LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051216\

Data File : BF086935.D

Acq On : 12 May 2016 17:26 Instrument :
Operator : UM/SJ BNA_F

Sample - H2968-03 ClientSampleld :
Misc : TP40-4FT

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 1.632 3 4 12 rVB 602904 931903 13.21% 1.891%
2 1.747 12 14 40 rVB 3011797 7055636 100.00% 14.315%
3 2.090 41 44 46 rvVB2 73600 109047 1.55% 0.221%
4 3.656 178 181 183 rVB2 157182 214885 3.05% 0.436%
5 4.764 276 278 285 rBvY 143395 253806 3.60% 0.515%
6 5.221 315 318 320 rBV 2616866 3743111 53.05% 7.594%
7 5.633 351 354 357 rvB2 293336 380889 5.40% 0.773%
8 6.284 408 411 414 rBV 3273580 3680609 52.17% 7.468%
9 6.399 418 421 423 rBV 3015926 3805866 53.94% 7.722%
10 6.616 438 440 443 rBVY 953255 1081457 15.33% 2.194%

11 6.776 451 454 456 rBV 3064022 2978388 42.21% 6.043%
12 6.993 470 473 474 rBY 108286 106065 1.50% 0.215%
13 7.199 488 491 493 rBV 2037253 2721695 38.57% 5.522%
14 7.907 551 553 556 rBV 1592555 1467369 20.80% 2.977%
15 8.056 563 566 569 rvB 181016 277199 3.93% 0.562%

16 8.570 608 611 616 rVB4 55190 90660 1.28% 0.184%
17 8.787 627 630 634 rvVB 230995 237073 3.36% 0.481%
18 8.993 645 648 650 rBV 2647535 3839277 54.41% 7.790%
19 9.073 652 655 657 rBvV 373100 429265 6.08% 0.871%
20 9.256 667 671 672 rBV3 45022 87077 1.23% 0.177%

21 9.279 672 673 674 rVvV 103985 80237 1.14% 0.163%
22 9.325 674 677 680 rvv4 45478 107364 1.52% 0.218%
23 9.393 680 683 684 rvv2 217447 317748 4_50% 0.645%
24 9.450 686 688 691 rBvV 121569 175993 2.49% 0.357%
25 9.599 700 701 703 rVvB 192513 174692 2.48% 0.354%

26 9.656 703 706 708 rBV 1791598 1683026 23.85% 3.415%
27 9.816 718 720 723 rBv2 203299 245209 3.48% 0.498%
28 9.976 731 734 736 rVB3 106018 127636 1.81% 0.259%
29 10.102 742 745 746 rBV 273017 244298 3.46% 0.496%
30 10.319 761 764 767 rBV 113537 160040 2.27% 0.325%

31 10.445 772 775 778 rVV 2715884 2743798 38.89% 5.567%
32 10.490 778 779 784 rVV5 40329 75488 1.07% 0.153%
33 10.570 784 786 791 rVB 285480 388600 5.51% 0.788%
34 10.742 799 801 805 rBv2 185860 203178 2.88% 0.412%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051216\

Data File : BF086935.D

Acq On : 12 May 2016 17:26 Instrument :
Operator : UM/SJ BNA_F

Sample - H2968-03 ClientSampleld :
Misc : TP40-4FT

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.016 823 825 826 rvVv 158341 135949 1.93% 0.276%

36 11.131 833 835 838 rvv 1721651 1602858 22.72% 3.252%
37 11.679 881 883 887 rBvV 115135 140758 1.99% 0.286%
38 12.102 918 920 921 rBV 586147 406085 5.76% 0.824%
39 12.719 971 974 976 rBV 3581416 3421788 48.50% 6.943%
40 13.028 999 1001 1003 rvv3 38875 77990 1.11% 0.158%

41 13.062 1003 1004 1010 rVB4 61567 134290 1.90% 0.272%
42 13.245 1019 1020 1022 rVB2 105077 104727 1.48% 0.212%
43 13.634 1051 1054 1058 rBV2 103879 237435 3.37% 0.482%
44 13.759 1063 1065 1067 rBV 1386544 1357046 19.23% 2.753%
45 14.239 1105 1107 1110 rBV4 27903 79385 1.13% 0.161%

46 14.525 1130 1132 1135 rBV2 81029 145259 2.06% 0.295%
47 15.120 1181 1184 1191 rVB 830234 1039983 14.74% 2.110%

48 16.765 1325 1328 1332 rBV4 51951 92214 1.31% 0.187%
49 18.537 1475 1483 1486 rBVv4 27749 92916 1.32% 0.189%
Sum of corrected areas: 49287267
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF051216\

