LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28 Instrument :
Operator : UM/SJ BNA_F

Sample - H1937-02 ClientSampleld :
Misc - FIELDBLANK-3-23-16
ALS Vial : 3 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-BF032416_.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 2.344 4 5 6 rBv 51576 39530 1.07% 0.149%
2 2.378 6 8 9 rvv2 82806 103512 2.81% 0.391%
3 2.413 9 11 15 rVvB4 46255 76916 2.09% 0.291%
4 2.516 18 20 21 rBvV2 66374 89753 2.44% 0.339%
5 2.538 21 22 25 rvw3 47663 77138 2.10% 0.291%
6 2.630 29 30 32 rvB 57567 70198 1.91% 0.265%
7 2.744 37 40 42 rBV3 149843 202578 5.51% 0.765%
8 2.813 44 46 48 rVB3 160201 213148 5.80% 0.805%
9 2.893 52 53 60 rvB5 31429 60720 1.65% 0.229%
10 3.144 70 75 77 rVB4 69597 151070 4.11% 0.571%
11 3.327 88 91 92 rBV3 20168 40053 1.09% 0.151%
12 3.361 92 94 95 rvv 50284 55800 1.52% 0.211%
13 3.384 95 96 101 rVB2 133458 137370 3.74% 0.519%
14 3.544 104 110 111 rBV6 23330 51983 1.41% 0.196%
15 3.590 111 114 117 rBV3 28386 46982 1.28% 0.178%
16 3.704 122 124 128 rVB3 91360 131225 3.57% 0.496%
17 3.773 128 130 131 rBvV 94460 82419 2.24% 0.311%
18 3.887 135 140 142 rBV3 15973 47279 1.29% 0.179%
19 3.967 146 147 150 rVvv2 23801 46877 1.27% 0.177%
20 4.059 153 155 157 rBV2 35513 49447 1.34% 0.187%
21 4.116 157 160 163 rVB4 35250 53015 1.44% 0.200%

22 4_.310 172 177 180 rBV 32645 101361 2.76% 0.383%
23 4.379 180 183 186 rvv4 107036 171886 4.67% 0.650%
24 4.424 186 187 189 rVvv2 91270 67275 1.83% 0.254%
25 4.516 192 195 197 rvv4 38368 80424 2.19% 0.304%

26 4 _550 197 198 201 rVB 103565 134908 3.67% 0.510%
27 4.824 220 222 223 rBV2 72376 60065 1.63% 0.227%
28 4.962 232 234 238 rBV 354807 444526 12.09% 1.680%
29 5.396 270 272 274 rBV 1054409 1272901 34.61% 4_.810%

30 5.453 276 277 280 rvv2 44761 55460 1.51% 0.210%
31 5.590 284 289 292 rVB5 18282 38100 1.04% 0.144%
32 5.670 292 296 300 rBV5 46190 90280 2.45% 0.341%
33 5.796 305 307 312 rVB 149398 136914 3.72% 0.517%
34 5.922 314 318 319 rBV3 42755 49644 1.35% 0.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28 Instrument :
Operator : UM/SJ BNA_F

Sample - H1937-02 ClientSampleld :
Misc - FIELDBLANK-3-23-16
ALS Vial : 3 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-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.436 360 363 365 rBvV 757667 800298 21.76% 3.024%

36 6.516 368 370 372 rvv3 107030 222480 6.05% 0.841%
37 6.562 372 374 377 rVB 2209428 2400659 65.28% 9.071%
38 6.802 393 395 397 rBvV 470616 619118 16.84% 2.339%
39 6.893 401 403 406 rVB3 77361 124447 3.38% 0.470%
40 6.950 406 408 411 rBV 2147013 2236514 60.82% 8.451%

41 7.247 432 434 438 rVB3 40627 56428 1.53% 0.213%
42 7.362 441 444 447 rBV 1534967 1853651 50.41% 7.004%
43 7.853 482 487 490 rBvV 64045 98125 2.67% 0.371%
44 8.082 505 507 510 rVB 957925 837720 22.78% 3.165%
45 8.333 526 529 530 rBV3 28570 43095 1.17% 0.163%
46 8.368 530 532 535 rvv2 49946 85421 2.32% 0.323%
47 8.425 535 537 540 rVB3 56193 50422 1.37% 0.191%

