LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 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-BF052316.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 1.644 4 5 58 rVvB 3221820 6201016 100.00% 11.663%
2 4.776 277 279 291 rBV 30168 86835 1.40% 0.163%
3 5.427 334 336 352 rBV 832561 1707469 27.54% 3.211%
4 6.753 449 452 458 rBV 92427 140583 2.27% 0.264%
5 7.096 480 482 487 rBV 501673 924077 14.90% 1.738%
6 7.188 487 490 496 rVB 2111132 3155935 50.89% 5.936%
7 7.519 517 519 522 rBV 656775 769340 12.41% 1.447%
8 7.576 522 524 526 rBV2 41945 72552 1.17% 0.136%
9 7.759 537 540 543 rBY 2307874 2853059 46.01% 5.366%
10 7.896 547 552 555 rVB2 73583 155613 2.51% 0.293%

11 8.079 564 568 571 rBV3 72010 188558 3.04% 0.355%
12 8.125 571 572 576 rVB 76249 79605 1.28% 0.150%
13 8.193 576 578 580 rBV 76429 111890 1.80% 0.210%
14 8.445 596 600 601 rBV 1456773 2527491 40.76% 4._.754%
15 8.468 601 602 606 rvB 231898 257931 4.16% 0.485%

16 8.593 610 613 617 rBv2 117568 331088 5.34% 0.623%
17 8.708 620 623 626 rVB3 78833 181201 2.92% 0.341%
18 8.776 626 629 630 rBvV 91895 150331 2.42% 0.283%
19 8.811 630 632 634 rVB 63642 86045 1.39% 0.162%
20 8.879 634 638 640 rBv4 44752 107801 1.74% 0.203%

21 8.948 640 644 646 rVB3 95228 184233 2.97% 0.347%
22 9.073 649 655 657 rBvV5 49863 164009 2.64% 0.308%
23 9.142 657 661 663 rBv4 67833 183078 2.95% 0.344%
24 9.211 663 667 671 rVB3 123994 298186 4.81% 0.561%
25 9.348 671 679 681 rBv4 149139 550029 8.87% 1.035%

26 9.405 681 684 685 rBv2 49943 95026 1.53% 0.179%
27 9.451 685 688 689 rBvV 69310 98850 1.59% 0.186%
28 9.496 689 692 694 rBv4 56980 86411 1.39% 0.163%

29 9.553 694 697 699 rBvV 692821 819079 13.21% 1.541%
30 9.702 707 710 715 rBV3 157366 489571 7.90% 0.921%

31 9.816 718 720 722 rBV2 132174 293757 4.74% 0.553%
32 9.862 722 724 727 rVB3 214083 399709 6.45% 0.752%
33 9.931 727 730 732 rBV3 67819 95203 1.54% 0.179%
34 10.034 732 739 742 rBV5 225387 813412 13.12% 1.530%

8270-BF052316.M Thu May 26 18:37:12 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 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-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.171 746 751 753 rBv2 319121 789911 12.74% 1.486%

36 10.251 753 758 762 rVV5 257204 895960 14.45% 1.685%
37 10.319 762 764 767 rBv2 119407 269076 4_.34% 0.506%
38 10.491 774 779 783 rBVv3 407086 1658079 26.74% 3.119%
39 10.708 795 798 803 rVvB5 711757 2177876 35.12% 4._.096%
40 10.834 803 809 810 rBV5 548946 1657452 26.73% 3.117%

41 10.971 817 821 822 rBv2 328720 844234 13.61% 1.588%
42 11.108 830 833 835 rBv4 343102 742454 11.97% 1.396%
43 11.336 850 853 855 rBvV 2525934 3244738 52.33% 6.103%
44 11.611 874 877 881 rBVv3 611226 1809442 29.18% 3.403%
45 12.388 943 945 948 rVB3 779529 1137048 18.34% 2.139%

46 12.857 982 986 990 rBV6 796057 2485947 40.09% 4.676%
47 13.234 1016 1019 1022 rVB4 550537 1320163 21.29% 2.483%
48 13.657 1052 1056 1058 rBV 840219 1899330 30.63% 3.572%
49 13.702 1058 1060 1068 rVV5 1300045 3354974 54.10% 6.310%
50 14.800 1154 1156 1159 rVB 497114 777195 12.53% 1.462%

