LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\

Data File : BF083469.D

Aca On : 3 Dec 2015 19:49 Instrument :

Operator : UM/1Z E?Afs el
- _ lentosampleld :

3?22Ie : G4573-02 o

ALS Vial : 11 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-BF113015.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 4.636 256 258 272 rVB 1137535 2066172 6.43% 1.533%
2 5.116 298 300 308 rBVY 3960056 4865161 15.15% 3.609%
3 6.202 393 395 399 rVB 4037063 4897353 15.25% 3.633%
4 6.304 401 404 406 rBV 5096419 5004386 15.58% 3.712%
5 6.522 422 423 427 rVB 855645 1155590 3.60% 0.857%
6 6.682 435 437 442 rVB2 3136310 4296875 13.38% 3.187%
7 6.956 460 461 463 rBV 352573 430433 1.34% 0.319%
8 7.104 471 474 476 rBVY 3083404 3141256 9.78% 2.330%
9 7.184 478 481 483 rVB4 258938 505655 1.57% 0.375%
10 7.253 483 487 489 rBv4 303505 746053 2.32% 0.553%

11 7.310 489 492 493 rBvV2 192911 342231 1.07% 0.254%
12 7.344 493 495 498 rBV3 914573 1062749 3.31% 0.788%
13 7.402 498 500 502 rBvV 574462 676516 2.11% 0.502%
14 7.459 503 505 507 rvVB3 696679 858738 2.67% 0.637%
15 7.505 507 509 510 rBv2 333190 390546 1.22% 0.290%

16 7.550 510 513 514 rBv2 295670 617251 1.92% 0.458%
17 7.585 514 516 520 rvB4 281212 522076 1.63% 0.387%
18 7.665 520 523 524 rBv3 339193 637990 1.99% 0.473%
19 7.722 525 528 532 rVB3 766673 1785414 5.56% 1.324%
20 7.825 534 537 539 rBV 2096564 3180874 9.91% 2.360%

21 7.859 539 540 543 rBV2 618076 978064 3.05% 0.726%
22 7.927 543 546 547 rBV3 751287 1317873 4._.10% 0.978%
23 7.996 550 552 553 rBvV 701476 822448 2.56% 0.610%
24 8.042 553 556 558 rvB3 1010019 1393377 4._.34% 1.034%
25 8.110 558 562 564 rBVv3 1090470 2087371 6.50% 1.548%

26 8.167 564 567 568 rBv2 712910 1598310 4.98% 1.186%
27 8.282 574 577 579 rBV3 1685046 2996857 9.33% 2.223%
28 8.327 579 581 583 rvv3 639612 644656 2.01% 0.478%
29 8.373 583 585 589 rvB5 1058711 1986907 6.19% 1.474%
30 8.453 589 592 593 rBVv2 1065502 1954851 6.09% 1.450%

31 8.567 601 602 604 rBv2 904570 1391757 4_.33% 1.032%
32 8.613 604 606 607 rvv 585240 774844 2.41% 0.575%
33 8.819 622 624 625 rBV 1392845 1694001 5.28% 1.257%
34 8.910 628 632 634 rVV 3204684 4986506 15.53% 3.699%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\

Data File : BF083469.D

Aca On : 3 Dec 2015 19:49 Instrument :

Operator : UM/1Z EﬁAfs el
- _ lentosampleld :

a?zgle : G4573-02 o

ALS Vial : 11 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.979 636 638 641 rBvV2 2127639 3610370 11.24% 2.678%

36 9.288 663 665 668 rBv2 2404855 3949458 12.30% 2.930%
37 9.345 668 670 674 rvB3 880256 1651659 5.14% 1.225%
38 9.493 677 683 685 rBv4 1844483 5803541 18.07% 4 _305%
39 9.573 687 690 692 rBV2 1685563 3744251 11.66% 2.777%
40 9.608 692 693 695 rvB2 1529324 1639011 5.10% 1.216%

41 9.745 703 705 707 rBV2 794735 1201453 3.74% 0.891%
42 9.905 716 719 721 rBV2 1257794 2447058 7.62% 1.815%
43 9.985 724 726 728 rVV 1830503 2000091 6.23% 1.484%
44 10.373 757 760 761 rVvB2 1360853 1843450 5.74% 1.367%
45 10.579 776 778 779 rBV 1004641 891277 2.78% 0.661%