48 9.168 599 602 604 rBV 3054003 3677498 100.00% 13.896%
49 9.842 658 661 663 rBv 737254 885596 24.08% 3.346%
50 10.631 727 730 732 rBV 2142005 2111209 57.41% 7.978%

51 11.316 788 790 793 rBV 920826 901122 24 .50% 3.405%
52 12.905 926 929 932 rBV 2796411 3453215 93.90% 13.049%

53 13.957 1018 1021 1023 rBV 932535 843581 22.94% 3.188%
54 15.374 1142 1145 1151 rBV 495195 632885 17.21% 2.391%

Sum of corrected areas: 26464241
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085879.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 1 unknown2.38 Concentration Rank 14

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

2.38 3.34 ng 103512 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cadmium, bis(2-butyl-8-quinolino... 514 C26H28CdN202 015685-80-0 12
2 Ditelluride, di-2-naphthalenyl 514 C20H14Te2 001666-12-2 9
3 Zirconium, bis(bromo)-bis(.eta.-... 522 C16H26Br2Si2Zr 1000163-27-2 9
4 Cholestan-3-one, 2-bromo-, cycli... 508 C29H49Br02 056052-89-2 7
5 5,10,15,20(22H,24H)-Porphinetetr... 540 C32H36N404 027800-02-8 4

Abundance Scan 8 (2.378 min): BF085879.D (-6) (-) m/z 105.20 100.00%
95 208 244 333 419 512542
142 276 379 416445
30
5000 |
2.40 2.50 2.60 2.70 2.80
m/z 97.20 98.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #169468: Cadmium, bis(2-butyl-8-quinolinolato-N1,08)-, (T-4)-
485514
5000
2.40 2.50 2.60 2.70 2.80
m/z 104.50 97 .28%
813 435
.1 W —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
127 512
2.40 2.50 2.60 2.70 2.80
5000 m/z 479.10 94 .56%
257 382
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #169863: Zirconium, bis(bromo)-bis(.eta.-5-trimethylsilylc...
509 2.40 2.50 2.60 2.70 2.80
m/z 480.00 89.97%
5000
387 45745345
m/z--> 50 100 150 200 250 300 350 400 450 500 2.40 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 2 unknown2.52 Concentration Rank 17

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

2.52 2.90 ng 89753 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanium tetrachloride 214 Cl4Ge 010038-98-9 16
2 Oxygen difluoride 54 F20 007783-41-7 7
3 Methan-d3-ol 35 CHD30 001849-29-2 3
4 Carbonochloridothioic acid, S-et... 124 C3H5CIOS 002941-64-2 2
5 2-Chloroethanol 80 C2H5CIO 000107-07-3 2

Abundance Scan 20 (2.516 min): BF085879.D (-18) (-) m/z 35.10 100.00%
204 295 483 542
5000 106 150 258 3 356 413 ads [ 1515

2.40 2.60 2.80
m/z 42.10 59.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66071: Germanium tetrachloride
35

5000 179
240 260 2.80

109 m/z 295.40 55.78%
T || A
1|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

35

240 2.60 2.80
5000 m/z 294.20 52.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #42: Methan-d3-ol ALAmmERL S
33 2.40 2.60 2.80
m/z 542_.30 52.89%
5000
e s B o e R ERRREE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown2.74 Concentration Rank 6

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

2.74 6.54 ng 202578 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 4-trifluoromethoxy-... 544 C23H15BrF6N202 284495-96-1 20
2 Pregna-2,4-dien-20-one, 17-(acet... 546 C30H5005Si2 069833-57-4 18
3 Ferrocene, decachloro- 526 C10CI10Fe 011121-63-4 15
4 Distannoxane, hexabutyl- 598 (C24H540Sn2 000056-35-9 10
5 Mercury iodo, (o-iodophenyl)- 532 C6H4Hgl2 089487-89-8 10

Abundance Scan 40 (2.744 min): BF085879.D (-37) (-) m/z 435.20 100.00%
39 75 107 145 2 375 435 469 50359

3
196 233 28} | p3g =’ 405

5000

240 2.60 280 3.00
m/z 529.20 93.62%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170833: Benzenamine, 4-trifluoromethoxy-N-[1-(4-bromophen...

