LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 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-BF031516.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 2.367 5 7 9 rBv3d 117619 156398 3.43% 0.472%
2 2.447 12 14 15 rBv2 107425 164183 3.60% 0.495%
3 2.561 22 24 26 rVvB3 110266 137150 3.01% 0.414%
4 2.607 26 28 29 rvB3 59836 70102 1.54% 0.211%
5 2.664 29 33 34 rBv2 211128 370353 8.12% 1.117%
6 2.698 34 36 39 rvw4 164649 457147 10.02% 1.379%
7 2.778 39 43 44 rVV4 222206 606782 13.30% 1.831%
8 2.858 46 50 52 rvW5 268314 979753 21.47% 2.956%
9 2.973 56 60 61 rvv4 296881 959324 21.02% 2.894%
10 3.030 64 65 69 rvB3 296024 467463 10.24% 1.410%

11 5.098 242 246 251 rVB 51235 107012 2.35% 0.323%
12 5.178 251 253 256 rBV2 54566 88410 1.94% 0.267%
13 5.499 278 281 283 rBV 2561338 2471987 54.18% 7.458%
14 6.527 369 371 374 rBV 2450243 2640925 57.88% 7.967%
15 6.664 380 383 386 rBV 2724019 2652161 58.12% 8.001%

16 6.904 401 404 406 rBvV 324448 397892 8.72% 1.200%
17 7.053 415 417 420 rBV 2007005 1981847 43.43% 5.979%
18 7.464 450 453 455 rBV 2144562 2020739 44.29% 6.096%
19 7.556 458 461 463 rVvVv 77075 92778 2.03% 0.280%
20 8.184 514 516 518 rBV 696631 562633 12.33% 1.697%

21 9.270 608 611 613 rBV 3134404 4252515 93.20% 12.830%
22 9.659 643 645 647 rBvV 876946 821740 18.01% 2.479%
23 9.876 661 664 666 rvVB 93119 95893 2.10% 0.289%
24 9.945 668 670 672 rVB 550708 586150 12.85% 1.768%
25 10.368 706 707 709 rvB 146026 142889 3.13% 0.431%

26 10.585 723 726 730 rBV 49015 98304 2.15% 0.297%
27 10.733 736 739 741 rBV 2621973 2748537 60.24% 8.292%
28 10.848 747 749 756 rBV 146848 230159 5.04% 0.694%
29 11.042 763 766 770 rVB3 20764 51588 1.13% 0.156%
30 11.293 786 788 789 rBV 110570 99025 2.17% 0.299%

31 11.419 797 799 802 rBv2 500595 586720 12.86% 1.770%
32 11.945 844 845 850 rvB2 45921 54157 1.19% 0.163%
33 13.008 936 938 941 rBV 3131637 4562861 100.00% 13.766%
34 13.488 976 980 982 rBV 236298 385407 8.45% 1.163%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF031516.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.556 985 986 992 rVB 29022 54495 1.19% 0.164%

36 13.899 1014 1016 1024 rBV 148558 198392 4 _.35% 0.599%
37 14.059 1027 1030 1032 rVVv 514389 452309 9.91% 1.365%
38 14.174 1037 1040 1043 rBV2 24807 47997 1.05% 0.145%
39 15.500 1153 1156 1159 rBV 222569 292049 6.40% 0.881%

Sum of corrected areas: 33146226
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085478.D
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Abundance TIC: BF085478.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 2 unknown2.45 Concentration Rank 11

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

2.45 8.25 ng 164183 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Distannoxane. hexabutvl- 598 C24H540Sn2 000056-35-9 38
2 N.5-Bisl3.4-dichlorophenvl1-3.5-... 540 C27H20CI14N4 333399-40-9 25
3 trans-Zearalen-.beta.-ol. tri-TMS 536 C27H4805Si3 1000105-55-4 15
4 5-Germaspirol4.41nona-1.3.6.8-te... 538 C36H32Ge 150479-95-1 10
5 [1,1"-Biphenyl]-2-ol, phosphite ... 538 C36H2703P 002752-19-4 10