46 11.116 823 825 827 rBV 870279 814609 2.54% 0.604%
47 11.825 885 887 889 rvB 999087 1191441 3.71% 0.884%
48 12.899 979 981 984 rvv2 1146140 1699990 5.29% 1.261%
49 12.956 984 986 989 rVB 637002 874733 2.72% 0.649%
50 13.208 1005 1008 1013 rVB 2132752 3382011 10.53% 2.509%

51 13.905 1058 1069 1080 rVB 7130296 32113178 100.00% 23.821%
52 14.637 1131 1133 1135 rBV2 291489 428572 1.33% 0.318%
53 14.728 1138 1141 1147 rVB2 856303 1686724 5.25% 1.251%
54 16.797 1319 1322 1324 rBV 478559 762277 2.37% 0.565%
55 17.506 1382 1384 1388 rVB3 327993 618109 1.92% 0.459%

56 17.883 1415 1417 1424 rVB2 296834 645666 2.01% 0.479%

Sum of corrected areas: 134810070
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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: BF083469.D
8000000
6000000
6.30
4000000 5.12
2000000
4.64
O B o o B e T e R I e e B
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 8.00 8.50
Abundance TIC: BF083469.D
1391
8000000
8.91 9.29 o 9.98 1037
10.58
9p 11.12
6000000 b 34 ﬂ‘g 74“ 1 | 11.82
h | 13.21
4000000 2,90
K.ge
\
14.73
2000000 14.64
N\
¥
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF083469.D
8000000
6000000
4000000
2000000 16.80
1751 17gg
rVF— 77— T
Time--> 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00

8270-BF113015.M Fri Dec 04 16:26:53 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
464 35.76ng 2066170  1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160

3 3-Hexanol.
4 2-Hexanol.

4-methvl- 116 C7H160
2-methvl- 116 C7H160

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

017348-59-3 36
000615-29-2 33
000625-23-0 33
001116-98-9 32

Abundance Scan 258 (4.636 min): BF083469.D (-256) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00
83
Obrrr e et el 8 e | m/Z 59.10 55.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LIS L L L L L LN LN LB
59 4.40 4.60 4.80 5.00
m/z 101.10 15.14%
15 31 101
| 25 7 37 53 83
Ob e T TR T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
Rl L EARER R
440 4.60 4.80 5.00
5000 m/z 58.10 14.20%
41
53 73 86
O s et T i e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- ST .
59 4.40 460 480 500
m/z 41.10 8.92%
5000 41
31
| [
0 ...,.??.,...M ,...J,H...,??HL,... e B R R T eI
m/z--> 10 20 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.30 Concentration Rank 2

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

6.30 86.61 ng 5004390 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 404 (6.304 min): BF083469.D (-401) (-) m/z 132.10 100.00%
68
5000
40 54 ¥ 10 600 620 640 6.60
6 104 . . . .
o..,....,....,...!,“.'.‘.‘?,....6.1!.'.|,..7.'.,..5??,..I.,.:..,.l.l.?,l.?‘.‘.,"...,... m/z 68.10 52.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 RSN SR R
6.00 6.20 6.40 6.60
33 44 o 97 105 m/z 134.10 33.85%
0 ‘ 51 6\9 ‘ 7\8 86 ‘ | 115 |
m/z--> 10 20 30 40 éo 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 m/z 66.10 32.50%

15 28 39 52 6 77 00 1204 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2-Cyclohexen-1-one T ./,\. R
68 6.00 6.20 6.40 6.60

m/z 69.10 19.47%

5000
96

27 | 47 % | @1 89

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 4 unknown7.72 Concentration Rank 17

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

7.72 11.23 ng 1785410 Naphthalene-d8 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 5-methvl- 184 C13H28 017453-93-9 35
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 30
3 N-T3-IN-Aziridvllpropvlideneltet... 182 C10H18N20 1000256-63-4 30
4 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 27
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 27