543

5000
240 2.60 280 3.00

m/z 434.40 91.00%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
281 531
358 2.40 2.60 2.80 3.00
soool > m/z 312.10 90.83%
456
399
85 117147 187 221 553 | 349 429 g6
B B e e B e o B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170045: Ferrocene, decachloro-
530 2.40 2.60 2.80 3.00
293 m/z 39.00 90.34%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 240 2.60 280 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown2.81 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.81 6.89 ng 213148 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,6-Tri(4-bromophenyl)pyrimidine 542 C22H13Br3N2 1000070-62-6 12
2 1,10-Phenanthroline, 2,9-bis(dip... 548 C36H26N2P2 122768-46-1 11
3 Zirconium, bis(.eta.5-2,4-cyclop... 546 C28H30Zr2 119144-91-1 10
4 Iron, (.eta.5-2,4-cyclopentadien... 520 C31H30FeP2 051509-20-7 9
5 Copper, [2,8,12,18-tetraethyl-3,... 539 C32H36CuN4 014055-18-6 4
Abundance Scan 46 (2.813 min): BF085879.D (-44) (-) 42.10 100.00%

42 127 205 507
93 269300 367 406437 475 545
b -
5000

240 2.60 2.80 3.00 3.20
m/z 127.30 93.26%

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #170759: 2,4,6-Tri(4-bromophenyl)pyrimidine
544
5000 B

282 240 260 2.80 3.00 3.20
100 182 m/z 125.90 86.79%

127 ‘ H 465
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
548

240 2.60 2.80 3.00 3.20

m/z 128.50 85.34Y%
5000 183 285 32 1

471
51 44107 152 235 314 393,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170905: Zirconium, bis(.eta.5-2,4-cyclopentadien-1-yl)bis...

546 240 2.60 2.80 3.00 3.20
m/z 205.40 84 .54%

i

m/z--> 50 100 150 200 250 300 350 400 450 500 550 240 2.60 2.80 300 3.20

5000

318 350 395423 465 503
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown3.14 Concentration Rank 8

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

3.14 4.88 ng 151070 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5,10-Etheno-1H-[1,2,4]triazolo[1l... 322 C16H14N602 099140-99-5 20
2 Terephthalonitrile N,N"-dioxide 160 C8H4N202 003729-34-8 20
3 1,4-Dioxane, 2,3-dichloro- 156 C4H6CI1202 000095-59-0 14
4 4,6-Dibromo-2-benzoxazolinone 291 C7H3Br2N02 1000260-92-6 14
5 4-Bromo-6-chloro-2-benzoxazolinone 247 C7H3BrCINO2 313503-21-8 14

Abundance Scan 75 (3.144 min): BF085879.D (-70) (-) m/z 265.80 100.00%
163 391

241296 430 480

322

8 119 291
212 347

5000

2.80 3.00 3.20 3.40
m/z 289.60 97 .49%

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

Abundance #128761: 5,10-Etheno-1H-[1,2,4]triazolo[1,2-a][1,2]diazoci...
1 119
5000 43
2.80 3.00 3.20 3.40
, 294 322 m/z 163.30 90.27%
LT 0 BT |
- “M L.MJ A%?q‘..h.z??.. w,..‘..,. S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
160
SRR SRR SRR AR
2.80 3.00 3.20 3.40
5000 51 m/z 158.40 89.17%
90 118

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

Abundance #27256: 1,4-Dioxane, 2,3-dichloro-
28 2.80 3.00 3.20 3.40
m/z 390.90 89.17%
121
5000
63
\ 92 156
~Aodoe S
m/z--> 0 50 100 150 200 250 300 350 400 450 2.80 3.00 3.20 3.40

8270-BF032416.M Thu Mar 31 16:28:18 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown3.38 Concentration Rank 9

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

3.38 4_.44 ng 137370 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nickel, bis(1,3-diphenyl-1,3-pro... 504 C30H22Ni0O4 014405-47-1 10
2 4,7,10-Triazabicyclo[12.3.1]octa... 506 C29H38N404 038840-25-4 10
3 Nickel, (.eta.3-2-propenyl)[P-2-... 505 C18H46N3NiPSi4 075949-58-5 10
4 4,4"-Di(4-chlorophenylsulfone)bi... 502 C24H16C1204S2 022287-56-5 9
5 Cobalt, bis(1,3-diphenyl-1,3-pro... 505 C30H22Co04 014405-50-6 9

