0 m/z 147.10 90.21%
Ob i 1900 238, S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
17.80 18.00 18.20 18.40 18.60
5000 m/z 281.10 47 .01%
147.0
221.0 281.0
0 e e 215 D510 A/V\/\“m/j\w\/w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80105: Trisiloxane, octamethy!- T T
221.0 17.80 18.00 18.20 18.40 18.60
m/z 355.05 45_.92%
5000 3.0
ol3L0 ‘13301759L
m/z--> éo 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086882.D

Aca On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 unknownl19.32 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.32 2.70 ng 97490 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. 1.1.3.3.5.5.7.7.9.... 430 C12H3805Si6 000995-82-4 10
2 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15N0O3 024451-17-0 9
3 1.3-Benzodioxole. 5-T3-acetamino... 221 C12H15N03 1000124-33-0 9
4 9-(Methvlaminomethv)anthracene 221 C16H15N 073356-19-1 9
5 3-lIsopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 9
Abundance Scan 1508 (19.323 min): BF086882.D (-1503) (-) m/z 221.10 100.00%
73.1 221.1
147.1
5000 281.1 355.1
429.2
19.00 19.20 19.40
ool 1o ',| ||,‘| m/z 73.10 90.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161771: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodecamethyl
73.0
5000 SR U SRR
207.0 281.0 1900 1920 19.40
133.0 m/z 147.10 72.61%
341.0 415.0
()%%q‘,l.‘..,.‘.J.\,??qu,hs.zﬁ%gh | S N N G
m/z--> 50 100 150 200 250 300 350 400
Abundance
221.0
10,00 1920 19.40
5000 147.0 m/z 281.10 48.98%
e quw\r—ﬁvwrw/\\NJVNM
41.0
L L L W A B L SN
m/z--> 50 100 150 200 250 300 350 400
Abundance #69972: 1,3-Benzodioxole, 5-[3-acetaminopropyl]- T
221.0 19.00 19.20 19.40
m/z 355.10 47 .11%
120 162.0 /\A
5000
4 19.
0...Ji?.ﬂ.Ji.J*,ﬂ.LT\.',..‘..,.... . . ....,....,.A..
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051016\

Data File : BF086882.D

Acq On : 11 May 2016 5:41

Operator : UM/SJ

ﬁ?ggle : H2916-04 ITALE-FILL-CSPH3-4K
ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.82 3.0 ng 153824 1 6.68 1011950 20.0
unknown6 .45 6.45 23.1 ng 1167250 1 6.68 1011950 20.0
Hexadecane 10.16 2.3 ng 124992 3 9.72 1096670 20.0
Tridecane 10.62 4.3 ng 208580 4 11.20 960845 20.0
Phenanthrene, 2-m... 11.73 2.1 ng 103312 4 11.20 960845 20.0
4H-Cyclopenta[def... 11.80 2.9 ng 137007 4 11.20 960845 20.0
5-Eicosene, (E)- 13.71 4.2 ng 198846 5 13.83 954715 20.0
unknown15.97 15.97 3.1 ng 111663 6 15.20 720940 20.0
Cyclononasiloxane... 16.58 5.3 ng 191198 6 15.20 720940 20.0
unknown18.21 18.21 5.3 ng 191921 6 15.20 720940 20.0
unknown19 .32 19.32 2.7 ng 97490 6 15.20 720940 20.0

8270-BF050916.M Wed May 11 19:05:52 2016 Page: 16