Abundance Scan 528 (7.722 min): BF083469.D (-525) (-) m/z 43.10 100.00%
43
57
5000 71 81 o5
109 151 166
e
121 ...140 7.40 7.60 7.80 8.00
0 SrAst LA 182 Thzz 57.100 73.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45554: Dodecane, 5-methyl-
43
5000 o7 85 R UL U
71 7.40 7.60 7.80 8.00
29 m/z 41.10 63.29%
0 \‘ \‘\ H m 98 113 1%6 169
miz--> 20 40 60 80 100 120 140 160 180
Abundance
43
7.40 7.60 7.80 800
5000 85 m/z 55.10 55.05%
57 1
29
oL_15 99 113 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43812: N-[3-[N-Aziridyl]propylidene]tetrahydrofurfurylamine L e
43 7.40 7.60 7.80 8.00
= m/z 81.10 49_.20%
5000
56 84
114
A | PO O L ot < B - [
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Naphthalene, 2-ethyldecahydro- Concentration Rank 13

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

8.11 13.12 ng 2087370 Naphthalene-d8 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-ethvldecahydro- 166 C12H22 001618-23-1 86
2 trans. cis-2-Ethvlbicvclol4.4.01... 166 C12H22 066660-39-7 70
3 trans. cis-3-Ethvlbicvclol4.4.01... 166 C12H22 066660-43-3 70
4 Cvclodecene. 3-bromo- 216 C10H17Br 056325-56-5 49
5 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 49

Abundance Scan 562 (8.110 min): BF083469.D (-558) (-) m/z 81.10 100.00%
1
5000
163 177
151 102 780 8.00 8.0 8.40
0 m/z 95.10 70.78%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #33314: Naphthalene, 2-ethyldecahydro-
81 137
95
5000 R L R R R
41 55 67 166 780 800 820 840
29 m/z 55.10 68.31%
o ,....,....,....,....,.1??%ﬁ9... A
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance
81 137
&7 9% 166 780 8.00 820 840
5000 55 m/z 41.10 63.17%
109
123
L L L L U L W UL L BRI DU W
mz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #33338: trans, cis-3-Ethylbicyclo[4.4.0]decane s o R R
8l o5 137 7.80 8.00 8.20 8.40
m/z 69.10 58.48%
166
5000 67
55
109
‘ ‘ 124
0I""I”'MI”L'MN“"MI'J"VL"M""IJ'”I""I' R RN R R A
miz—-> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown8.28 Concentration Rank 10

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

8.28 18.84 ng 2996860 Naphthalene-d8 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanemethanol. .alpha..2-... 182 C12H220 121959-70-4 46
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 43
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 43
4 2.6-Octadienal. 3.7-dimethvl-. (2)- 152 C10H160 000106-26-3 35
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 27

Abundance Scan 577 (8.282 min): BF083469.D (-574) (-) m/z 69.10 100.00%
6p
55

41

5000

8.00 8.20 8.40 8.60

01 m/z 55.10 74_.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44097: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-meth...
69
41
109
5000 95 LA L L L L L L L
55 8.00 8.20 8.40 8.60
29 ‘ 81 121 m/z 83.10 62.31%
149 164
PO T T ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
125
83 e e ERRES BE s
8.00 8.20 8.40 8.60
5000 a1 55 m/z 41.10 61.45%
0 15 29 97 109 140
T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17396: Cyclohexane, 1,1,3,5-tetramethyl-, cis- e e ERRES BE s
9 125 8.00 8.20 8.40 8.60
m/z 125.20 53.07%
41 83
5000 55
27
H ‘\ “ N ‘ Ll ull 97 113 ‘ 140
ol S e N e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 8 7-Tetradecene Concentration Rank 15

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

8.37 12.49 ng 1986910 Naphthalene-d8 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Tetradecene 196 C14H28 010374-74-0 52
2 trans-2-Methvl-3-octene 126 C9H18 052937-36-7 46
3 2-Heptene. 2.6-dimethvl- 126 C9H18 005557-98-2 46
4 2-Octene. 2.6-dimethyl- 140 C10H20 004057-42-5 43
5 2-Methyl-2-octene 126 C9H18 016993-86-5 43

Abundance Scan 585 (8.373 min): BF083469.D (-583) (-) m/z 69.10 100.00%
o
5000
800 820 840 8.60
0! m/z 57.10 64 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53615:; 7-Tetradecene
55 69
43 83
5000 97 R SR LR I I
- 8.00 8.20 8.40 8.60
” 196 m/z 56.10 60-89%
o5 L ‘|-M--|“-‘--‘l‘|--‘h 25 140 154 168
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
n % 800 820 840 8.60
5000 m/z 41.10 53.87%
27 126
15 83 g5 111
R S L S S0 UL L WL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11188: 2-Heptene, 2,6-dimethyl- R EEma T B
41 8.00 8.20 840 8.60
56 69 m/z 70.10 48 .86%
5000
27
0 A 8 o8 111 10
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 1&'30 2(')0 8. oo 8. I20 8. I40 8. I60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Cyclohexane, (2-ethyl-1-met... Concentration Rank 16

