LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 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
Title
Signal > TIC
peak R.T. first max last PK
# min scan scan scan TY
1 1.667 6 7 16 rvv
2 1.793 16 18 69 rvB
3 4.833 282 284 291 rBvVY
4 5.279 320 323 325 rBvV
5 6.159 395 400 405 rBV2
6 6.353 412 417 419 rBvV2
7 6.467 422 427 430 rBvV3
8 6.639 439 442 444 r\VB
9 6.696 445 447 449 rBY
10 6.856 458 461 463 rVB
11 6.959 467 470 474 rBVY
12 7.119 481 484 488 rBvV2
13 7.267 494 497 499 rVB
14 7.542 517 521 523 rVB
15 7.610 524 527 529 rBvY
16 7.850 545 548 550 rBvY
17 7.930 552 555 557 rvv
18 8.010 557 562 564 rvv2
19 8.136 570 573 576 rBvY
20 8.536 606 608 615 rBvY
21 8.708 620 623 625 rBv
22 9.016 647 650 652 rvv
23 9.073 652 655 657 rvB
24 9.188 662 665 667 rvv
25 9.473 687 690 692 rBvY
26 9.530 692 695 697 rvv
27 9.599 697 701 703 rVB
28 9.736 711 713 715 rBvVY
29 9.862 721 724 728 rBVY
30 9.953 728 732 734 rVB2
31 10.193 748 753 755 rBvV
32 10.296 758 762 765 rVB
33 10.422 769 773 775 rBV2
34 10.525 779 782 785 rBVY
8270-BF081616.M Wed Aug 17 17:26:

peak
heiaht
1062067
13242459
1017020
5229223

298993

8132390
5876078
4064024
3978395
7134655

7103765
10810496
5343053
12341119
7559536

13687676
12092875
11003226
10310377
6066331

10332752
11340030
11210661
6816230
1531048

9391676
10244029
6457511
4978599
18339850

18801789
21452259
862829

8282429

25 2016

corr.

area
2338337
33970539
1278709
6612621

600063

16260542
13894736
3285714
3628054
6175082

8998436
21187495
5012275
15576387
7656249

13671185
15914012
14912008
9501691
5433992

13517317
12691975
12415733
6738488
1857628

11437677
8733027

5744650

6368370
34020755

27107637
31541871
828271

8600110

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
6.87%
99.85%
3.76%
19.44%
1.76%

47 .80%
40.84%
9.66%
10.66%
18.15%

26 .45%
62.28%
14 _.73%
45_78%
22 .50%

40.18%
46.78%
43.83%
27.93%
15.97%

39.73%
37.31%
36.49%
19.81%
5.46%

33.62%
25.67%
16.89%
18.72%
100.00%

79.68%

92.71%

2.43%
25.28%

% of

total

0.352%
5.120%
0.193%
0.997%
0.090%

2.451%
2.094%
0.495%
0.547%
0.931%

1.356%
3.193%

0.755%
2.348%

1.154%

2.060%
2.399%
2.248%
1.432%
0.819%

2.037%

1.913%

1.871%
1.016%
0.280%

1.724%
1.316%

0.866%

0.960%
5.128%

4._.086%

4._.754%
0.125%
1.296%



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.662 792 794 799 rVB 439627 539975 1.59% 0.081%

36 10.776 801 804 806 rVV 8421226 8490656 24.96% 1.280%

37 10.845 806 810 812 rVV 16359389 24034266 70.65% 3.622%
38 11.016 823 825 831 rBVY 2860783 4062067 11.94% 0.612%

39 11.211 840 842 845 rVV 5536718 5655845 16.62% 0.852%

40 11.291 846 849 852 rVB 12114765 11667211 34.29% 1.758%
41 11.771 889 891 892 rBY 2138134 2436807 7.16% 0.367%