51 17.166 1360 1363 1365 rVB 1850072 2337671 37.70% 4_.397%
52 18.503 1478 1480 1484 rVB 557235 642371 10.36% 1.208%
53 20.160 1623 1625 1630 rVB 349865 465215 7.50% 0.875%

Sum of corrected areas: 53168109
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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:\HPCHEMI\BNA F\DATA\BF052516\

BF087392.D

26 May 2016  3:03

UM/SsJ

H3212-05

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 2 unknown7.19 Concentration Rank 2

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

7.19 82.04 ng 3155940 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 490 (7.188 min): BF087392.D (-487) (-) m/z 132.00 100.00%
132
5000 68 A
40 5 % J 6.80 7.00 7.20 7.40 7.60
7
ol Jrer [ asus W w/z 68.05  47.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 RN R AU I I
6.80 7.00 7.20 7.40 7.60
70 m/z 134.00 32.93%
31 414 60 86
0..‘..ll.‘..l‘..‘..‘l.‘...‘l:I:O?.l].-Gluu‘.....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132

69 B e e REEEEEEmEE
104 6.80 7.00 7.20 7.40 7.60

5000 m/z 66.05 32.91%

31 51 8
O T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance : i i

#52379: Tranylcypromine-propionyl LI LI e e
57 132 680 700 720 740 760

m/z 69.10 20.03%

74
116
5000 98 J\\k
0 o .NM 8 rﬂQ7ILLIII\‘ 158 189

m/z--> 40 60 80 100 120 140 160 180 6. 80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown8.59 Concentration Rank 18

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

8.59 8.08 ng 331088 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1l-ethvl-2-pentvl- 140 C10H20 062238-08-8 47
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 38
3 cis-3-Decene 140 C10H20 019398-86-8 38
4 2-Decene. (2)- 140 C10H20 020348-51-0 35
5 5-Decene, (E)- 140 C10H20 007433-56-9 35

Abundance Scan 613 (8.593 min): BF087392.D (-610) (-) m/z 41.10 100.00%
4 55
69
5000
97
140 S
L] | 111 125 8.20 8.40 8.60 8.80 9.00
Obrrprrrerrerrprrr el sl el L Tm/z 55.10 0 99.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18031: Cyclopropane, 1-ethyl-2-pentyl-
5
41
69
5000 SRR SRR R R
8.20 8.40 8.60 8.80 9.00
29 a4 m/z 57.10 87.04%
111
0 ”I'"ﬁq"ﬁ"'ﬂ"'W'"W"'W'"W'"W"”I"”I'”'I}%ﬁl'“%??”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
i 820 8.40 8.60 8.80 9.00
5000 55 m/z 42.10 60.25%
140
29 & 111
ol 15 97 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17944: cis-3-Decene L I e e e e ]
41 5 8.20 8.40 8.60 8.80 9.00

m/z 69.10 57 .25%

69
5000
29
‘ 84 97 140
5| O a5

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 820 8.40 860 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 5 unknown9.21 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.21 7.28 ng 298186 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 47
2 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 43
3 1-Propenvlaziridine 83 C5HO9N 1000192-51-0 38
4 1-Hexadecanol 242 C16H340 036653-82-4 38
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 35
Abundance Scan 667 (9.211 min): BF087392.D (-663) (-) m/z 55.10 100.00%

5000

8.80 9.00 9.20 9.40 9.60

0 m/z 41.10 86.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18026: Cyclohexane, (2-methylpropyl)-
55 8
41
5000 | AL LI L L L L L L L L
97 8.80 9.00 9.20 9.40 9.60
140 m/z 83.10 82.13%
0...“%?w.”.“..w.”.,”....”,.”.“....”. A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 83
R e R S R R
8.80 9.00 9.20 9.40 9.60
5000 41 m/z 69.10 62.22%
67
27
oL 15 75 % 109 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1293: 1-Propenylaziridine A RREEE RS E ST
41 55 83 8.80 9.00 9.20 9.40 9.60
28 m/z 43.05 45 _.03%
5000
68
O T T T T e e .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown9.35 Concentration Rank 14