Abundance Scan 14 (2.447 min): BF085478.D (-12) (-) m/z 123.70 100.00%
771.9.128.7 198.0  282.2 3347 406.5 4649 538.8
5000
2.40 2.50 2.60 2.70 2.80 2.90
0 m/z 538.80 99.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172524: Distannoxane, hexabuty!-
179.0 539.0
255.0 483.0
41.0
5000 0 369.0
313.0 425.0 2.40 2.50 2.60 2.70 2.80 2.90
121.0 m/z 77.90 99.03%
ol 594.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
47.0 542.0
365.0
2.40 2.50 2.60 2.70 2.80 2.90
5000 484.0 m/z 198.00 94 .96%
109.0 256.0
303.0
179.0
O e T T T T T e T
m/z--> éo 160 150 260 2%0 300 350 400 4%0 560 séo 660
Abundance #170479: trans-Zearalen-.beta.-ol, tri-TMS
73.0 2.40 2.50 2.60 2.70 2.80 2.90
m/z 282.20 94 .38%
5000
446.0
305.0 536.0
197.0 260.0
129.0 )
e 220 L L P ] o |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 2.40 2.50 2.60 2.70 2.80 2.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 unknown2.56 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
2.56 6.89 ng 137150 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentane. 1.1"-Imethvlenebis(oxy)... 476 C11H8F1602 084342-23-4 35
2 Pentacvclol9.5.1.1(3.9).1(5.15).... 536 C8H24012Si8 017865-85-9 9
3 Ferrocene. [(16-bromohexadecvlox... 532 C27H41BrFe02 1000115-80-9 9
4 Oxvaen difluoride 54 F20 007783-41-7 7

5 1H-Indole-2,3-dione, 5,7-dichloro- 215 C8H3CI2NO2 006374-92-1 7

Abundance Scan 24 (2.561 min): BF085478.D (-22) (-) m/z 35.10 100.00%
351 153.4 9113 296.0 3599 41'7605'54'6
1% “l
5000
| 240 260 2.80 3.00
o m/z 412_.70 99.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166825: Pentane, 1,1'-[methylenebis(oxy)]bis[2,2,3,3,4,4,...
51.0 145.0 245.0
5000
240 260 2.80 3.00
m/z 502 .50 99.66%
I\ \u [ 00
0 ‘M‘......” S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
521.0
240 260 2.80 3.00
m/z 415.60 99.49%
5000 253.0
43.0 83.0 477.0
T I o I e o e o o B LA i o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170306: Ferrocene, [(16-bromohexadecyloxy)carbonyl]-
230.0 240 260 2.80 3.00
0
138.0 532.0 m/z 496.10 98.46%
5000
55.0
185.0
o L‘ 95.0 u | \ |, 298034003820 4520
i R I B B L e B i m e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 Copper, [2,8,12,18-tetraeth... Concentration Rank 8

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

2.66 18.62 ng 370353 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Copper. I2.8.12.18-tetraethvl-3.... 539 C32H36CuN4 014055-18-6 90
2 Tris(benzolblselenopheno)l2.3:2"_... 540 C24H12Se3 107210-82-2 38
3 5-Germaspirol4.41nona-1.3.6.8-te. .. 538 C36H32Ge 150479-95-1 14

4 3.3.5.5.9.9.11.11-Octamethvl-1.7._.. 554 C20H3407Si6 049538-51-4 9
5 4H-1,2,4-Triazole-3-carboxamide, ... 642 C36H27BrN403 113372-26-2 9

Abundance Scan 33 (2.664 min): BF085478.D (-29) (-) m/z 327.70 100.00%
70.1 20.0 174.8 258.9 3217 432.7 537.2

478.6

2 i i 89.8

5000

240 2.60 2.80 3.00

0 m/z 332.20 93.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170630: Copper, [2,8,12,18-tetraethyl-3,7,13,17-tetrameth...
539.0
5000
240 2.60 2.80 3.00
m/z 70.10 92.37%
108.0 207.0 270.0
o 57010001500 *78 2100 spa0  a0204500%%9 | |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
538.0
240 2.60 2.80 3.00
5000 m/z 258.90 92.37%
1490 228.0269'0 378.0 458.0
105.0
o) SISt PSY IR MW PN A NS SRS N -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170602: 5-Germaspiro[4.4]nona-1,3,6,8-tetraene, 2,7-dieth... e
538.0 240 2.60 2.80 300

m/z 355.40 -15%

bl
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 unknown2.78 Concentration Rank 5