42 11.805 892 894 896 rVB 11118040 13619893 40.03% 2.053%
43 12.022 911 913 917 rVB 360388 437399 1.29% 0.066%

44 12.422 945 948 950 rBY 11195003 11296891 33.21% 1.703%
45 12.468 950 952 957 rVB3 307327 600430 1.76% 0.090%

46 12.571 957 961 965 rBV2 626809 1303485 3.83% 0.196%

47 12.662 965 969 972 rBVY 17223759 28826608 84.73% 4 .345%
48 12.811 979 982 984 rBY 12927279 13205535 38.82% 1.990%
49 13.908 1074 1078 1080 rBVY 15817525 32170211 94.56% 4 .849%
50 13.942 1080 1081 1084 rVB 11488310 13341636 39.22% 2.011%
51 14.137 1093 1098 1102 rBv4 154455 567991 1.67% 0.086%

52 14.274 1108 1110 1117 rVB2 145910 340827 1.00% 0.051%

53 14.914 1163 1166 1168 rBV 409037 662246 1.95% 0.100%

54 15.040 1173 1177 1179 rVV 11072392 24190672 71.11% 3.646%
55 15.074 1179 1180 1183 rVV 11705567 15332328 45.07% 2.311%
56 15.177 1187 1189 1194 rVB 441269 554021 1.63% 0.084%

57 15.371 1203 1206 1209 rBVY 6859350 9009923 26.48% 1.358%

58 15.428 1209 1211 1214 rVV 2988501 3384735 9.95% 0.510%

59 15.931 1252 1255 1261 rVB 310107 580391 1.71% 0.087%

60 16.788 1321 1330 1333 rBV2 9181722 30152478 88.63% 4 .545%

61 16.925 1339 1342 1352 rVB3 155209 592208 1.74% 0.089%

62 17.166 1352 1363 1374 rVV 6144157 17277800 50.79% 2.604%

63 17.337 1375 1378 1384 rVB4 125129 377800 1.11% 0.057%

64 17.794 1414 1418 1423 rVB4 134582 360638 1.06% 0.054%

65 19.109 1528 1533 1544 rVB 279570 907019 2.67% 0.137%

Sum of corrected areas: 663491628
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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\BF081616\

BF089755.D

17 Aug 2016 10:52

UM/SsJ

H4145-18

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089755.D
2e+07
1.5e+07
1.79
7.5
7.12
1e+07
6.35
6.8696
5.28 6.47 7.27
5000000 6620
1.67
4.83
O L o e e e LA e e e e e e e e L i e o e e o MR S o s sty e s e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089755.D
10.30
2e+07 9,05 10.19
12.66
10.84
1.5e+07
785 12.81
7.93 11.29
8.0 99137 11.80 12.42
%.14 8.7 9.60
1le+07 9.56 |
61 10.52 10.78
| 9.19 9.74
8.54 :
0.86 11.21
5000000 i
9 11.02 11)y7
| 10.4 10.6% 12.02
L0 B e e o e e s e e LA s e s s e B s s By B B LA B s e s ey e s
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089755.D
2e+07
13.91
1.5e+07
.94 ey
1e+07 16.79
15.37
17.17
5000000
43
o 14.14.27 1@ 15.18 15.93 6.93 17.34 17.79 19.11
e e S e = e T T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.83 7.05 ng 1278710 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 284 (4.833 min): BF089755.D (-282) (-) m/z 43.00 100.00%
43
59
5000
101 440 4.60 4.80 5.00 5.20
83 : : : : :
Ot 2 202 207 Tm/z 59.10 53.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Trr T[Tt rrrrrrrr[rr1
59 4.40 4.60 4.80 5.0 5.20
m/z 101.00 18.36%
15 31 101
83
) Y N . —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
A B e R B
440 4.60 4.80 5.00 5.20
5000 m/z 57.95 17.06%
101
15 31 %8 60 86
R e o e B B A s s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.11%
5000 41
o [l s 126 14
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20