Abundance Scan 96 (3.384 min): BF085879.D (-95) (-) m/z 267.40 100.00%
108 125 182 223 PR7296320 356
79 |
401 497
5000 ﬁ Q
3.00 3.20 3.40 3.60 3.80
m/z 431.10 98.54%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168948: Nickel, bis(1,3-diphenyl-1,3-propanedionato-0,0))...
105 504
5000 282
3.00 3.20 3.40 3.60 3.80
165 223 m/z 320.30 98.06%
51 135
STATY S M | ‘.1.9,*}?. ‘\252 | 815 38302 427 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
463 506
434 300 3.00 340 3.60 3.50
soo0l 57 m/z 266.80 96.44%
120
91 219245
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #168981: Nickel, (.eta.3-2-propenyl)[P-2-propenyl-N,N,N',N...
432 3.00 3.20 3.40 3.60 3.80
m/z 256.00 95.63%
5000 505
73 250 392
130 275
|9 o 2w wo [y | e |
m/z--> 50 100 150 200 250 300 350 400 450 500 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 10 wunknown4.31 Concentration Rank 15

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

4_.31 3.27 ng 101361 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(2-Fluorophenethyl)-N"-(2-Fluo... 304 C16H14F2N202 339006-39-2 35
2 N-Isobutyl-10-(1-isobutenylcarbo... 319 C19H29NO3 1000106-15-9 25
3 1-Butene, 3-chloro- 90 C4H7ClI 000563-52-0 9
4 Hexanal, (2,4-dinitrophenyl)hydr... 280 C12H16N404 001527-97-5 7
5 2,2"-Bioxirane, (R*,R*)-(.+/-.)- 86 C4H602 000298-18-0 2

Abundance Scan 177 (4.310 min): BF085879.D (-172) (-) m/z 83.10 100.00%
83
55
5000
09131 177 222 271 301 433 4.00 420 4.40 4.60

m/z 55.10 76.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119560: N-(2-Fluorophenethyl)-N'-(2-fluorophenyl)oxamide

57 83 109

5000
4.00 4.20 4.40 4.60

m/z 98.10 33.76%

m/z--> 0 50

Abundance
83 141
4.00 4.20 4.40 4.60
5000 m/z 43.00 27 .24%
55
236 271
119 176 209 293319
I o o B I B I L e o o o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2307: 1-Butene, 3-chloro- s o R R
55 4.00 4.20 4.40 4.60
m/z 39.00 24 .32%
5000
28
90
m/z--> 0 50 100 150 200 250 300 350 400 450 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown4._38 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

438 5.55ng 171886  1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Cyano-2-[3,4-dichlorophenyl]-2... 545 C24H37CI2NOSn 1000253-30-5 14
2 Tributyl 3-cyano-3-[3,4-dichloro... 531 C23H35CI2NOSn 1000253-30-2 10
3 5-1soxazolamine, N-methyl-N,3-di... 532 C36H28N20Si 135703-02-5 10
4 5-[2-Chlorophenylthio]-6-methoxy... 531 C29H26CIN303S 064895-64-3 9

5 Mercury iodo, (o-iodophenyl)- 532 C6H4Hgl2 089487-89-8 9
Abundance Scan 183 (4.379 min): BF085879.D (-180) (-) m/z 396.60 100.00%
157 346 396 467
106 207235 301 426
40 262
8 495 532
5000 A
4.00 4.20 4.40 4.60 4.80
R A m/z 157.20 96.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170875: 1-Cyano-2-[3,4-dichlorophenyl]-2-methoxy-1-[2-1ri...
173
41
5000
4.00 4.20 4.40 4.60 4.80
423 488 53 m/z 467 .40 95.77%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
173
400 420 4.40 4.60 4.80
5000/ 4t m/z 346.40 89.66%
4 145 423 532
109 235 300 361
204 ) 265 1 331 | 390 474502
L e e R TR R R o et e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170341: 5-Isoxazolamine, N-methyl-N,3-diphenyl-4-[(triphe... A B )
532 400 420 4.40 4.60 4.80
m/z 371.60 86.99%
7
5000 283
105 181 426
351
34 398 | 455
.3.91.“.[#,1.'.]1. Lm \:u ﬂuu ul 43%0 A 503

m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown4._.52 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