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

2.78 30.50 ng 606782 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ditelluride. di-2-naphthalenvl 514 C20H14Te2 001666-12-2 25
2 Decachlorodiphenvl ether 510 C12CI1100 031710-30-2 10
3 5.57.6.67.7.77.8.8"-0ctahvdro-9.... 542 C32H3008 099968-11-3 9
4 Cadmium. bis(2-butyl-8-auinolino... 514 C26H28CdN202 015685-80-0 9
5 Nickel, [(1,2,3,4,5-.eta.)-1,2,3... 544 C38H30Ni 129447-18-3 4

Abundance Scan 43 (2.778 min): BF085478.D (-39) (-) m/z 192.10 100.00%
5 . N 144.2 19b.1 a4 0 3087 s a30 5139
5000
2.40 2.60 2.80 3.00 3.20
0 m/z 304.70 98.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169453: Ditelluride, di-2-naphthalenyl
127.0 512.0
5000
2570 2.40 2.60 2.80 3.00 3.20
H 382.0 m/z 304.10 97.61%
0"I”"P'wW"”I'”'ﬁ”"ﬁ"%"wl'”'l”"l"W'
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
4440 5140
2.40 2.60 2.80 3.00 3.20
5000 237.0 m/z 55.10 96.62%
142.0
309.0 379.0
R U L U UL WL L WL S I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170784: 5,5',6,6',7,7',8,8'-Octahydro-9,9',10,10-tetrame...
527.0 2.40 2.60 2.80 3.00 3.20
m/z 39.70 95.21%
5000
410 870 1490
. 1930 2620 341.0385.0 483,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 unknown2.97 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

2,97 48.22ng 959324  1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Bromo-1-.4-dihvdroxv-2.3"-dime... 542 C27H27Br07 101459-33-0 25
2 Tinliil bis(dipropvldithiophosph... 546 C12H2804P2S4Sn 088478-79-9 15
3 2.4.6-Tri(4-bromophenvD)pvrimidine 542 C22H13Br3N2 1000070-62-6 10

4 Benzenamine. 4-trifluoromethoxv-... 544 C23H15BrF6N202 284495-96-1 9
5 muco-Inositol tri-n-octaneboronate 546 C30H57B306 069822-60-2 9
Abundance Scan 60 (2.973 min): BF085478.D (-56) (-) m/z 212.20 100.00%

21p.,2 284.2 358.0
559 1028 167.9 405.5 454.4 c15 5543 8
5000
2.60 2.80 3.00 3.20 3.40
0 m/z 221.00 92.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170767: 3-Bromo-1',4-dihydroxy-2,3'-dimethyl-4',5,5',8,8'...
544.0
5000
233.0 2320 2.60 2.80 3.00 3.20 3.40
165.0 : 4-48.04970 m/z 358.00 90.57%
43.0 ‘ 1. ‘ . ‘
o) .“‘,“‘.‘.‘ . .:1;];?..‘?‘.“"‘ e wﬂh im““-”“.”‘ I‘H ;M\I\ “ﬁﬁh .ﬁf' e .‘. I .??‘7.?‘.. o \‘\I " .“.“‘“i .H‘. ‘l o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
333.0
2.60 2.80 3.00 3.20 3.40
249.0
5000 291.0 m/z 208.90 85.91%
131.0 : 546.0
173.0
O e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170759: 2,4,6-Tri(4-bromophenyl)pyrimidine
544.0 2.60 2.80 3.00 3.20 3.40
m/z 284.20 83.52%
5000
100.0 182.0 282.0
510 M | | V 363.0 465.0
0 .,‘.'..J.,.J.i..‘,”..“..,'.... ..'..,....,.‘“...,....,.‘h...,....,.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 unknown5.10 Concentration Rank 15

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

5.10 5.38 ng 107012 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 37
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
5 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 33