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

9.35 13.43 ng 550029 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. tetrahydro-3.4-dimethyl-.... 100 C6H120 027953-97-5 25
2 3-Methvlcvclohexvlamine.cé&t 113 C7H15N 006850-35-7 22
3 1-Butanol. 3-methvl-. formate 116 C6H1202 000110-45-2 22
4 2-Propen-1l-amine. N-ethvl- 85 C5H11N 002424-02-4 18
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 14

Abundance Scan 679 (9.348 min): BF087392.D (-671) (-) m/z 55.10 100.00%
55

70

141

5000

9.00 9.20 9.40 9.60

0 m/z 41.10 97 .57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3962: Furan, tetrahydro-3,4-dimethyl-, cis-
55 70
5000 LI L L L L L L
42 100 9.00 9.20 9.40 9.60
- m/z 70.10 77 .79%
0 H “\m il Al 80 |
R L L L o o o S R N R SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
56 70
R EAEEE R
9.00 9.20 9.40 9.60
5000 43 m/z 141.10 71.44%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8168: 1-Butanol, 3-methyl-, formate R B Emas S
55 70 9.00 9.20 9.40 9.60
m/z 69.10 66.01%
5000 41
29
Obrrrrrrrrrbrers e el 88,208 118 | e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown9.70 Concentration Rank 16

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

9.70 11.95 ng 489571 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 38
2 2.2°-(tert-Butvlimino)diethanol 161 C8H19NO2 002160-93-2 32
3 Homoserine 119 C4H9NO3 000498-19-1 25
4 _beta.-d-Allopvranoside. methvl ... 192 C8H1605 014917-72-7 25
5 Allyl mercaptan 74 C3H6S 000870-23-5 22

Abundance Scan 710 (9.702 min): BF087392.D (-707) (-) m/z 74.05 100.00%
7
41 55
5000
6 9.40 9.60 9.80 10.00
01 m/z 55.10 71.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8128: Pentanoic acid, 2-methyl-
74
5000 43 AN SR N AR
9.40 9.60 9.80 10.00
87 m/z 41.10 68.71%
0 15 \\ \‘ M 65 N ‘ 101 117
m/z--> fo ﬁo §o Jo 55 65 70 80 90 100 1io 120 1éo 150 1%0 1éo
Abundance
74
940 9.60 9.80 10.00
5000 m/z 43.10 59.62%
15 84 102 4y 10 e 161
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9024: Homoserine R B R
74 9.40 9.60 9.80 10.00
m/z 81.10 53.59%
44
5000 08
56
o | TRIA 89 101 120
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 70 80 90 1(')0 11'0 12'0 13'0 14'10 1&1,0 1('30 ' 9. Zo 9. 530 9. 80 10'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 cis-Hept-4-enol Concentration Rank 20

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

9.82 7.17 ng 293757 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Hept-4-enol 114 C7H140 006191-71-5 53
2 4-Hepten-1-ol 114 C7H140 020851-55-2 49
3 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 47
4 Cvclopentane. l-methvl-2-methvlene- 96 C7H12 041158-41-2 47
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 47

Abundance Scan 720 (9.816 min): BF087392.D (-718) (-) m/z 81.10 100.00%
il
41 55
5000
67
%6 HEREE RSN TN SR SN

109 9.60 9.80 10.00 10.20

124 137 151
01 u“l—;‘mﬂ‘wﬁﬁrﬁrﬁw—wﬂ m/z 55.10 58.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #7455: cis-Hept-4-eno
81
41
55
5000 68 LA L L L L L L L
9% 9.60 9.80 10.00 10.20
27 m/z 41.10 56.62%
114
0.q}ﬁlnkm.me.Jﬂh.mﬂh.jLm,wh,n”“lu“u.“uq.nqu.qn
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 81
T
55 9.60 9.80 10.00 10.20
5000 m/z 67.10 30.06%
27 67
96
114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2926: Cyclobutane, (1-methylethylidene)- B B B e o
81 9.60 9.80 10.00 10.20
m/z 39.10 28.89%
5000
27 ¥ 53 4 %
0.q””“uquu&on”“AHHJHHWJHPHWHHPuqu”“nquu“. B M e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown9.86 Concentration Rank 17