8270-BF081616

-M Wed Aug 17 17:26:27 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 2-Acetylamino-3-(4-ethoxy-p... Concentration Rank 9

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

6.16 3.31 ng 600063 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetvlamino-3-(4-ethoxv-phenvl... 249 C13H15N04 325482-56-2 50
2 9H-Fluorene-4-carboxvlic acid. 9... 327 C22H17NO2 1000304-78-2 38
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 38
4 Tetrasiloxane. decamethvl- 310 C10H3003Si4 000141-62-8 38
5 Tris(tert-butyldimethylsilyloxy)... 468 C18H45As03Si3 1000366-57-5 38

Abundance Scan 400 (6.159 min): BF089755.D (-395) (-) m/z 73.00 100.00%
73
207
5000
147
43 osa T 415 5.80 6.00 6.20 6.40
17 313 387 475 549 . . . .
o...L,....,l.l.g.i.',....,....,.l..l.,..l..l,l....,l.l...,..t.&,....,. m/z 207.05  75.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101272: 2-Acetylamino-3-(4-ethoxy-phenyl)-acrylic acid
207
133
161 SNBSS EERE B
5000 7 249 580 6.00 6.0 640
m/z 193.00 42 .56%
oL ‘LM‘M‘\ 3||||\|||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
207
580 6.00 6.0 640
5000 m/z 147.00 31.17%
151179 327
ol 2 7120 238 279
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67018: Benzo[h]quinoline, 2,4-dimethyl-
207 5.80 6.00 6.20 6.40
m/z 341.10 17.95%
5000
76 104 1391%°
m/z--> 50 160 150 200 250 300 350 400 450 500 550 580 6.00 6.0 640

8270-BF081616.-M Wed Aug 17 17:26:28 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Diphenylmethane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.42 2.88 ng 828271 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvlmethane 168 C13H12 000101-81-5 93
2 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 93
3 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 93
4 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 83
5 Nordiphenamid 225 C15H15N0O 000954-21-2 78

Abundance Scan 773 (10.422 min): BF089755.D (-769) (-) m/z 168.10 100.00%
168
5000
83 . 115 1,513 10,20 10.40 1060 10.80 _
0’ m/z 167 .05 82 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36889: Diphenylmethane
167
5000 Db Pl
10.20 10.40 10.60 10.80
39 51 65 s 152 m/z 165.05 36.67%
- T Y A \‘ 1021”1288 H |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
168 A
1020 10.40 1060 10.80 _
5000 m/z 152.00 25.87%
152
27 39 51 63 76 91 10p 115 128139
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #36907: 1,1-Biphenyl, 2-methyl-
168 10.20 10.40 10.60 10.80
m/z 153.00 24 _.86%
5000
153
83 115
g ® 9@ e |
0|||||||||‘|‘||‘|‘=|||||||||||||‘|‘| H||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF081616.-M Wed Aug 17 17:26:29 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 7 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.91 3.91 ng 662246 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 80
Abundance Scan 1166 (14.914 min): BF089755.D (-1163) (-) m/z 69.10 100.00%
69
o W\//Lp\
41 S =i e
9% 137 14,60 14.80 15.00 15.20
ol .Il,-h.'- pl 31§ | Q61 203 231 267 209 341 | 77" g1.10 53.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 R AU DU SURURE SUNE
14.60 14.80 15.00 15.20
41 m/z 41.10 21.61%
95 137
ol ’ ok A7 | 163 191 217 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1460 14.80 15.00 15.20
s000] 4L m/z 95.05 14.06%
9% 137
ol b b L 57 ) J€1 191247 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L B e e e |
69 14.60 14.80 15.00 15.20
m/z 68.05 12 .59%
5000 41
93
’ h 136 161 100
ol b b 1y ) 20T 192 231 273 815341 384 e et
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF081616.-M Wed Aug 17 17:26:30 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 8 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.18 3.27 ng 554021 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 1189 (15.177 min): BF089755.D (-1187) (-) m/z 57.10 100.00%