BF086935.D

12 May 2016 17:26

UM/SsJ

H2968-03

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000
2500000
2000000
1500000

1000000} g3

500000 &

TIC: BF086935.D

1.75

5.22

5.63

3.66 4.76

6.28
6.40

6.78

6.62

7.20

6.99

0
Time-->

4.00

|
4.50 5.00

5.50

tod
6.00

6.50

T
7.00

7.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

042

TIC: BF086935.D

8.99 10.44

9.66 11.13

7.91

9.07 10.10

339.90 9.8% 95 10.3;

10.5(0.74 11.02

1272

183A3,25

Time-->

9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF086935.D

13.76

15.12

14.24 14.53 16.77

18.54

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\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 unknown2.09 Concentration Rank 17

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

2.09 2.02 ng 109047 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenol, 1-(2-thiazolylazo)- 255 C13H9N30S 001147-56-4 10
2 (2,3)Benzo-(8,9)(1-nitro-3-metho... 359 C17H13N04S2 1000148-99-4 10
3 Naphthalen-1(2H)-one, 3,4-dihydr... 436 C14H15Br30 1000266-19-2 10
4 (2-Amino-5-methyl-phenyl)-phenyl... 226 C14H14N20 092849-74-6 10
5 Anthracene, 1,8-diethynyl- 226 C18H10 078053-58-4 9

Abundance Scan 44 (2.090 min): BF086935.D (-41) (-) m/z 359.50 100.00%
3%9
443
5000 119 226
269
302 412 UL U R
% 8 483  S47 1.80 2.00 2.20 2.40
o} m/z 442 .80 62.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91346: 2-Naphthalenol, 1-(2-thiazolylazo)-
115 226
143
5000 255 LSS RN LR AR R
1.80 2.00 2.20 2.40
‘ 199 m/z 225.80 42.47%
1. \\\m \u gy
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance
359
B 180 2.00 220 240
5000 313 m/z 119.00 42 .22%
44 77 108 241570
O o e A e ot o B
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance #162593: Naphthalen-1(2H)-one, 3,4-dihydro-2,5,7-tribromo-... e R e Ea
115 359 1.80 2.00 2.20 2.40

m/z 244_.60 38.07%

5000
438

m/z--> 50 100 150 200 250 300 350 400 450 500 550 1.80 200 2. 20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 unknown3.66 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.6 3.97ng 214885  1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cholest-2-eno[3,2-a]naphthalene, ... 513 C37HS5N 1000210-99-3 10
2 Vanadium, bis(1,3-diphenyl-1,3-p... 513 C30H2205V 015022-46-5 9

3 Bis[4-[4-hydroxy]piperidino-3-ni... 506 C22H26N408S 024612-36-0 7
4 3,6,9,15-Tetraazabicyclo[9.3.1]p... 668 C32H36N406S3 078668-28-7 4
5 Cholest-2-eno[2,3-b]indole, 1"-a... 531 C36H53NO02 1000210-96-4 3

Abundance Scan 181 (3.656 min): BF086935.D (-178) (-) m/z 325.90 100.00%
326

5000
e
39 Jb (198 171 507 941272 3.40 3.60 3.80 4.00
0 m/z 513.00 80.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169438: Cholest-2-eno[3,2-a]naphthalene, 4'-(dimethylamino)-
513
5000 LIS I L L L L L L L LB

3.40 3.60 3.80 4.00
m/z 321.80 76 .36%

‘d | 81109137165 197 ?36264291 329359387 428 470

(O I R A o e e o e e S R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
513
105 R o A REm e
3.40 3.60 3.80 4.00
5000 m/z 326.80 69.91%
77
290
ol 4 144 17g 212 545 367395
I A o o o LA e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169022: Bis[4-[4-hydroxy]piperidino-3-nitrophenyl]sulfone e S Emms e
489 3.40 3.60 3.80 4.00
m/z 489.40 62.40%
5000
13 419
70 103130 368 7 485
(O I i o o o o L o o e S R B R o R REm e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.40 3. 60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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-hydroxy-4-me... Concentration Rank 9

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

4.76 4.69 ng 253806 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 278 (4.764 min): BF086935.D (-276) (-) m/z 43.10 100.00%
43
5000 59
101 440 460 480 500
Ol ot Bl 8 L m/z 59.10  45.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 58.00 12 .46%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110