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

9.86 9.76 ng 399709 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlphosphonic acid. fluoroanh... 210 C9H20F02P 333416-27-6 35
2 2.3.4-Trimethvl-isoxazol-5(2H)-one 127 C6H9NO2 007713-68-0 30
3 3-Heptvne. 7-fluoro-2.2-dimethvl- 142 C9H15F 055402-11-4 14
4 2-Hvdroxv-4-hvdroxylaminopvrimidine 127 C4H5N302 020555-88-8 14
5 2-Thiophenecarboxaldehyde, oxime 127 C5H5NOS 029683-84-9 14

Abundance Scan 724 (9.862 min): BF087392.D (-722) (-) m/z 127.10 100.00%
41
- 69
5000 g1, %
114 R TR N SUNRA B
| 141 156 9.60 9.80 10.00 10.20
o ey A m/z 41.10 66.95%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #69941: Propylphosphonic acid, fluoroanhydride, 2-methylpe...
127
41
5000 '9.60 9.80 10.00 10.20
98
% 69 gy 112 o m/z 69.10 55.66%
b L s a7 am 105 onr
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
127
'9.60 9.80 10.00 10.20
5000 56 m/z 55.10 46 .00%
42
98
68 g3 112
S S L S U B WL I S B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #19917: 3-Heptyne, 7-fluoro-2,2-dimethyl- e B ERmEE BE
127 9.60 9.80 10.00 10.20
m/z 96.10 43 .63%
5000
96 142
0 41 55 67 8‘1“\-}\(\)9 |
m/z--> Jo eb éo 160 150 150 1éo 1§0 260 ' 9%0 980 1000 1050

8270-BF052316.M Thu May 26 18:37:19 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 10 unknownl10.03 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.03 19.86 ng 813412 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid. 4-methvl- 114 C6H1002 010321-71-8 38
2 2-Propen-1-one. l1l-cvclopropvl- 96 C6H80 059819-62-4 35
3 2-Pentenoic acid. 2-methvl- 114 C6H1002 003142-72-1 35
4 2.6-Octadienoic acid. 3.7-dimeth... 182 C11H1802 001189-09-9 27
5 Cyclohexanecarboxylic acid, 1l-et... 156 C9H1602 001124-98-7 27

Abundance Scan 739 (10.034 min): BF087392.D (-732) (-) m/z 55.10 100.00%
4 55 69
5000 o5
83 111 141 MU
|| | 03 il 2+ 13 156 9.80 10.00 10.20 10.40
o ] m/z 69.10 95.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7229: 2-Pentenoic acid, 4-methyl-
4 69
59
114
5000 LRI RN SULLN LN U
21 99 9.80 10.00 10.20 10.40
81 m/z 41.10 90.04%
\‘ \“\ \\ Ll \H ‘ 89 1l
O”I””P'”P”'P”W'”'“'W””I””P'”P”'P”W'”W”'W””I””P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
7 41 g5 69
9.80 10.00 10.20 10.40
5000 9% m/z 43.10 45_79%
0 o pfuﬂq/qufb/«/\/ﬂ/A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #7234: 2-Pentenoic acid, 2-methy!- L B e
41 69 9.80 10.00 10.20 10.40
114 m/z 39.10 43.96%
LT %
0,,,‘,”,‘,‘,,‘,,‘,,,,,, S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10. OO 10. 20 10 40

8270-BF052316.M Thu May 26 18:37:19 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 11 unknownl10.17 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.17 19.29 ng 789911 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0lhexane. 1.5-dimethyvl- 110 C8H14 1000142-17-5 35
2 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 35
3 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 35
4 Cyclohexene. 4-methvl-1-(1-methv... 138 C10H18 000500-00-5 35
5 2-Propen-1-one, 1-cyclopropyl- 96 C6H80 059819-62-4 30
Abundance Scan 751 (10.171 min): BF087392.D (-746) (-) m/z 95.10 100.00%
95
[ = M
55
5000
81 110
USSR B
125 138 9.80 10.00 10.20 10.40
o o5 166 m/z 41.10 80.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl-
95
67
5000 B AR SR B
55 9. 80 10 00 10. 20 10.40
41 ‘ 82 110 m/z 69.10 73.18%
0”P”W””P”“M”PLW”NP”“L”ﬁw'””P“W““P“W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
95
9.80 10.00 10.20 10.40
5000 67 m/z 55.10 63.48%
110
27 ¥ 5 7 W
o 15
R SRR AR AR RN RARAN ARAR AR RARAN RARAS KRS KRN RARAS AN LR RARLS LARRS BAN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5858: trans, trans-3,5-Heptadien-2-one R R RREEEEa
95 9.80 10.00 10.20 10.40
m/z 43.10 42 .63%
67
5000
41 110
0 1\5 2\7 ‘\ 5]\' ‘\ I 83 1
mz> 10 20 30 40 50 80 70 80 9 100140 130 130 140 150 160 130 9.80 10.00 10.20 10.40

