LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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-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 height area % max. total
1 5.076 242 244 255 rVB 53669 73062 2.10% 0.206%
2 5.270 259 261 264 rBV3 303896 930832 26.79% 2.625%
3 5.476 276 279 281 rBV 2959096 3102237 89.30% 8.747%
4 5.921 316 318 321 rBv4 45409 78058 2.25% 0.220%
5 6.504 366 369 372 rBV 2468955 3237928 93.21% 9.130%
6 6.550 372 373 377 rVB4 52707 69850 2.01% 0.197%
7 6.641 379 381 384 rvB 3119239 3196518 92.01% 9.013%
8 6.699 384 386 388 rBV3 43600 106969 3.08% 0.302%
9 6.870 400 401 403 rBVY 773342 808793 23.28% 2.280%
10 6.904 403 404 407 rvVB3 31536 47261 1.36% 0.133%

11 7.030 413 415 417 rVB 2731253 2474794 71.24% 6.978%
12 7.156 424 426 428 rVB3 129139 161319 4.64% 0.455%
13 7.384 443 446 448 rBv4 113096 340011 9.79% 0.959%
14 7.441 448 451 453 rVV 2271036 2435499 70.11% 6.867%

15 7.487 453 455 456 rVB2 34000 60596 1.74% 0.171%
16 7.956 494 496 499 rBv4 54922 94736 2.73% 0.267%
17 8.127 509 511 512 rBV2 56256 65185 1.88% 0.184%

18 8.162 512 514 516 rVB 1298312 1177225 33.89%% 3.319%
19 8.207 516 518 521 rBv4 66028 150337 4_.33% 0.424%
20 8.493 540 543 548 rvB7 108114 294888 8.49% 0.831%

21 8.847 572 574 575 rBV2 104347 154003 4.43% 0.434%
22 9.019 587 589 590 rBvV2 78268 67695 1.95% 0.191%
23 9.122 594 598 600 rvv5 109165 300861 8.66% 0.848%
24 9.236 606 608 611 rBVY 3016234 3473919 100.00% 9.795%
25 9.293 611 613 616 rVB4 36039 74254 2.14% 0.209%

26 9.636 640 643 645 rVB 451970 512576 14.75% 1.445%
27 9.853 660 662 665 rvB 79088 112940 3.25% 0.318%
28 9.910 665 667 670 rvv 851154 1166376 33.58% 3.289%
29 10.002 673 675 679 rVB5 61574 108707 3.13% 0.307%
30 10.253 693 697 698 rBv4 100146 234921 6.76% 0.662%

31 10.299 698 701 702 rBV3 127465 306372 8.82% 0.864%
32 10.562 721 724 728 rBV 42264 85527 2.46% 0.241%
33 10.699 734 736 739 rBV2 1524505 2227653 64.13% 6.281%
34 10.825 745 747 753 rVB 104711 181746 5.23% 0.512%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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:\HPCHEM1I\BNA_F\METHODS\8270-BF031516.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.019 761 764 768 rBV3 15110 40380 1.16% 0.114%
36 11.270 784 786 787 rBV 73078 71104 2.05% 0.200%
37 11.396 795 797 800 rBV 1216759 1140545 32.83% 3.216%
38 11.465 800 803 805 rvB2 18714 36707 1.06% 0.103%
39 11.933 841 844 846 rBV 354399 455662 13.12% 1.285%
40 12.608 900 903 905 rBvV 57598 68736 1.98% 0.194%

41 12.711 910 912 918 rBV 184827 204404 5.88% 0.576%
42 12.802 918 920 922 rBV 106612 110699 3.19% 0.312%
43 12.985 933 936 938 rBV 3195084 2978246 85.73% 8.397%
44 13.511 980 982 983 rBV 82246 70244 2.02% 0.198%
45 13.876 1011 1014 1021 rBV 319518 375378 10.81% 1.058%