Abundance
43

4.40 4.60 4.80 5.00

5000 m/z 101.10 11.46%
58
15 27 37 72 100
e S I I SULI LS SIS IS I I SULILS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide R AR mam e o
43 4.40 4.60 4.80 5.00

m/z 41.10 8.64%

5000 59
73

101
28 37 || 51 67 | 79 86

L R s o = = A e A & et

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\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 unknown5.63 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.63 7.04 ng 380889 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methylenebicyclo[2.2.1]-heptane 108 C8H12 000497-35-8 43
2 _.alpha.-D-Glucopyranose, 2-(acet... 389 C16H23N0O10 007784-54-5 43
3 Tetracyclo[6.3.0.0(3,7)-0(5,10)]-.-. 228 C11H10CI20 117389-51-2 42
4 Endo-9-oxatetracyclo[5.3.1.0(2,6... 148 C10H120 1000281-67-4 38
5 2-(1-Hydroxyethyl)norbornadiene 136 C9H120 1000139-55-9 38
Abundance Scan 354 (5.633 min): BF086935.D (-351) (-) m/z 72.80 100.00%

5000

5.20 5.40 5.60 5.80 6.00

0 m/z 113.70 80.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5358: 2-Methylenebicyclo[2.2.1]-heptane
79
5000 108 [TTr T[T i rrrrrrr[rr1
520 5.40 5.60 5.80 6.00
39 ‘ m/z 81.70 77.49%
0 H L bl
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
114
R e AR e B
520 5.40 5.60 5.80 6.00
5000 m/z 77.60 64 .10%
156
& 199 e
o 276 318346
T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 /\A
Abundance #74661: Tetracyclo[6.3.0.0(3,7).0(5,10)]Jundecan-6-one, 9,9... P
6 520 5.40 5.60 5.80 6.00

m/z 138.30 54 .53%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 unknown6.40 Concentration Rank 2

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

6.40 70.38 ng 3805870 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 421 (6.399 min): BF086935.D (-418) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 6 o4 6.00 6.20 640 6.60 6.80
o.,....,....I'!.‘.‘?,!!..,.:.I.',....,..?‘?,....,.':..,.1.1?.,....,-'...,.. m/z 68.10 40.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AN IR LS UL R
6.00 6.20 640 6.60 6.80
78 m/z 134.10 34.16%
31 3 ?1
0'P'”I“J“'h'P'”I”'h'”'P”'P'”I”'W'“'P'”I“"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 27 .43%
33 am g7 105
51 60 70 78 g 115
Ob T e e e T e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.67%
5000
92
m/z--> 20 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compoun

d Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 Benzene, 1,2,4,5-tetrachloro- Concentration Rank 6

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

9.07 5.10 ng 429265 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetrachloro- 214 C6H2CI14 000095-94-3 99
2 Benzene, 1,2,3,5-tetrachloro- 214 C6H2CI14 000634-90-2 99
3 Benzene, 1,2,3,4-tetrachloro- 214 C6H2CI14 000634-66-2 98
4 Chlorthal 302 C8H2Cl1404 002136-79-0 90
5 Imidazole, 4-bromo-2-trifluorome... 214 C4H2BrF3N2 219534-98-2 49

Abundance Scan 655 (9.073 min): BF086935.D (-652) (-) m/z 215.90 100.00%
5000
8.80 9.00 9.20 9.40
ol 154 167 m/z 213.90 83.42%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #65867: Benzene, 1,2,4,5-tetrachloro-
216
5000
8.80 9.00 9.20 9.40
74 108 4 179 m/z 217.90 48 .47%
o T ae |8 mesm L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
880 9.00 920 9.40
5000 m/z 57.10 25.00%
74 108 143 179
25 37 49 61 86 97 120131 || 154 167
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 260 250
Abundance #65866: Benzene, 1,2,3,4-tetrachloro- R
216 8.80 9.00 9.20 9.40
m/z 179.00 22.56%
5000
74 108 143 179
hmT oo | me | vom e | X
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 2(')0 220 8.|80 9.'00 9.20 9.110
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 Hexadecane Concentration Rank 16

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

9.60 2.08 ng 174692 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Eicosane 282 C20H42 000112-95-8 83
5 Undecane 156 C11H24 001120-21-4 78

Abundance Scan 701 (9.599 min): BF086935.D (-700) (-) m/z 57.10 100.00%
43 57

5000

s

9.20 9.40 9.60 9.80 10.00
m/z 43.10 88.43%

o 99 113127141 159

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane
43 57
5000 71 | NI LN L L L L L

g5 9.20 9.40 9.60 9.80 10.00
29 m/z 71.10 44 .38%

99 113127141 155169183197 226

ob e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
_r'_'_'_'—l_'_'_'_'—r'_'_'_l—l_'_'_'_'—l_'_r
71 9.20 9.40 9.60 9.80 10.00
5000 85 m/z 41.10 42 .09%
29 99
. 113127 141 155160183 197 211205 254
B B L B R 3 SIS R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64573: Pentadecane T e
43 57 9.20 9.40 9.60 9.80 10.00
m/z 85.10 26.93%
5000 71 85
29 99
0 | | | 7 118127141155168182 212
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _r'_'_'_'—l_'_'_'_'—r'_'_'_l—l_'_'_'_'—l_'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 Benzene, pentachloro- Concentration Rank 12