8270-BF052316.M Thu May 26 18:37:20 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 6-Methyl-hept-2-yn-4-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.25 21.88 ng 895960 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-MethvIl-hept-2-vn-4-ol 126 C8H140 060018-69-1 50
2 Cvclooctanemethanol 142 C9H180 003637-63-6 50
3 Cvclooctane. ethvl- 140 C10H20 013152-02-8 47
4 Cvclohexane. 1-ethvl-1.3-dimethv... 140 C10H20 062238-31-7 47
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 47

Abundance Scan 758 (10.251 min): BF087392.D (-753) (-) m/z 69.10 100.00%

55 69

5000

B

10.00 10.20 10.40 10.60

(o} m/z 55.10 85.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11357: 6-Methyl-hept-2-yn-4-ol
69
5000 LA B L L L L L L
10. OO 10 20 10. 40 10. 60
41 . 111 m/z 111.10 73.28%
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69
e ARARRREE R
10.00 10.20 10.40 10.60
m/z 41.10 63.18%
5000 55 11
4l 82 96
ol 18 29 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17970: Cyclooctane, ethyl- e RARREEE RS
69 10.00 10.20 10.40 10.60
m/z 39.10 29.08%
111
5000 55
41
0 Dol s e | 1140
L Raama L AR Raa L e A RAARA RRaas o e RARREEE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10. 00 10 20 10. 40 10. 60

8270-BF052316.M Thu May 26 18:37:21 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknownl10.49 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.49 40.49 ng 1658080 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazole. 1.4-dimethvl- 96 C5H8N2 001072-68-0 25
2 Dichloroacetic acid. l1-cvclopent... 224 C9H14Cl1202 1000282-56-3 22
3 Cvclododecanemethanol 198 C13H260 001892-12-2 12
4 Carbonic acid. allvl cvclohexvIm... 198 C11H1803 1000357-80-7 12
5 trans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 11
Abundance Scan 779 (10.491 min): BF087392.D (-774) (-) m/z 55.10 100.00%

5000

EE

133

148 160170 10.20 10.40 10.60 10.80

0 m/z 41.10 83.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2755: Pyrazole, 1,4-dimethyl-
95
5000 LA L L L L L L L
42 10,20 10,40 10,60 10.80
28 5q 68 m/z 95.10 55.31%
LA L
0 \‘ \‘\ [lll, ull A !
B o o e B B o A I O N B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 81 97
I Ea e  BERREmE
10.20 10.40 10.60 10.80
5000 m/z 81.10 52.60%
41 67
29
0 111 127 139 155167 183 199
LI i i B o o o e R B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59795: Cyclododecanemethanol R B B
55 69 10.20 10.40 10.60 10.80
0
a1 83 o7 m/z 97.10 50.52%
5000
29 111
123
137
m/z--> 20 40 60 80 100 120 140 160 180 200 10 20 10. 40 10. 60 10 80

8270-BF052316.M Thu May 26 18:37:22 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 14 4,7-Methano-1H-indene, octa... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.71 53.18 ng 2177880 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indene. octahvdro- 136 C10H16 006004-38-2 78
2 1-Naphthalenol. decahvdro-. (l1.a... 154 C10H180 014759-74-1 74
3 1.2.3.4.4a.5.6.8a-0ctahvdro-naph... 136 C10H16 031244-58-3 64
4 Endo-tricvclol5.2.1.0(2.6)1decane 136 C10H16 1000215-28-8 55
5 1.alpha., 4a.beta., 8a.alpha.-De... 154 C10H180 036159-47-4 43

