LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 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-BF063016.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 1.827 19 21 81 rvB 1763070 4894008 100.00% 33.749%
2 5.324 324 327 329 rBV 114166 133127 2.72% 0.918%
3 6.365 416 418 421 rBV 160214 198163 4 ._.05% 1.367%
4 6.502 428 430 432 rBV 230033 184897 3.78% 1.275%
5 6.742 448 451 453 rBV 558482 478763 9.78% 3.302%
6 6.890 462 464 466 rBV 113366 120307 2.46% 0.830%
7 7.302 497 500 502 rBV 131392 120299 2.46% 0.830%
8 8.022 561 563 566 rVB 575637 568554 11.62% 3.921%
9 8.788 628 630 636 rBV 90527 110592 2.26% 0.763%
10 9.108 655 658 660 rBV 224472 268306 5.48% 1.850%

11 9.496 690 692 695 rBvV 214365 233496 4.77% 1.610%
12 9.782 714 717 719 rBV 514549 579637 11.84% 3.997%
13 10.559 783 785 787 rBV 201361 178466 3.65% 1.231%
14 10.754 801 802 804 rBvV2 163822 230217 4._.70% 1.588%
15 10.891 809 814 817 rBV7 34851 113319 2.32% 0.781%

16 11.039 819 827 828 rBV7 163637 606034 12.38% 4._.179%
17 11.096 830 832 835 rBv4 81175 114832 2.35% 0.792%
18 11.142 835 836 838 rBv2 75895 88640 1.81% 0.611%
19 11.211 840 842 843 rBV 165686 242289 4_95% 1.671%
20 11.256 844 846 847 rVB 556920 447343 9.14% 3.085%

21 11.302 847 850 851 rBVv2 94893 153406 3.13% 1.058%
22 11.416 857 860 861 rBvV3 63271 92939 1.90% 0.641%
23 11.451 861 863 864 rvB2 78868 76761 1.57% 0.529%
24 11.485 864 866 868 rBv2 73491 174172 3.56% 1.201%
25 11.519 868 869 872 rvB3 190704 327557 6.69% 2.259%

26 11.565 872 873 875 rBvV 53067 64327 1.31% 0.444%
27 11.622 876 878 881 rBv4 154116 360938 7.38% 2.489%
28 11.668 881 882 883 rBvV 101217 75578 1.54% 0.521%

29 11.702 883 885 887 rBvV3 81313 162697 3.32% 1.122%
30 11.794 891 893 894 rBv2 110286 187177 3.82% 1.291%

31 11.851 896 898 900 rvB2 156694 245675 5.02% 1.694%
32 11.965 906 908 910 rBvV2 140220 199297 4_.07% 1.374%
33 12.171 924 926 928 rBV2 223043 461852 9.44% 3.185%
34 12.537 956 958 960 rBv2 155080 296029 6.05% 2.041%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.845 984 985 987 rVB 435091 434106 8.87% 2.994%
36 13.897 1075 1077 1078 rVB 608469 520614 10.64% 3.590%

37 15.291 1197 1199 1205 rVB 343442 542799 11.09% 3.743%
38 18.057 1437 1441 1446 rVB2 74611 213795 4._.37% 1.474%

Sum of corrected areas: 14501008
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BFO70716\
BF088802.D
8 Jul 2016
UM/SJ
H3889-10 4X