57
5000 85

113 14.80 15.00 15.20 15.40
141 169 197
ob—24, A .l-.“ L2 0 97221230 268 m/z 71.10 71.95%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

:

5000 85 R e
14.80 15.00 15.20 15.40

m/z 43.10 57 .68%

29
L h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
e R
m/z--> 50 100 150 200 250 300 350
Abundance
57
R e e SR
85 14.80 15.00 15.20 15.40
5000 m/z 85.10 49.94%
29 113
0 141 169 197 225 253 296
e T o e L e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane BB BEESER
57 14.80 15.00 15.20 15.40
m/z 55.00 21.17%
- T M
29
0 \‘ ) | | A \J 113 141 169 197 225 268
e T T e e T I B o
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15. 20 15.40

8270-BF081616.-M Wed Aug 17 17:26:31 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 9 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.43 ng 580391 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1255 (15.931 min): BF089755.D (-1252) (-) m/z 57.10 100.00%
57
85
3 | l[ ns 141 169 197218 251 283 355 1560 1580 16.00 1620 _
ob——=i L e e S e m/z 71.10 77 .69%
m/z--> 50 o 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U SRR SO BN B
15.60 15.80 16.00 16.20
m/z 43.10 58.62%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ il 1?1 | 169 197 225 253 296
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
43
UL SN BRI SRR
71 15.60 15.80 16.00 16.20
5000 m/z 85.05 54 _.91%
99 196
o 127 155 225 252 280
m/z--> éo 160 150 260 250 360 3%0
Abundance #117638: Nonadecane A B BEEE T e
57 15.60 15.80 16.00 16.20
m/z 55.00 20.73%
5000 85 W/\fﬂ/\\%A/\d\M\mJ\
29
m/z--> Eb 160 150 200 250 300 3%0 15%0 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 10 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.93 3.50 ng 592208 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 1342 (16.925 min): BF089755.D (-1339) (-) m/z 57.05 100.00%

5000

:

16.60 16.80 17.00 17.20

141 183 229 265

0 m/z 71.10 87.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57
5000 LA L L L L LB LB |
16.60 16.80 17.00 17.20
m/z 43.10 57.01%
o | dd 141 183 239 559 393
.”.,.”,”.q.”...” T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R REREEEEE R
16.60 16.80 17.00 17.20
5000 m/z 85.05 56.70%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

%

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194499: Eicosane, 7-hexyl- O RS S
517 16.60 16.80 17.00 17.20
m/z 55.00 22.13%
5000

i

99
| 141 182 225 281 322

e N

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknownl7.34 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.34 2.23 ng 377800 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 45
2 1.3.5-Cvcloheptatriene. 2.3.4.5.... 176 C13H20 074779-68-3 27
3 Alloaromadendrene 204 C15H24 025246-27-9 25
4 Lonaifolene 204 C15H24 000475-20-7 22
5 1H-Cycloprop[e]azulen-4-o0l, deca... 222 C15H260 000552-02-3 22

Abundance Scan 1378 (17.337 min): BF089755.D (-1375) (-) m/z 55.10 100.00%

81 107 231
5000

17.00 17.20 17.40 17.60

o—4 m/z 43.10 73 .36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64544: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
41 91 161
5000 119 LA L L L LB B L |
67 204 17.00 17.20 17.40 17.60

m/z 69.10 69.48%

oLl |i\u,“u\; 41......