Abundance Scan 246 (5.098 min): BF085478.D (-242) (-) m/z 43.10 100.00%
431
5000
101.1 s EYASSSEEe
4.80 500 5.20 5.40
o 69.9 242.0264.3 294.1 7> 59 10 =9 710
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91007: 2-Heptadecanone
43.0
5000
710 480 5.00 520 5.40
m/z 101.10 25.61%
150 | ““ | 9.0 12701520  196.0 po50 2540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
480 500 520 540
5000 m/z 58.10 18.25%
31.0
102.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 It
Abundance #7949: 2-Pentanone, 4-hydroxy-4-methyl- e  EAmms e )

43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.76%

5000

H 101.0
0 N Y S R £ LN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40

8270-BF031516.M Thu Mar 17 19:18:27 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown6.66 Concentration Rank 1

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

6.66 133.31 ng 2652160 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 383 (6.664 min): BF085478.D (-380) (-) m/z 132.10 100.00%
130.1
5000 68.1
96.1 L N L
40.1 | 115.0 6.40 6.60 6.80 7.00
01 B e m/z 68.10 43.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 HEREE RSN IS UL R
6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.46%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 26.83%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! B masms s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.50%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R BEEEE LR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 15 Decane, 2,3,5-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.37 4.88 ng 142889 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
2 Octacosane 394 C28H58 000630-02-4 83
3 Pentadecane 212 C15H32 000629-62-9 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 80
Abundance Scan 707 (10.368 min): BF085478.D (-706) (-) m/z 57.10 100.00%
57.1
5000
01 L., 1000 1020 1040 1065
bbb b e m/z 43.10 70.03%
m/z--> 50 100 150 200 250 300 350
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0
5000 AU UVARRE
10,00 1020 1040 10.60
m/z 71.10 56.57%
0..‘.‘.““‘ ‘...l‘................ —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.00 10.20 10,40 10.60
5000 m/z 85.10 39.57%
99.0
27.0 1M0mw2%o 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #64571: Pentadecane PP T T R
57.0 10.00 10.20 10.40 10.60
m/z 41.10 32.85%
5000
0 27\-0‘ 1190 1410 18902120
m/z--> 50 100 1%0 200 250 300 350 ' 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 16 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.58 3.35 ng 98304 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 78
3 Heptadecane 240 C17H36 000629-78-7 78
4 Hexadecane 226 C16H34 000544-76-3 78
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 726 (10.585 min): BF085478.D (-723) (-) m/z 57.10 100.00%
57.1
5000 85.1
39 1131 10,20 10140 10.60 10.80
(o} m/z 71.10 65.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane
57.0
5000 85.0 10,20 10140 10.60 10.80
20.0 m/z 43.10 54 .59Y%
o “ e 301410 1600 212.0
m/z--> ﬁo 45 eb éo 160 150 150 160 1éo 200 250 250
Abundance
57.0
10,20 10140 10.60 10.80
5000 m/z 85.10 38.02%
29.0 85.0
o 130 1410 1830
m/z--> ﬁo 45 eb éo 160 120 150 160 180 200 220 250
Abundance #82607: Heptadecane R e AR
57.0 10.20 10.40 10.60 10.80
m/z 41.10 26.36%
5000 85.0
29.0
B YT Y B - 1690 1960 240.0
m/z--> ﬁo 45 eb éo 160 150 150 160 1éo 200 220 250 1020 1040 1060 1080 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 17 Heptadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.85 7.85 ng 230159 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86

Abundance Scan 749 (10.848 min): BF085478.D (-747) (-) m/z 57.10 100.00%
57.1
5000 851
1131 10,60 10,80 11.00 11,20 _
141.2
Obrrrrrrretbe ol a2 183 | W/Z 71.10  77.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57.0
85.0
5000 L S SULILN U
10,60 10.80 11.00 11.20
29.0 m/z 43.10 66.77%
m/z--> 20 40 éo 85 100 150 140 160 180 200 220 240 2éo 280 300
Abundance
57.0
10,60 10,80 11.00 11,20 _
5000 85.0 m/z 85.10 51.19%

29.0
113.0 141.0 169.0  212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo- Bl LR e o L
57.0 10.60 10.80 11.00 11.20
m/z 41.10 32.18%
5000 85.0
28.0
183.0
0.”,”.W.H{P.”,”.w%}ﬁﬁ.”,i§§9.””...”...” S, g2 AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 10. 80 11. OO 11. 20