Abundance Scan 798 (10.708 min): BF087392.D (-795) (-) m/z 95.10 100.00%

1 136

109 121
5000

10.40 10.60 10.80 11.00

01 m/z 67.10 96.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15790: 4,7-Methano-1H-indene, octahydro-
95
67
136
5000 79 121 T T T T T T T
a1 10.40 10.60 10.80 11.00
107 0
- ‘ m/z 41.10 94.01%
53 ‘
0 ‘M ‘\ . M‘H \ ‘ | ‘\ ‘\ ‘ | | |
e o A B o L e B e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
136
T T
67 94 10.40 10.60 10.80 11.00
5000 79 m/z 136.10 87.89%
a1 o 107 121
154
[0 o L L e s o e s B LA o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15813: 1,2,3,4,4a,5,6,8a-Octahydro-naphthalene T ]
95 136 10.40 10.60 10.80 11.00
m/z 69.10 80.51%
67 7
5000
41 107 121
27 ‘ 55 ‘
0 .MM.;..HM,JW.JWH hl,uu..p...ﬂ,....,....,.. M
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00

8270-BF052316.M Thu May 26 18:37:23 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 15 unknownl10.83 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.83 40.47 ng 1657450 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlcvclohexanol. heptafluoro... 324 C12H15F702 959079-92-6 47
2 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 46
3 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 43
4 2.4-Heptadienal. (E.BE)- 110 C7H100 004313-03-5 38
5 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 30

Abundance Scan 809 (10.834 min): BF087392.D (-803) (-) m/z 81.10 100.00%

8t

5000

B

10.60 10.80 11.00 11.20

0! m/z 41.10 64 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163663: 2-Ethylcyclohexanol, heptafluorobutyrate
81
5000 110 LA I L L L L L L L
41 10. 60 10. 80 11. 00 11. 20

m/z 55.10 59.43%

169
ol15 4 1l # 70 |, | 131150 | 197 225 253 324
R A m o e e AAd RAARa nas s At
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
81
R mm s B
10.60 10.80 11.00 11.20
5000 m/z 95.10 58.89%
110
39 55
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #5937: Cyclohexene, 1-ethyl- A mam T B
81 10.60 10.80 11.00 11.20
m/z 110.10 37 .65%
5000
41 110
0.?ﬁ$HWJh.”M””“”..”.””.”..”.””.”..”.””“.”.”w”. ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 60 10. 80 11. 00 11. 20

8270-BF052316.M Thu May 26 18:37:24 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 16 1-Isopropyl-1,4,5-trimethyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.97 20.61 ng 844234 Naphthalene-d8 9.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropvl-1.4.5-trimethvlcvclo... 168 C12H24 219783-06-9 50
2 4-Nonene. 2.3.3-trimethvl-. (2)- 168 C12H24 063830-68-2 47
3 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 47
4 Methvl 2-hvdroxvdecanoate 202 C11H2203 071271-24-4 35
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 35
Abundance Scan 821 (10.971 min): BF087392.D (-817) (-) m/z 69.10 100.00%
9 M
41
55
5000 2 125
83
1 141 155 10,60 10.80 11.00 11.20
ol i SO180 7 41,10 63.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36867: 1-1sopropyl-1,4,5-trimethylcyclohexane
69
5000 41 85 125 10,60 10.80 11.00 11.20
m/z 55.10 58.22%
27 o5 109
0||1|5||U||‘|“|||‘l‘||H‘|||“|||||||||||‘||||||||||||||||
m/z--> 20 40 60 100 120 140 160 180
Abundance
69
10,60 10.80 11.00 11.20
5000 m/z 95.10 53.03%
41 g5
83 125
21 95 111 168
L L S L UL B L S B N B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27092: Cyclohexane, 1,2-diethyl-3-methyl- R R RREEEEa
69 10.60 10.80 11.00 11.20
m/z 125.10 48.60%
5000 55 83 125 ’\~V—/\-VVV/\RJ/rJ/WA\\J
29
0 L ‘ ‘ “ ‘ l 9? 111 il 139 15\4
m/z--> 20 ' 60 % 100 120 140 160 180 10,60 10.80 11.00 11.20