2:30

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF088802.D

1.83

5.32

6.74

6.36:°0

O+
Time-->

2.00 2.50

3.00

3.50

4.00

T
4.50 5.00

5.50

6.00 6.50

Abundance

2000000

1500000

1000000

500000

TIC: BF088802.D

8.02

O——
Time-->

11.50

10.50 11.00

9.50

10.00

13.00

12.00 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BF088802.D

15.29

18.06

Or——
Time-->

17.50

16.00

16.50 17.00

15.00 15.50

14.00 14.50

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.50 Concentration Rank 13

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

6.50 7.72 ng 184897 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 430 (6.502 min): BF088802.D (-428) (-) m/z 132.00 100.00%
5000 68
40 | 75 e 620 640 6.60 6.80
54 104 . . . .
0 .,....,....-:'.'.‘.‘.7,:!..?h.-.',..'r.,..5.‘.7,....,.'!..,....,...., berr 'm/z 68.10 43.36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IS RREE AR N AU
6.20 6.40 6.60 6.80
78 m/z 134.00 31.87%
31 4 51
0'|“'wt“wwl“|L'w'“lw'”|“'w'“'w'“|“'w'“'|““ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 620 640 6.60 6.80
5000 m/z 66.10 27 .16%
39 91
51 65
b e S o B4 98T 25 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine RN A
132 6.20 6.40 6.60 6.80
m/z 69.10 17.62%
5000
33 am g7 105
51 €0 078 g 115
O e I B ot o R
m/z--> 20 30 40 5'0 6|O 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Phthalic anhydride Concentration Rank 20

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

8.79 3.89 ng 110592 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
3 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 83
4 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 80
5 N-[2-Acetamidoethylthio]phthalimide 264 C12H12N203S 025158-14-9 78

Abundance Scan 630 (8.788 min): BF088802.D (-628) (-) m/z 104.00 100.00%
76 104
5000 50
38 61 148 8.40 8.60 8.80 9.00 9.20
o} e e m/z 76.00 80.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23152: Phthalic anhydride
76 104
5000 50
148 8.40 8.60 8.80 9.00 9.20
a8 m/z 50.10 37.61%
o |?§ 'J“ — '?;"'mjl' L UL B SURL AL WAL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104
" LSRR NN U SRR
8.40 8.60 8.80 9.00 9.20
5000 50 m/z 74.00 18.94%
148
o 26 38 61 85
LN UNLELELES AL LR SLELELELS UL BN AR SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester R B
76 104 8.40 8.60 8.80 9.00 9.20
m/z 75.00 10.93%
5000 50
148
o 9| ), 60 [ e | 12 | 176
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl10.75 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.75 10.29 ng 230217 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Tetrahvdro-1-methvl-7-(4... 332 C14H9CIN402S 115872-78-1 15
2 3-(3-Hvdroxv-4-methvlphenvl)-1.1... 296 C20H2402 1000105-90-6 11
3 Prean-5-ene-3.beta. .20-diol. 16.... 332 C22H3602 031320-91-9 11
4 Benzothiazole. 2.2"-dithiobis- 332 C14H8N2S4 000120-78-5 10
5 Ethyl 4-([(E)-(2-nitrophenyl)met... 298 C16H14N204 057707-09-2 10

Abundance Scan 802 (10.754 min): BF088802.D (-801) (-) m/z 135.10 100.00%

135

337
308 371

5

271

5000 162
a4 g 112 189208

PO LI LI L I

10.40 10.60 10.80 11.00
m/z 337.50 53.58%

0
m/z--> 50 100 150 200 250 300 350

Abundance #170367: 1,2,3,4-Tetrahydro-1-methyl-7-(4'-chlorophenyl)th... TA “
332
5000 !
10.40 10.60 10.80 11.00
261 m/z 161.70 45 .64%
50 75 99 136 168 199 234 | 2?9
! | L L

oo e e

m/z--> 50 100 150 200 250 300 350

Abundance
281

10.40 10.60 10.80 11.00

5000 173 m/z 165.20  45.46%
121 149
ottt
m/z--> 50 100 150 200 250 300 350
Abundance #171118: Pregn-5-ene-3.beta.,20-diol, 16.alpha.-methyl- A REEaREEEEE Y
55 91 332 10.40 10.60 10.80 11.00
314 m/z 345.40 44 _80%
5000

219 245

|
=

_'—r'_'_'_'—r'_'_'_
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl10.89 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.89 5.07 ng 113319 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 6-Chloroauinoxalinol2.3-blcholes. ..
2 7-Chloroauinoxalinol2.3-blcholes. ..
3 N-n-Octadecvl-3-I2-thienvll1-4-qau...
4 trans-4-Methoxv-4--(octadecvloxv...
5 trans-4-"-Methoxy-4-(octadecyloxy. ..