m/z--> 50 100 150 200 250 300 350 400
Abundance
161
R R REmay
17.00 17.20 17.40 17.60
5000 m/z 231.20 65.13%
121
41 91
o 67 141
m/z--> 50 100 150 200 250 300 350 400
Abundance #64327: Alloaromadendrene
41 17.00 17.20 17.40 17.60
91 m/z 81.00 63.73%
5000 119 161
69
189
0..|*UH Wu&ﬂﬂntju...,....,....,....,..  RAREEREEas eaE
m/z--> 50 100 150 200 250 300 350 400 17. OO 17. 20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 12 Guaia-9,11-diene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.79 2.13 ng 360638 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-9.11-diene 204 C15H24 1000374-19-8 62
2 Dimethvl{bisl(4.8.8-trimethvldec... 500 C32H5602Si 1000364-69-0 49
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 45
4 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 43
5 Sesquirosefuran 218 C15H220 039007-93-7 41
Abundance Scan 1418 (17.794 min): BF089755.D (-1414) (-) m/z 81.00 100.00%

5000

17.40 17.60 17.80 18.00 18.20

o m/z 95.05 98.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64305: Guaia-9,11-diene
93
189
19
5000 [Trrr[rrrr[rrrrprrrrr1
41 o 161 17.40 17.60 17.80 18.00 18.20
‘ m/z 109.00 87 .24%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
95
203 R B o o e SR
135 17.40 17.60 17.80 18.00 18.20
5000 69 m/z 107 .05 81.31%
163
41
295 485
237263 321348 387415 457

i TS B IR A oM ot LA

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... R e

218 17.40 17.60 17.80 18.00 18.20
m/z 205.20 74 _.00%

41 91 133

5000 175
67

0 T U L

I
m/z--> 50 100 150 200 250 300 350 400 450 500 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089755.D

Aca On : 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.11 5.36 ng 907019 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
2 Sesauirosefuran 218 C15H220 039007-93-7 50
3 Tricvclol4.3.0.0(7.91nonane. 2.... 206 C15H26 054832-82-5 45
4 7-Tetradecvne 194 C14H26 035216-11-6 42
5 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 41
Abundance Scan 1533 (19.109 min): BF089755.D (-1528) (-) m/z 69.05 100.00%
9 o5
5000 /\—AA‘,_V
18.80 19.00 19.20 10.40
(o} m/z 95.05 83.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109
45 137 218
5000 LR DR B SRR B
160 mmmmwmmm
m/z 109.05 72 .53%
H 189
o h.‘. HI\‘\ .‘ e
m/z--> 50 0 300 350 400
Abundance
69 123
o5 18.80 19.00 19.20 10.40
so00l 4 m/z 123.05 69.12%
149 175 218
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #66230: Tricyclo[4.3.0.0(7,9)]nonane, 2,2,5,5,8,8-hexameth... R e e  EEEEE e
41 69 9 135 18.80 19.00 19.20 19.40
> m/z 55.05 68.53%
5000 191
163
m/z--> 50 100 150 200 250 300 350 400 1880 1900 1920 1940
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081616\
Data File : BF089755.D

Acq On 17 Aug 2016 10:52

Operator : UM/SJ

Sample : H4145-18

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616_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]
2-Pentanone, 4-hy... 4.83 7.0 ng 1278710 1 6.70 3628050 20.0
2-Acetylamino-3-(... 6.16 3.3 ng 600063 1 6.70 3628050 20.0
Diphenylmethane 10.42 2.9 ng 828271 3 9.74 5744650 20.0
Supraene 14 .91 3.9 ng 662246 6 15.43 3384740 20.0
Hexacosane 15.18 3.3 ng 554021 6 15.43 3384740 20.0
Heneicosane 15.93 3.4 ng 580391 6 15.43 3384740 20.0
Heptadecane, 9-oc... 16.93 3.5 ng 592208 6 15.43 3384740 20.0
unknownl7.34 17.34 2.2 ng 377800 6 15.43 3384740 20.0
Guaia-9,11-diene 17.79 2.1 ng 360638 6 15.43 3384740 20.0
5-Bromo-4-oxo0-4,5... 19.11 5.4 ng 907019 6 15.43 3384740 20.0
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