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

9.82 2.91 ng 245209 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, pentachloro- 248 C6HCI5 000608-93-5 99
2 9,9-Dichloro-9-silafluorene 250 C12H8CI2Si 018030-58-5 40
3 2,3-Dichloro-1,4,5,8-tetraaza-ph... 250 C10H4CI2N4 071222-45-2 38
4 2-[4-Chloro-trans-styryl]-4-chlo... 250 C12H8CI2N2 1000251-24-0 38
5 1,7-Dichlorophenazine 248 C12H6CI2N2 013860-52-1 22

Abundance Scan 720 (9.816 min): BF086935.D (-718) (-) m/z 249.90 100.00%
2%0
5000
" '9.60 9.80 10.00 10.20
o} m/z 251.90 64 .39%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87402: Benzene, pentachloro-
250
5000 LI I IR SR
9.60 9.80 10.00 10.20
108 143 18 215 m/z 247.90 59.99%
37| 55 190203 .H.‘ .‘ .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
250
" '9.60 9.80 10.00 10.20
5000 m/z 108.00 38.27%
215
152
o 180
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 ]
Abundance #87973: 2,3-Dichloro-1,4,5,8-tetraaza-phenanthrene A e A R
250 9.60 9.80 10.00 10.20
m/z 214.90 25.02%
215
5000
154 196
127
0.”,.”.“.”,.”.“..w.”.“..w.”.“....”.%Fi... AV | RN —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 16 5-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.63 3.50 ng 237435 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Cycloeicosane 280 C20H40 000296-56-0 96
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
4 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 92
5 1-Eicosene 280 C20H40 003452-07-1 90
Abundance Scan 1054 (13.634 min): BF086935.D (-1051) (-) m/z 43.10 100.00%
a3
? m
5000
111 IR UM BRI UL B
280
6 139157 189209 245 1 352 13.40 13.60 13.80 14.00
ob—— iy e e e e e e A m/z 57.05 97.41%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55
5000 LI BRI UL SN B
1340 13.60 13.80 14.00
29 MJ m/z 55.10 74 .84%
0 “w | 4 J 139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
55
83 SR DR SR SN B
13.40 13.60 13.80 14.00
5000 m/z 41.05 58.26%
29 111
0 139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- R A BEE T B S
13.40 13.60 13.80 14.00
83 m/z 83.10 53.11%
5000
29 111
o I \139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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

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 17 9-Octadecenamide, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.53 2.79 ng 145259 Perylene-d12 15.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 89
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Octadecanamide 283 C18H37NO 000124-26-5 59

Abundance Scan 1132 (14.525 min): BF086935.D (-1130) (-) m/z 59.05 100.00%

5000

-

14.20 14.40 14.60 14.80
m/z 55.10 61.08%

126 169 203 248282 350 386 441

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106874: 9-Octadecenamide, (2)-

i3

5000 LA L L L L LB LN |
14.20 14.40 14.60 14.80
m/z 72.10 58.56%
29 281
Ot lotdtd0 180 220 053"
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
14.20 14.40 14.60 14.80
5000 m/z 43.10 50.37%

28 186114 149 184 227

32

O e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #91513: Hexadecanamide R AREE R S
59 14.20 14.40 14.60 14.80

m/z 41.10 44 _33%

- WJ\/\’VJ\/A/\.\

O?U%mmmﬂzm

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14. 40 14. 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051216\
Data File : BF086935.D

Acq On : 12 May 2016 17:26

Operator : UM/SJ

Sample : H2968-03

Misc :

ALS Vial : 9 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]
unknown2 .09 2.09 2.0 ng 109047 1 6.62 1081460 20.0
unknown3.66 3.66 4.0 ng 214885 1 6.62 1081460 20.0
2-Pentanone, 4-hy... 4.76 4.7 ng 253806 1 6.62 1081460 20.0
unknown5.63 5.63 7.0 ng 380889 1 6.62 1081460 20.0
unknown6 .40 6.40 70.4 ng 3805870 1 6.62 1081460 20.0
Benzene, 1,2,4,5-... 9.07 5.1 ng 429265 3 9.66 1683030 20.0
Hexadecane 9.60 2.1 ng 174692 3 9.66 1683030 20.0
Benzene, pentachl... 9.82 2.9 ng 245209 3 9.66 1683030 20.0
5-Eicosene, (E)- 13.63 3.5 ng 237435 5 13.76 1357050 20.0
9-Octadecenamide, ... 14.53 2.8 ng 145259 6 15.12 1039980 20.0
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