506 C33H47CIN2
506 C33H47CIN2
506 C32H46N20S
506 C34H5003
506 C34H5003

1000210-42-0 14
1000210-42-1 14
1000257-06-6 10
122207-20-9 9
122207-15-2 9

Abundance Scan 814 (10.891 min): BF088802.D (-809) (-) m/z 71.10 100.00%
136
189 223 445 487
292 359 527
5000 o 2677} 323 1780
10.60 10.80 11.00 11.20
0 m/z 43.10 92.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235949: 6-Chloroquinoxalino[2,3-b]cholestane
506
351
5000 43 LA L L L L L L L
231 10,60 10.80 11.00 11.20
57 m/z 136.20 77.04%
283
0 ‘ m “\ \“\ \H h n]:47l .‘. \h \ \\h ‘H‘ ‘ \‘\ " ‘\ u 323‘\ ‘\ ‘H 3'9‘34'2]'-449477'“I ‘. —
m/z--> 150 OO 350 400 450 500
Abundance
231
i e e
506 10.60 10.80 11.00 11.20
5000{ 4o m/z 85.10 73.80%
69 95 351
o 121147 192 | 257283311 393421449477
T e e T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235939: N-n-Octadecyl-3-[2-thienyl]-4-quinolinecarboxamide e AR R E R R
506 10.60 10.80 11.00 11.20
m/z 66.00 67.46%
210238
5000 43
282
311
2o ||| Teemnyy, L
I N oo o0 W 8 R WW Wl S W W P B
m/z--> 50 100 150 200 250 300 350 400 O 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl11.49 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.49 7.79 ng 174172 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HON 000244-99-5 46
2 1-Naphthaleneacetonitrile 167 C12HON 000132-75-2 38
3 1.1°-Biphenvl. 2-azido- 195 C12H9N3 007599-23-7 38
4 Carbazole 167 C12H9N 000086-74-8 38
5 1,3-Benzenedicarbonyl dichloride 202 C8H4CI1202 000099-63-8 38
Abundance Scan 866 (11.485 min): BF088802.D (-864) (-) m/z 167.10 100.00%
7
5000 WL/\NN
222 rrryrrrryrrrryr T TTTT
329 361389 420 460 11.20 11.40 11.60 11.80
o} m/z 82.10 42 _.31%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #35952: 5H-Indeno[1,2-b]pyridine
167
5000 L S LN LN S
11,20 11.40 11.60 11.80
139 m/z 55.10 41.61%
83
14 39 ‘ 113 ‘ ‘

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

\

Abundance
167
11.20 11.40 11.60 11.80
5000 m/z 43.10 40.10%
140
39 63 gg 115
B B B e I LB I e o o e I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #57203: 1,1-Biphenyl, 2-azido- el Emmas R S
167 11.20 11.40 11.60 11.80
m/z 131.00 34.49%
5000