46 14.036 1024 1028 1030 rBV 697885 938970 27.03% 2.648%

47 14.505 1067 1069 1075 rVB2 30526 48495 1.40% 0.137%

48 15.054 1115 1117 1121 rBV 26907 59574 1.71% 0.168%

49 15.134 1122 1124 1128 rVB2 21367 37103 1.07% 0.105%

50 15.465 1150 1153 1156 rBV 597577 781764 22 .50% 2.204%

51 15.968 1195 1197 1204 rVB3 35227 70842 2.04% 0.200%

52 16.414 1232 1236 1242 rBV2 17611 63745 1.83% 0.180%
Sum of corrected areas: 35466246
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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\BF031716\

BF085509.D

17 Mar 2016 23:41

UM/SsJ

H1774-02

31 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
Quant Title : 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 unknown5.27 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.27 23.02 ng 930832 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Osmium methyl, (.eta.-5-cyclopen... 548 C22H300sP2 1000158-92-4 25
2 Distannoxane, hexabutyl- 598 C24H540Sn2 000056-35-9 12
3 2,5,8,11,14,19,22,25,28,31-Decao... 536 C28H40010 053914-95-7 11

4 Heptamethylethyloctasilsesquioxane 550 C9H26012Si8 077626-17-6 10
5 5-Methyl-4-triphenylsilyl-2-(1-b... 531 C32H26BrNSi 037965-29-0 10

Abundance Scan 261 (5.270 min): BF085509.D (-259) (-) m/z 508.30 100.00%
39 69 158 304 60 423454 58542
8000
6000 [
4000 L L
5.00 5.20 5.40 5.60
m/z 360.40 97 .76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170980: Osmium methyl, (.eta.-5-cyclopentadienyl)-bis(dim...
5000 LI L L L LB L L
377 5.00 5.20 5.40 5.60
301 m/z 158.10 96.49%
91
o7 61 139 183 227257 334 7437 497
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
179 483 539
255 R L B e
41 5.00 5.20 5.40 5.60
5000 313 369 4 m/z 69.00 96.27%
121
71 213 594
T T T T T e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #170486: 2,5,8,11,14,19,22,25,28,31-Decaoxatricyclo[30.2.2... e Rl ERRE
536 5.00 5.20 5.40 5.60
m/z 359.30 94 . 57%
5000
137
181
251
197 | ), par®3t 295 339 05 449 40 ﬁvﬁ
SN A VS A e SRR . HUA S SRS R o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 unknown6.64 Concentration Rank 1

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

6.64 79.04 ng 3196520 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 9
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 381 (6.641 min): BF085509.D (-379) (-) m/z 132.05 100.00%
132
5000 68
w0 | ¥ 640 6.60 6.80 7.00
Ol .l,t. A 1[2205236267296 330 385412 462498 50 | m/z 68.10  40.98%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U LRI L I
6.40 6.60 6.80 7.00
21 m/z 134.10 32.61%
‘ b | ‘ ‘

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

Abundance
57 132
R REEEEEEEEE e
6.40 6.60 6.80 7.00
5000 98 m/z 66.10 26.10%
160189
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #14006: 5-Aminoindole AR EmmaT LS R
132 6.40 6.60 6.80 7.00
m/z 96.10 16.52%
5000
104
66
39
e e e e e e T T R RAEEEEEEEEmas
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

8270-BF031516.M Fri Mar 18 16:50:14 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 unknown8.49 Concentration Rank 9

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

8.49 5.01 ng 294888 Naphthalene-d8 8.16
Hit# of 3 Tentative ID MW  MolForm CAS# Qual
1 Osmium hydride, (.eta.-5-cyclope... 534 C21H280sP2 1000158-66-2 44
2 Phenol, 4,4"-(1-methylethylidene... 540 C15H12Br402 000079-94-7 4
3 3-Bromo-17,4-dihydroxy-2,3"-dime... 542 C27H27Br07 101459-33-0 2

Abundance Scan 543 (8.493 min): BF085509.D (-540) (-) m/z 205.70 100.00%
45 711 99 135 17,206 239 288 | 3345.) 394 465 )00
433
5000
820 840 8.60 880
m/z 71.10 99.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170385: Osmium hydride, (.eta.-5-cyclopentadienyl)-bis(di...
534
5000 s B
8.20 8.40 8.60 8.80
m/z 547 .00 99.19%
437
6101 139 218 257 301334 7 40 ag7
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
529
820 840 8.60 8.80
5000 m/z 82.10 96 .43%
293
63
152
12 "7"1g1 212 265 368 449
mz-> 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'...
Sp4 8.20 8.40 8.60 8.80
m/z 394.20 96.32%
5000
233 330
165 279 448
43 497
P IR e | srar |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