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

8.45 12.29 ng 1954850 Naphthalene-d8 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-ethvl-1-methvlbu... 180 C13H24 074810-41-6 52
2 2(5H)-Furanone. 4-methvl-5.5-bis... 206 C13H1802 099202-98-9 43
3 Ketone. 1.5-dimethvlbicvclol2.1.... 138 C9H140 024081-57-0 41
4 1.4-Pentadiene. 2.3.4-trimethvl- 110 C8H14 072014-90-5 38
5 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 38

Abundance Scan 592 (8.453 min): BF083469.D (-589) (-) m/z 95.10 100.00%
g5
5000
820 840 8.60 8.80
o} m/z 81.10 66 .13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42764: Cyclohexane, (2-ethyl-1-methylbutylidene)-
95
109 151
41 55 a1
5000{ 29 R LR I L
8.20 8.40 860 8.80
‘ ‘ 180 m/z 151.20 57 .24%
0: R |H“ﬁ‘| I‘wlwl I‘\‘i\l 'U‘l‘l |“i‘| |1|2:!-|]|-3|5| — l . |1|6§| . |" T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95 151
820 840 8.60 8.80
5000 % %5 123 m/z 67.10 42.00%
29 67
o 9 111 135 | 161 178 191 206
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17005: Ketone, 1,5-dimethyIbicyclo[2.1.0]pent-5-yl methyl Al BAR T S S
95 8.20 8.40 860 8.80
m/z 41.10 39.54%
43
5000 55 67
27 79
O I Bl
Oul|i‘||‘k‘ﬁ‘|“l‘i|‘|“l||H‘||‘|“|||‘|H|||||||‘||||||||||||||||||| R mm
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 10 unknown8.82 Concentration Rank 20

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

8.82 9.05 ng 1694000 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1l-ethenvl-3-ethvl-... 138 C10H18 055170-98-4 38
2 2-Propenvl-3-vinvloxirane 110 C7H100 070597-49-8 35
3 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 30
4 1.1-Cyclohexane diacetic acid 200 C10H1604 009355-11-7 27
5 Zinc, bis(2,2-dimethyl-3(cis)-(1... 310 C18H30Zn 081069-88-7 27

Abundance Scan 624 (8.819 min): BF083469.D (-622) (-) m/z 81.10 100.00%
8
41 55 69
5000
194 8.40 8.60 8.80 9.00 9.20
0 206 224 m/z 179.20 72.91%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #16385: Cyclopentane, 1-ethenyl-3-ethyl-2-methyl-
8l
109
55
5000 M 67 SRR SRR R
8.40 8.60 8.80 9.00 9.20
29 m/z 69.10 56.87%
0 T
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
55
a1 8.40 8.60 880 9.00 9.20
5000 m/z 41.10 55.65%
27 39 67 95 110
e L S A U B B L S B WA S
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #5789: Cyclohexene, 1-ethyl- I RmmaEma s e
8 8.40 8.60 8.80 9.00 9.20
m/z 55.10 55.34Y%
5000
67
110
‘ 95
0.?ﬁ.b”t.”t,dhﬂﬂ.ﬂw..”,.”. R — N —
m/z--> 20 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 9

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

8.98 19.28 ng 3610370 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 81
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 37
3 2.6-Dodecadiene. 2.6-dimethvl- 194 C14H26 1000164-67-6 35
4 8-Bromo-1-octanol 208 C8H17BrO 050816-19-8 14
5 1-(P-FLUOROPHENYL)-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 14

Abundance Scan 638 (8.979 min): BF083469.D (-636) (-) m/z 193.20 100.00%
193
55 69
o5 123
5000
208 550 8.60 8.80 9.00 9.20 9.40
(o} m/z 69.10 78.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61716: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 9 109 AR AR LR SRS
137 8.60 8.80 9.00 9.20 9.40
151 208 m/z 55.10 76.14%
e i \ s |
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
8.60 880 9.00 920 9.40
5000 43 55 m/z 123.15 68.51%
60 g, O 109
29 123
o 137149 163 179 | 207 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52085: 2,6-Dodecadiene, 2,6-dimethyl- e ma E e AR
69 8.60 8.80 9.00 9.20 9.40
m/z 95.10 62.13%
5000 41
55 123
83
29 151 194
0 \‘ L1y \‘M Il \\‘ 9\5 199 ‘ 137 ‘ 165 179 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 14