‘%

139
lef 90 115 195
0 Moaadl | I

m/z--> 0 50 100 150 200 250 300 350 400 450 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownll1.62 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.62 16.14 ng 360938 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetohvdroxamic acid. 2-chloro-N... 191 C8H14CINO2 007340-05-8 14
2 Butane. 1.4-dichloro- 126 C4H8CI2 000110-56-5 10
3 Chloroacetic acid. 1-cvclopentvl... 190 C9H15CI02 1000279-89-0 10
4 Phosphine. cvclohexvl(1l.1-dimeth... 186 C11H23P 074685-81-7 10
5 Chloromethyl 6-chloroundecanoate 268 C12H22C1202 080418-92-4 10
Abundance Scan 878 (11.622 min): BF088802.D (-876) (-) m/z 83.10 100.00%
303
i MI/—M
5000 132 221 275 386 455
u.183 249 317 356 421 w8
"' 11:40 11,60 11.80 12.00
0 m/z 55.10 89.97%
m/z--> 100 150 200 250 300 350 400 450
Abundance #53960: Acetohydroxamic acid, 2-chloro-N-cyclohexyl-
55 83
5000 LB B BULLLE BN
110 nmnmnmnm
27 m/z 41.10 88.28%
‘H 191
OIMIMIH ‘U‘:‘l|M||1|42|||||‘“||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55
"' 11:40 11,60 11.80 12.00
5000 m/z 69.10 82.13%
e S L U L UL LI UL UL L L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53524: Chloroacetic acid, 1-cyclopentylethyl ester R A RRRES EE
5 11.40 11.60 11.80 12.00
m/z 97.10 59.60%
5000| 27 97
121
o} T o
m/z--> 50 100 150 200 250 300 350 400 450 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl11.70 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.70 7.27 ng 162697 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Zirconium. bis(.eta.5-2.4-cvclop... 546 C28H30Zr2 119144-91-1 15
2 Silane. dimethvldi(2.3.5.6-tetra... 516 C14H8CI802Si 1000347-54-0 12
3 2"-Methoxv-2.3".4.4"-tetrabromod... 512 C13H8Br402 1000376-36-8 10
4 Osmium methvl. (.eta.-5-cvclopen... 548 C22H300sP2 1000158-92-4 9
5 7-Bromo-3-(4-bromo-benzylidene)-... 514 C22H13Br2CIN20 324526-44-5 9
Abundance Scan 885 (11.702 min): BF088802.D (-883) (-) m/z 77.05 100.00%
47 222 5531290320 386 437464
114 154 156 355
5000

11.40 11.60 11.80 12.00
m/z 290.20  96.38%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238887: Zirconium, bis(.eta.5-2,4-cyclopentadien-1-yl)bis...

247

5000
11.40 11.60 11.80 12.00

m/z 222.00 96.02%

318 359 395423 465 5pg

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
289
11.40 11.60 11.80 12.00
5000 93 m/z 386.20 94 .76%
520
o S8 131 166 203 253 | 310 378413 448
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #236427: 2'-Methoxy-2,3',4,4'"-tetrabromodipheny! ether
516 11.40 11.60 11.80 12.00
420 m/z 270.60 94 .58%
- M/\N\\/\IM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl11l.85 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.85 10.98 ng 245675 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.16-Etheno-5.15-(propanimino... 520 C30H40N404 1000065-44-3 25
2 Cobalt. .eta.-5-bicvclol3.3.0loc... 520 C36H29Co 1000159-35-6 11
3 1.2.4.5-Benzenetetracarboxvlic 1... 520 C34H20N204 033529-33-8 10
4 Cholest-2-ene. 4.4-dimethvl-3-T(... 520 C36H56S 069841-47-0 9
5 Tin(1V) chloride 260 Cl4Sn 007646-78-8 9
Abundance Scan 898 (11.851 min): BF088802.D (-896) (-) m/z 95.10 100.00%
55 95
254 496
5000 131 172 211 300 3500408 485 545
"' 11/60 11.80 12.00 12.20
0 m/z 55.10 87.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237166: 4H-1,16-Etheno-5,15-(propaniminoethano)furo[3,4-I..
84 520
5000 "' 11/60 11.80 12.00 12.20
11 265 477
155 237 0
r “ ‘m 9 448 m/z 81.10 76.38%
oh T T I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
520
"' 11/60 11.80 12.00 12.20
5000 m/z 109.10 72.12%
239 342
178
31 59 103136 208 279311 376 415442 491
m/z--> Sb 160 1éo 200 250 300 350 400 450 500 séo
Abundance #237189: 1,2,4,5-Benzenetetracarboxylic 1,2:4,5-diimide, N... e RARREEE RS
152 520 11.60 11.80 12.00 12.20
m/z 254.60 69.11%
5000
102
o 179 253 297324 369
N 0 Y= S B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl11.97 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.97 8.91 ng 199297 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetraborane(10) 54 B4H10 018283-93-7 27
2 Carbonochloridic acid. chloromet... 128 C2H2CI1202 022128-62-7 14
3 Acetic acid. chloro- 94 C2H3CI02 000079-11-8 14
4 1-Propanol. 3-(methvlthio)- 106 C4H100S 000505-10-2 12
5 1H-1,4-Benzodiazepine-1-propanoi... 414 C20H19BrN203 1000142-50-8 10
Abundance Scan 908 (11.965 min): BF088802.D (-906) (-) m/z 374.40 100.00%
g3 374
34p
277 311 420
445
il /\w\
nmnmnmnm
0< m/z 83.10 99 .50%
m/z--> 150 200 250 300 350 400 450
Abundance #135: Tetraborane(10)
5000 L DU SO UL BRI B
nmnmnmnm
m/z 45.00 97 .99%
0 UL UL L UL SURLEL UL SIS DAL SRR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
49
o 1160 11.80 12.00 1220
5000 m/z 359.80 94 .06%
14
OI"”I""I”"I"'W""I”"I"'W""I'”'I"'W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #2519: Acetic acid, chloro-
11.60 11.80 12.00 12.20
m/z 48.00 93.96%
5000
0‘ 140
m/z--> 50 160 150 260 2%0 360 3éo 460 4%0 ' 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO070716\
Data File : BF088802.D