452 2.60ng 80424  1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pregn-4-ene-3,20-dione, 11,17-bi... 548 C29H52N204Si2 057305-37-0 14
2 2-(4-Bromobenzoyl)-3-benzyl-4-ph... 517 C28H24BrNO2S 1000286-90-3 14

3 Zirconium, bis(.eta.5-2,4-cyclop... 546 C28H30Zr2 119144-91-1 10
4 5-[(2-Pyridylmethyleme)amino]-2"... 518 C32H22N8 294651-18-6 9
5 BIS(2-(P-ETHOXYBENZYLIMINOMETHYL. .. 517 C28H30CuN402 1000243-53-5 5
Abundance Scan 195 (4.516 min): BF085879.D (-192) (-) m/z 43.90 100.00%
44 140 2
264 324 436 400519
293 4907 547
87
5000

420 4.40 4.60 4.80
m/z 235.40  92.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170994: Pregn-4-ene-3,20-dione, 11,17-bis[(trimethylsilyl...
517

548
5000

158188 427 420 4.40 4.60 4.80

487 m/z 44_.90 86.30%

240

45 271 33

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

519

18 420 4.40 4.60 4.80
5000 m/z 140.50 84 _.66%

157185
pL (| 12t 215 247 w2320 4% s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170905: Zirconium, bis(.eta.5-2,4-cyclopentadien-1-yl)bis... R ma e AREE
546 4.20 4.40 4.60 4.80

m/z 144.10 84 .25%

5000

318 359 395423 465 503
i
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 13 unknown4.55 Concentration Rank 11

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

4_.55 4_.36 ng 134908 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene-1,4-diamine, 2-(4-methyl... 262 C13H14N202S 1000294-50-0 35
2 Spiro[benzofuran-2(3H),2"-oxiran... 238 C15H1003 035405-25-5 25
3 3-Thiophenecarboxylic acid, 2,4,... 362 C5HBr302S 016694-22-7 18
4 6-[(3-Allylsalicylidene)amino]be... 277 C17H15N30 294648-34-3 15
5 Pyridinium, 1-(m-chloroanilino)-... 204 C11H9CIN2 031378-94-6 14

Abundance Scan 198 (4.550 min): BF085879.D (-197) (-) m/z 327.20 100.00%
327
133 367
39 o2 85
63 169 270 305
5000 210 247 \ A
420 4.40 4.60 480
m/z 367.30 81.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95366: Benzene-1,4-diamine, 2-(4-methylphenylsulfony!)-
B o7 262
52
5000 )
197 420 4.40 4.60 4.80
‘ m/z 367.80 81.00%
dL GPer e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
90 181 238
4.20 4.40 4-1.60 4.80
5000 63 118 m/z 348.50 79.49%
210
a1 152
mz-> 50 100 150 200 250 300 350 400 450
Abundance #145775: 3-Thiophenecarboxylic acid, 2,4,5-tribromo- .
364 4.20 4.40 4.60 4.80
m/z 358.00 78.67%
80
5000 161
44 239 319
115 285
.|.H|‘.i.. |.H.H. - IJ:%ISI i .].‘l ..“‘. I i - e M
m/z--> 50 100 150 200 250 300 350 400 450 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

Sample : H1937-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 14 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 14.36 ng 444526 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 9

Abundance Scan 234 (4.962 min): BF085879.D (-232) (-) m/z 43.10 100.00%
43
5000
101
4.60 4.80 5.00 5.20
ol b 82 202 28 0 Tm/z 59.10  61.59%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRS RN I
4.60 4.80 5.00 5.20
m/z 101.10 24 _.62%
1f ‘ 1?1
N I
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
59
460 480 500 520
5000 m/z 58.10 16.15%
126
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3099: 5-Hexen-2-one
43 4.60 4.80 5.00 5.20
m/z 41.10 8.99%
5000
IL| 83
mz-> 0 50 100 150 200 250 300 350 400 450 460 480 500 520

8270-BF032416.M Thu Mar 31 16:28:23 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 10

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

5.80 4.42 ng 136914 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 72
2 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 25
3 N-_.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 25
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 22
5 4-Acetoxytridecane 242 C15H3002 060826-30-4 17