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

9.90 13.07 ng 2447060 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 60
2 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 35
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 35
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 35
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 35

Abundance Scan 719 (9.905 min): BF083469.D (-716) (-) m/z 69.10 100.00%
41 55 193
5000
07 9.60 9.80 10.00 10.20
ol G2z 1 m/z 170.20  85.80%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36213: Naphthalene, 1,6,7-trimethyl-
155 170
5000 L IS I BN SRR
9.60 9.80 10.00 10.20
m/z 55.10 80.67%
6 115128149 ‘
51 7689103 | | " |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
155 170
A e A RARAR B E
9.60 9.80 10.00 10.20
5000 m/z 193.20 79.72%
115128
27 39 51 63 77 89 102 141
O et e e il e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36210: Naphthalene, 1,4,6-trimethyl- R e B e e R
155 9.60 9.80 10.00 10.20
170 m/z 155.10 78.49%
5000
115128
P8 Twwe | W
Ol bl el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9. 80 10 00 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 14 unknown9.98 Concentration Rank 18

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

9.98 10.68 ng 2000090 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_.1Tundeca-3... 222 C13H1803 070412-52-1 47
2 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 43
3 Bromo-4-fluoroacetophenone 216 C8H6BrFO 000403-29-2 43
4 3-Fluoro-N-I2-(N-hvdroxycarbamim... 239 C11H14FN302 1000297-41-5 43
5 4-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02 1000280-68-3 38

Abundance Scan 726 (9.985 min): BF083469.D (-724) (-) m/z 123.15 100.00%
123
5000 41 55 81 95 109
173 207 .
137 155 g7 222 ” 9.60 9.80 10.00 10.20
0 m/z 81.10 37.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70694: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123
43
5000 179 REEE SRR AR
109 -~ 960 980 10. 00 10.20
137 m/z 109.10 36.87%
oo D 00 Y | | last® o
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 250 250 '
Abundance
123
o 0.60 9.80 10.00 10.20
5000 m/z 55.10 36.75%
41 %
o 27 55 140 163 208
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 200 250 250 '
Abundance #67131: Bromo-4-fluoroacetophenone A EEREE R
123 9.60 9.80 10.00 10.20
m/z 95.10 35.31%
5000 95
0o T 109
14 31 il ‘\ |l \‘ 1 ally ‘ | 138 176 216
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 1('30 180 200 22'0 24'10 ! 9. 60 9. 80 10. 00 10. 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Naphthalene, 1,2,3,4-tetram... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.58 21.88 ng 891277 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetramethvl- 184 Cl14H16 003031-15-0 90
2 Cvclopentene. 1.2-dimethvl-4-met... 184 C14H16 1000152-22-4 90
3 Naphthalene. 1l-methvl-7-(l1-methv... 184 C14H16 000490-65-3 89
4 2.4.6(1H.3H.5H)-Pvrimidinetrione... 240 C12H20N203 055134-03-7 72
5 Azulene, 7-ethyl-1,4-dimethyl- 184 C14H16 000529-05-5 64
Abundance Scan 778 (10.579 min): BF083469.D (-776) (-) m/z 169.10 100.00%
169
184

5000

198 10.20 10.40 10.60 10.80

213228 246 266

O m/z 184.20 73.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45645: Naphthalene, 1,2,3,4-tetramethyl-
169 184
5000 LI L L L L L L L L LB}
10.20 10.40 10.60 10.80
0
15 141154 m/z 97.10 22.87%
3 63779 -y |yl |
O e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
169 154
R R e R s )
10.20 10.40 10.60 10.80
5000 91 154 m/z 153.10 18.89%
141
28
51 77 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45651: Naphthalene, 1-methyl-7-(1-methylethyl)- e ma E e AR
169 10.20 10.40 10.60 10.80
m/z 55.10 17.64%
184
5000
154
141
2\7 ‘\11 " 6\3 7\\7\\ 92 \‘\ H‘ H\‘ \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.82 29.25 ng 1191440 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 887 (11.825 min): BF083469.D (-885) (-) m/z 73.10 100.00%