8270-BF031516.M Thu Mar 17 19:18:30 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Heneicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.29 3.38 ng 99025 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 788 (11.293 min): BF085478.D (-786) (-) m/z 57.10 100.00%
57.1
5000 85.1
. "T1100 1150 1140 1160
0.”“”4”.“JWMAHHWHHPHWHHPHWHH.”.””.”.””“”q”““. m/z 71.10 75.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115570: Heneicosane
57.0
85.0
5000 U DAL SR BRI
11.00 11.20 11.40 11.60
0.0 1130 m/z 43.10 65.49%
o L 1410160 0197022502530 _296.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57.0
111,00 11,20 1140 1160
5000 85.0 m/z 85.10 50.97%
29.0

113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane e e AR
57.0 11.00 11.20 11.40 11.60
m/z 41.10 29.44%
5000
85.0
29.0
0 ‘ L | ‘ 11301410169019702260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 19 Tetradecanamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.49 17.04 ng 385407 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 53
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 53
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
4 Octanamide 143 C8H17NO 000629-01-6 50
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 43
Abundance Scan 980 (13.488 min): BF085478.D (-976) (-) m/z 59.10 100.00%
59.1
5000 ]\k\
—
13.20 13.40 13.60 13.80
154.1
o 184.2 208.1 238.2 281.2 77 79 10 75 90
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74438: Tetradecanamide
59.0
5000 LN SR BN UL SULRA
Bmmmmmmm
m/z 55.10 42 .11%
28.0
0 ”,..”Jh”ﬂw.uh?ﬁ?.,}iffm..fﬂ??,”.%8ﬁ9?°§9?%?9 SE—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
1320 13.40 13.60 13.80
5000 m/z 41.10 32.44Y%
0 29.0 830 114013501570 1840 2200 2530 o0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... BRRaEEE
13.20 13.40 13.60 13.80
m/z 43.05 26.67%
5000 /\w~\ﬁJﬁ—vv-v4/\V\\~”--JA\\
83.0 111.0 1410 170.0 196.0 2290

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031616\
Data File : BF085478.D

Aca On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031516.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 20 1-Hexadecanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.90 8.77 ng 198392 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 1-Heptadecanol 256 C17H360 001454-85-9 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 1016 (13.899 min): BF085478.D (-1014) (-) m/z 83.10 100.00%
1

5000

%

13.60 13.80 14.00 14.20
m/z 57.10 97.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83793: 1-Hexadecanol
55.0

83.0

-

5000

13 60 13. 80 14. OO 14.20
1110 m/z 55.10 91.93%

139.0 168.0 196.0 224.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
R R EAEEREE SRR
13.60 13.80 14.00 14.20
5000 m/z 97.10 89.14%

111.0
29.0

0 139.0 168.0 210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

-

13.60 13.80 14.00 14.20
m/z 43.10 88.81%

5000
29.0 111.0

-

139.0 167.0 196.0 224.0 252.0 280.0
s s e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031616\
Data File : BF085478.D

Acq On : 16 Mar 2016 22:58

Operator : UM/SJ

Sample : H1790-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 .45 2.45 8.3 ng 164183 1 6.90 397892 20.0
unknown2 .56 2.56 6.9 ng 137150 1 6.90 397892 20.0
Copper, [2,8,12,1... 2.66 18.6 ng 370353 1 6.90 397892 20.0
unknown2 .78 2.78 30.5 ng 606782 1 6.90 397892 20.0
unknown2 .97 2.97 48.2 ng 959324 1 6.90 397892 20.0
unknown5.10 5.10 5.4 ng 107012 1 6.90 397892 20.0
unknown6 .66 6.66 133.3 ng 2652160 1 6.90 397892 20.0
Decane, 2,3,5-tri... 10.37 4.9 ng 142889 3 9.94 586150 20.0
Pentadecane 10.58 3.4 ng 98304 3 9.94 586150 20.0
Heptadecane 10.85 7.8 ng 230159 4 11.42 586720 20.0
Heneicosane 11.29 3.4 ng 99025 4 11.42 586720 20.0
Tetradecanamide 13.49 17.0 ng 385407 5 14.06 452309 20.0
1-Hexadecanol 13.90 8.8 ng 198392 5 14.06 452309 20.0
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