8270-BF031516.M Fri Mar 18 16:50:15 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 unknown9.12 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.12 5.16 ng 300861 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Osmium methyl, (.eta.-5-cyclopen... 548 C22H300sP2 1000158-92-4 20
2 2-(4-Bromobenzoyl)-3-benzyl-4-ph... 517 C28H24BrNO2S 1000286-90-3 10
3 Cyclopropanepentadecanoic acid, ... 549 C37H7202 055517-72-1 9
4 Phosphine, 4,6-dibenzofurandiylb... 536 C36H260P2 133850-81-4 7

5 5-Isoxazolamine, N-methyl-N,3-di... 532 C36H28N20Si 135703-02-5 7

m/z 208.40 100.00%

Abundance

Scan 598 (9.122 min): BF085509.D (-594) (-)
13 145 1,208 0 217 315 331 386 437 474 513

69 649

5000

8.80 9.00 9.20 9.40
m/z 41.80 99.61%

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

Abundance #170980: Osmium methyl, (.eta.-5-cyclopentadienyl)-bis(dim...
533
5000 TT [T T I T [T T T T[T T T T[T TTT]
377 8.80 9.00 9.20 9.40
301 05 m/z 351.10 99.51%
91
o7 61 139 oo 227257 334 437 497
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
519
R AR EEEEE
18 8.80 9.00 9.20 9.40
5000 m/z 377.70 95.90%
o 157185
51 121

215247275302 352380 438 4g4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171039: Cyclopropanepentadecanoic acid, 2-octadecyl-, met... R RAREEEEEEEEEEE
8.80 9.00 9.20 9.40

m/z 385.90 94 . 34%

5000 488

213 250278 320348

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 unknownl10.30 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
'10.30 5.25ng 306372  Acenaphthene-d10 9.91
Hit# of 1 Tentative ID MW  MolForm CAS# Qual
1 [1,1°-Bianthracene]-9,9%,10,10°-. .. 538 C30H18010 000602-06-2 40
Abundance Scan 701 (10.299 min): BF085509.D (-698) (-) m/z 57.10 100.00%

232 289 347

9000

101 141

437
374
470 517

405 547
8000

7000

10.00 10.20 10.40 10.60
m/z 41.90 99.36%

6000

5000

4000

3000

2000 10.00 10.20 10.40 10.60

m/z 288.80 98 .40%

1000

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170571: [1,1'-Bianthracene]-9,9',10,10'-tetrone, 2,2',4,4...