43 | 7B
5000
129
97 LB e o L O
1 s7a71 192 23 26025 11.60 11.80 12.00 12.20
ol 4 m/z 60.10 91.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
43 73
5

5000 256 LIS L B
11.60 11.80 12.00 12.20

m/z 43.10 83.72%

2%
Il‘ll |‘i‘l‘| s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

0
Abundance
43 B
R B BREE B
57 11.60 11.80 12.00 12.20
5000 m/z 57.10 68.31%
27 9 129 171 214
o "112 | 143 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #46617: Undecanoic acid R B BREE B
60 11.60 11.80 12.00 12.20
43 m/z 55.10 63.87%
5000
T ‘
ol bl S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.90 41.74 ng 1699990 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 981 (12.899 min): BF083469.D (-979) (-) m/z 43.10 100.00%
7 \w&\v~J)M]km«A~\~afw
5000
1260 12.80 13.00 13.20
0 m/z 73.10 95 .50%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43
73
5000
129 12.60 12.80 13.00 13.20
0
97 ‘ 185 a1 284 m/z 60.10 84 .98%
0 |1|8‘\| ‘k“ IH“"‘ hl\ .““H. ‘\h\lw .‘“h. u 157 I\ .‘. ‘I 2|13| L .‘ 2|6|5 A I —
miz--> 0 50 100 150 200 250 300 350
Abundance
43
73 12,60 12.80 13.00 13.20
5000 o84 m/z 57.10 74 .57%
19 %
97
185
o 157 213 241 ooe 311 372
miz--> 0 55 160 1%0 260 250 360 3%0
Abundance #83683: Pentadecanoic acid R REEam B S
48 73 12.60 12.80 13.00 13.20
m/z 55.10 70.30%
5000 \HV»‘““'”/A\“A\\—»\.vVN_\f‘
129 242
T |
0|||LI‘l“l‘llml‘]‘l‘lu“l‘l|~1|52||‘|‘|‘||2|23|| T R B
miz--> 0 50 100 150 200 250 300 350 12.60 12.80 13.00 13.20

8270-BF113015.M Fri Dec 04 16:27:06 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Ricinoleic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.91 380.78 ng 32113200 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ricinoleic acid 298 C18H3403 000141-22-0 83
2 Oxacvclododecan-2-one 184 C11H2002 001725-03-7 68
3 Chloromethvl 5-chloroundecanoate 268 C12H22C1202 080418-91-3 46
4 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 38
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 27
Abundance Scan 1069 (13.905 min): BF083469.D (-1058) (-) m/z 55.10 100.00%
g5
5000 o7 VL
3 124 5166 13.60 13.80 14.00 14.20
148 . : : -
ob..3 195 230247 280 305 325344 m/z 97.10 36.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #116564: Ricinoleic acid
55
5000 USRS BRI B B
13.60 13.80 14.00 14.20
124 166 m/z 98.10 34.81%
0 184 208 235 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 98
13.I60 13.I80 14.'00 14.'20 '
5000 m/z 41.10 33.69%
29 sl
124
148166,
G s L R AL L S B L L LR LARR LA AL S LA LA RARRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98877: Chloromethy! 5-chloroundecanoate B EmEE B B
13.60 13.80 14.00 14.20
m/z 69.10 32.41%
5000 a\__v‘_ﬂav///1\-\_“\~\“_—‘
o} o MUl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 ﬁmﬁmm@m% !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 28-Nor-17.beta.(H)-hopane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
1751 16.22 ng 618109  Perylene-d12 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 28-Nor-17.beta.(H)-hopane 308 C20H50 036728-72-0 72

055401-75-7 40
1000285-40-2 38
062558-67-2 27
016539-02-9 25

2 Anthracene. 9-dodecvltetradecahv... 360 C26H48

3 .beta.-iso-Methyl ionone 206 C14H220

4 Butanoic acid. 4-(4-hydroxvphenv... 209 C10H11NO4
5 1,4-Methanonaphthalene, 6,7-diet... 206 C15H26

Abundance Scan 1384 (17.506 min): BF083469.D (-1382) (-) m/z 191.20 100.00%
191
95
5000 S5 123
163 L B o L B
231 264
286 35 354 383 408 17.20 17.40 17.60 17.80

0 Lt Ll 50325 304 5408 “hm/z 95.10  59.98%

miz--> 50 100 150 200 250 300 350 400
191 -

Abundance #156125: 28-Nor-17.beta.(H)-hopane
5000 R R

109 17.20 17.40 17.60 17.80
135 398 m/z 81.10 56.14%
217 260 355
SN W . JOE°L W
mz--> 50 200 250 300 350 400
Abundance
95 191
o
43 17.20 17.40 17.60 17.80
5000 &7 m/z 55.10 46.90%
135
0 161 211236 264 303
e e T T T P
mz--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone T

191 17.20 17.40 17.60 17.80
m/z 123.15  45.62%

69 9

Ouuul‘.“.. ‘ “.‘.