Aca On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample : H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 20 Androst-4-en-3-one, 17-hydr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.06 7.88 ng 213795 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 62
2 Testosterone 288 C19H2802 000058-22-0 50
3 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 30
4 2.4-Diaminophenol 124 C6H8N20 000095-86-3 25
5 2-Methyl-4,5-pyrimidinediamine 124 C5H8N4 015579-63-2 25

Abundance Scan 1441 (18.057 min): BF088802.D (-1437) (-) m/z 124.10 100.00%

4

5000

17.80 18.00 18.20 18.40

0 m/z 229.20 42 _.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)-
124 147
91
5000 228 288
55 203 17.80 18.00 18.20 18.40

m/z 43.10 42 _.01%

3 ‘ s
ol by gl i Vo
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
288
e mmm s
17.80 18.00 18.20 18.40
5000 246 m/z 57.10 29.93%
" o1 147
7 203
o MRURPATAR R OGN e UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #134234: 3-(3-Fluoroanilino)-1-(3-nitrophenyl)-1-propanone R B R
124 17.80 18.00 18.20 18.40
m/z 55.10 29.47%
5000
95 288
oL 0 P4 10 177108 223 258 |
T T T e e e e mmm s
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070716\
Data File : BF088802.D

Acq On > 8 Jul 2016 2:30

Operator : UM/SJ

Sample - H3889-10 4X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 7.7 ng 184897 1 6.74 478763 20.0
Phthalic anhydride 8.79 3.9 ng 110592 2 8.02 568554 20.0
unknown10.75 10.75 10.3 ng 230217 4 11.26 447343 20.0
unknown10.89 10.89 5.1 ng 113319 4 11.26 447343 20.0
unknownl11.49 11.49 7.8 ng 174172 4 11.26 447343 20.0
unknownll.62 11.62 16.1 ng 360938 4 11.26 447343 20.0
unknownl11.70 11.70 7.3 ng 162697 4 11.26 447343 20.0
unknownl1l.85 11.85 11.0 ng 245675 4 11.26 447343 20.0
unknownl1l.97 11.97 8.9 ng 199297 4 11.26 447343 20.0
Androst-4-en-3-on... 18.06 7.9 ng 213795 6 15.29 542799 20.0
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