Abundance Scan 307 (5.796 min): BF085879.D (-305) (-) m/z 73.10 100.00%
43 T3
5000
oians || 540 55D 5h0 660 630
e L 2AM L sz 43.05 83.25%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #13058: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 oy
5.40 5.60 5.80 6.00 6.20
115 m/z 115.10 12.21%
\‘\ Il

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

73

T T T q T

43 540 5.60 5.80 6.00 6.20
s000{ ° m/z 41.05 0.66%

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

Abundance #7756: N-.alpha.-Acetylglycinamide
30 73 540 5.60 5.80 6.00 6.20
m/z 42.10 6.14%
5000
| ) 117
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown6.52 Concentration Rank 4

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

6.52 7.19 ng 222480 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,20-Cycloaspidospermidine, 6,7-... 306 C21H26N2 056053-37-3 42
2 5-Aminovaleramide, N-methyl-N-[4... 351 C19H33N303 124045-40-5 27
3 Methane, bromochloro- 128 CH2BrcClI 000074-97-5 27

4 N-[4-Chloro-2-chloroacetamidophe... 286 C13H16CI2N20 1000254-96-6 27
5 Benzamide, 2,2"-sulfinylbis[N-(1... 372 C20H24N203S 065838-71-3 27

Abundance Scan 370 (6.516 min): BF085879.D (-368) (-) m/z 65.60 100.00%
37 oln 131161 1 255 371 M1 447

92
104 304334

5000

A
LA L L L L L L

6.20 6.40 6.60 6.80
m/z 49.00 96.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #120923: 2,20-Cycloaspidospermidine, 6,7-didehydro-1,3-dim...

47 184 306
135
5000 B e EEEEsEmmn
77 6.20 6.40 6.60 6.80
107 m/z 447.10 91.43%
224__ 277
”““M‘ZO ‘hllllllllIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
121
57 e
6.20 6.40 6.60 6.80
5000 m/z 62.90 91.29%
84
157 218 278

186 250 309 351

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

Abundance #12340: Methane, bromochloro-

49 6.20 6.40 6.60 6.80

m/z 371.50 90.40%
130
5000
93
14

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 18 unknown6.56 Concentration Rank 1

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

6.56 77.55 ng 2400660 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 374 (6.562 min): BF085879.D (-372) (-) m/z 132.10 100.00%
132
5000 68
% 620 640 6.60 680
Ol gtk .l,t. A 163190 2492680307 394 444 494 537 ' 'm/z 68.10 43.24%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S LA A
6.20 6.40 6.60 6.80
m/z 134.10 32.16%
I"""‘Il""'l""'lIIII rrTTrrTTTTTTTT T T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 132
620 640 6.60 680
5000 98 m/z 66.10 28.15%
160189
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14006: 5-Aminoindole R L e T
132 6.20 6.40 6.60 6.80
m/z 69.05 17.67%
5000
104
66
27
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 640 6.60 6.80

8270-BF032416.M Thu Mar 31 16:28:25 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085879.D

Acq On : 30 Mar 2016 11:28

Operator : UM/SJ

a?ggle i H1937-02 FIELDBLANK-3-23-16
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 .38 2.38 3.3 ng 103512 1 6.80 619118 20.0
unknown2 .52 2.52 2.9 ng 89753 1 6.80 619118 20.0
unknown2 .74 2.74 6.5 ng 202578 1 6.80 619118 20.0
unknown2 .81 2.81 6.9 ng 213148 1 6.80 619118 20.0
unknown3.14 3.14 4.9 ng 151070 1 6.80 619118 20.0
unknown3.38 3.38 4.4 ng 137370 1 6.80 619118 20.0
unknown4 .31 4.31 3.3 ng 101361 1 6.80 619118 20.0
unknown4 .38 4._.38 5.5 ng 171886 1 6.80 619118 20.0
unknown4 .52 4 .52 2.6 ng 80424 1 6.80 619118 20.0
unknown4 .55 4_55 4.4 ng 134908 1 6.80 619118 20.0
2-Pentanone, 4-hy... 4_.96 14.4 ng 444526 1 6.80 619118 20.0
2-Pentanone, 4-me... 5.80 4.4 ng 136914 1 6.80 619118 20.0
unknown6 .52 6.52 7.2 ng 222480 1 6.80 619118 20.0
unknown6 .56 6.56 77.5 ng 2400660 1 6.80 619118 20.0
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