520

9000 LA RN BN SUAURR B
10.00 10.20 10.40 10.60
8000 m/z 232.50 97 .75%

7000

6000

5000

4000 10.00 10.20 10.40 10.60
m/z 347.60  95.27%

3000
493

2000 269

ZTG
il
T

135 220
1000 98
il e ez ]|
AT R e L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.19 ng 181746 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 747 (10.825 min): BF085509.D (-745) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.60 10.80 11.00 11.20
,,‘ b A e e | /2 71.10  77.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99476: Nonadecane
57
85
5000 4 LRI SN SURRULE SUMLE
mmmmnmnm
m/z 43.05 65.87%
| s 160 197 268
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
"' 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 51.76%
41
183
113159 155 310
mmrmﬁwwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #86886: 2-Bromo dodecane L B B
57 10.60 10.80 11.00 11.20
m/z 41.10 28.47%
5000 85
4
} 113 169
T 0 =57 S 7 B o W o]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 11)80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.93 7-.99 ng 455662 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 844 (11.933 min): BF085509.D (-841) (-) m/z 73.10 100.00%
7B
43 60
5000 129
213
43157171185199 256 1160 1180 12.00 12.20
m/z 60.00 77 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 78
43
5000 T T T T T T T T [ T
129 1160 1180 12,00 12.20
29 115 185 228 m/z 43.10 72.92%
01 143,:5171
III‘I‘” ‘:‘::”l”l‘ - \m :1- H‘ ulw” ‘||:|I-|57|||| I‘“llggllzel'? ||‘||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11'60 11.80 12.00 1220
5000 29 256 m/z 57.10 62.41%
129
97 213
115
143197171185 199 227,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid T T T
60 78 11.60 11.80 12.00 12.20
m/z 55.10 61.26%
43
5000
129
29 ‘ . 1s 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.71 3.58 ng 204404 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Undecanoic acid 186 C11H2202 000112-37-8 46
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 18
Abundance Scan 912 (12.711 min): BF085509.D (-910) (-) m/z 73.10 100.00%
43 78
57
5000 129
12.40 12.60 12.80 13.00
m/z 43.10 89.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 T8
5000 LR AR PR BUGRRR SRR
29 12. 40 12. 60 12. 80 13.00
m/z 60.05 77 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 12.40 12,60 12.80 13.00
5000 129 m/z 57.10 74 .26%
29 87 185 228
101115 143157171 109,14
mmmﬁmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46616: Undecanoic acid A RS
a1 0 12.40 12.60 12.80 13.00
m/z 55.10 71.47%
5000
2 129143
101115 157 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1540'1566 iééd 1566"'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 Hexadecanoic acid, 1,1-dime... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.80 2.36 ng 110699 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
3 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 35
4 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35
5 Cyclohexanol,2-amino-,trans- 115 C6H13NO 006982-39-4 30

Abundance Scan 920 (12.802 min): BF085509.D (-918) (-) m/z 56.10 100.00%

56

5000

%

129
12.40 12.60 12.80 13.00 13.20

m/z 57.10 62 .66%

157 185 213 23927

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 LA L I L B L L L BL
29 73 12. 40 12. 60 12. 80 13. 00 13. 20
‘ m/z 43.10 43.08%
239 257
il S s oy T g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
A B E T LU
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.10 42 . 17%
2 & 257
129
101 157 185 213 239 283 312
Wmmmﬁwmmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7452: Hexane, 3,4-dimethyl- A B et B
56 12.40 12.60 12.80 13.00 13.20
m/z 55.10 31.11%
5000 85
29
A
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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

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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 8.00 ng 375378 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 93
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 1014 (13.876 min): BF085509.D (-1011) (-) m/z 83.10 100.00%

5000

-

13.60 13.80 14.00 14.20

139454
m/z 57.10 95.29%

182 208 230

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

:

13.I60 13.I8O 14.IOO 14!20
m/z 97.10 90.43%

5000

154169 191 210 238 o5 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 57
83 R REREaRA TR
13.60 13.80 14.00 14.20
5000 m/z 55.10 86.45%
111
26 126 153168 196 224 252 280
memmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene L S
4 7 13.60 13.80 14.00 14.20

m/z 69.10 84 .49%

5000

:

140

168 196 222238 266
R EBEEsmEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085509.D

Acq On : 17 Mar 2016 23:41

Operator : UM/SJ

Sample : H1774-02

Misc :

ALS Vial : 31 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]
unknown5.27 5.27 23.0 ng 930832 1 6.87 808793 20.0
unknown6 .64 6.64 79.0 ng 3196520 1 6.87 808793 20.0
unknown8 .49 8.49 5.0 ng 294888 2 8.16 1177230 20.0
unknown9 .12 9.12 5.2 ng 300861 3 9.91 1166380 20.0
unknown10.30 10.30 5.3 ng 306372 3 9.91 1166380 20.0
Nonadecane 10.82 3.2 ng 181746 4 11.40 1140550 20.0
Tetradecanoic acid 11.93 8.0 ng 455662 4 11.40 1140550 20.0
Pentadecanoic acid 12.71 3.6 ng 204404 4 11.40 1140550 20.0
Hexadecanoic acid... 12.80 2.4 ng 110699 5 14.04 938970 20.0
Dichloroacetic ac... 13.88 8.0 ng 375378 5 14.04 938970 20.0
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