5000 28 WM
135 163

m/z--> 50 100

150

T
200

250

300 350 400

17. 20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083469.D

Aca On : 3 Dec 2015 19:49

Operator : UM/I1Z

Sample : 64573-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 28-Nor-17.alpha.(H)-hopane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.88 16.94 ng 645666 Perylene-di12 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 56
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
3 4-(3H-Imidazol4.5-blpvridin-2-vl.__. 342 C15H18N8S 1000276-08-2 38
4 1-Cvclohexene. 1.3.3-trimethvl-2_... 206 C14H220 1000197-08-4 38
5 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16CIFN2S 1000298-18-2 38
Abundance Scan 1417 (17.883 min): BF083469.D (-1415) (-) m/z 191.20 100.00%
191
95
5000 69 J\\«A/\AM
41 123 163 R AR SN SURURN B
278 17.60 17.80 18.00 18.20
o 218 241 298 323 350370 397 420 n/z 95.10 50 44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 LR B UL SULRURA SRR
109 137 17.60 17.80 18.00 18.20
217 m/z 81.10 46 .50%
N
0...|....H‘.‘.“.”‘.l.‘.“.l|‘.“...‘l...luuuulluuu“.‘l...
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
17,60 17.80 18.00 18.20
5000 m/z 69.10 35.86%
a3 69 91 123 149 _VJA\A“A““4/UA\A\«,x\MVN-J
e L 0 L L WL UL L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #137809: 4-(3H-Imidazo[4,5-b]pyridin-2-ylsulfanylmethyl)-6... e e ERRES BE s
191 17.60 17.80 18.00 18.20
m/z 109.10 27 .16%
151
ol 34, 84 13 B 222 256 281 309 342
LEREE UL UL SR BUNLELN SRR SURLELEA SUNLELELS SR R AR SN SUNURN B
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\

Data File : BF083469.D

Acg On : 3 Dec 2015 19:49 Instrument :
Operator : UM/I1Z BNA_F

Sample - G4573-02 ClientSampleld :
Misc : K207-20-25

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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]
2-Pentanone, 4-hy... 4.64 35.8 ng 2066170 1 6.52 1155590 20.0
unknown6 .30 6.30 86.6 ng 5004390 1 6.52 1155590 20.0
unknown7 .72 7.72 11.2 ng 1785410 2 7.82 3180870 20.0
Naphthalene, 2-et... 8.11 13.1 ng 2087370 2 7.82 3180870 20.0
unknown8.28 8.28 18.8 ng 2996860 2 7.82 3180870 20.0
7-Tetradecene 8.37 12.5 ng 1986910 2 7.82 3180870 20.0
Cyclohexane, (2-e... 8.45 12.3 ng 1954850 2 7.82 3180870 20.0
unknown8 .82 8.82 9.1 ng 1694000 3 9.57 3744250 20.0
Decahydro-4,4,8,9... 8.98 19.3 ng 3610370 3 9.57 3744250 20.0
Naphthalene, 1,6,... 9.90 13.1 ng 2447060 3 9.57 3744250 20.0
unknown9 .98 9.98 10.7 ng 2000090 3 9.57 3744250 20.0
Naphthalene, 1,2,... 10.58 21.9 ng 891277 4 11.12 814609 20.0
n-Hexadecanoic acid 11.82 29.3 ng 1191440 4 11.12 814609 20.0
Octadecanoic acid 12.90 41.7 ng 1699990 4 11.12 814609 20.0
Ricinoleic acid 13.91 380.8 ng 32113200 5 14.73 1686720 20.0
28-Nor-17 .beta.(H... 17.51 16.2 ng 618109 6 16.80 762277 20.0
28-Nor-17.alpha.(... 17.88 16.9 ng 645666 6 16.80 762277 20.0
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