8270-BF052316.M Thu May 26 18:37:25 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 17 unknownl11.11 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.11 13.06 ng 742454 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 38
2 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 38
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 1000150-99-3 38
4 Cvclobutene. 1.2.3.4-tetramethvl- 110 C8H14 090346-45-5 38
5 5,7-Octadien-3-ol, 2,4,4,7-tetra... 182 C12H220 077142-78-0 38
Abundance Scan 833 (11.108 min): BF087392.D (-830) (-) m/z 41.10 100.00%
1 55 95 /AL/ﬂvaﬁw/\J«f/v
5000
124 m 10,80 11,00 11.20 1140
ol i 32216198 1 a7 E5 10 89.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10721: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
7 95
124
5000 41 55 109 RN PRI SN B
81 10.80 11.00 11.20 11.40
m/z 95.10 86.59Y%
0 IIIUI .‘i“...“l‘l .“H‘..“‘i“. .‘.Hlu‘.‘. ; IUI e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
67 81 9%
110 10.|80 11.'00 11.'20 11.'40 '
5000 41 m/z 69.10 65.73%
27 %5 J/W/ﬂk/qxﬂJV/kﬁ\/ﬂv
R L L L UL UL B WU SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6038: Cyclopentane, 1,2-dimethyl-3-methylene-, trans- R e R RR B
95 10.80 11.00 11.20 11.40
m/z 81.10 55.75%
41
67
5000] o7 81
55 110
R L L UL UL DL S UL SR RN IR SN B
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40

8270-BF052316.M Thu May 26 18:37:25 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 18 unknownll.61 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.61 31.83 ng 1809440 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-methvl-1-cvclopen... 124 C8H120 003168-90-9 45
2 2-Cvclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 43
3 2-Cvclopenten-1-one. 3.5.5-trime... 124 C8H120 024156-95-4 43
4 6.6-Dimethvlhepta-2.4-diene 124 C9H16 1000195-03-3 43
5 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 43
Abundance Scan 877 (11.611 min): BF087392.D (-874) (-) m/z 109.10 100.00%
1
5000 124
135146 11.20 11.40 11.60 11.80 12.00
o bl 102175 191 205 1 Pz 41.10 74.42%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #10586: Ethanone, 1-(2-methyl-1-cyclopenten-1-yl)-
109
5000 43 7 124 LN BRI SRR SO B
11.20 11.40 11.60 11.80 12.00
m/z 55.10 73.74%
PSR
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
11:20 11.40 11.60 11.80 12.00
5000 o1 m/z 69.10 63.56%
124
41 56 67 95
e S S S UL B B B I L LA
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #10572: 2-Cyclopenten-1-one, 3,5,5-trimethyl- A RREEE RS E ST
109 11.20 11.40 11.60 11.80 12.00
m/z 74.10 38.72%
5000
39 81 124
| 53 ¢ ‘
0'"w"'W'ﬂ”w“'Mﬂ"'w'“'w'"w"'w"'w"'w"' LN BRI SRR SO B
m/z--> 200 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 19 unknownl2.86 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.86 43.73 ng 2485950 Acenaphthene-d10 12.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methvlbicvclol3.3.11nonane 138 C10H18 025107-01-1 46
2 7-Tetradecvne 194 C14H26 035216-11-6 46
3 5-Undecvne 152 C11H20 002294-72-6 46
4 1.2-Dipropvilcvclopropene 124 C9H16 010306-92-0 45
5 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001124-27-2 45

Abundance Scan 986 (12.857 min): BF087392.D (-982) (-) m/z 55.10 100.00%

81 95

5000

12.60 12.80 13.00 13.20

0 m/z 41.10 96.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16909: 9-Methylbicyclo[3.3.1]nonane
67 81
41
5000 55 95 IIIIIIIIIIIIIIIIIIIIII
12.60 12.80 13.00 13.20
123 m/z 81.10 76.83%
‘ H ‘ 109 138
PN 0 T P Y e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
67 81
e e
12.60 12.80 13.00 13.20
95
5000 a1 54 m/z 95.10 68.55%
109
29
123 137 151 165
ol el L e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25389: 5-Undecyne R A REERE EEREE S L
67 81 12.60 12.80 13.00 13.20
m/z 67.10 61.99%
95
5000 41
29 ‘ 109 123
0 ,.@..uﬁ. jﬂ,w‘.ﬂhu.‘n:,.ﬂh.,k .}?T.}??,. A R e SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052516\
Data File : BF087392.D

Aca On : 26 May 2016 3:03

Operator : UM/SJ

Sample : H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 20 unknownl3.66 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.66 48.88 ng 1899330 Phenanthrene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol5.3.0.0(4.8)1decane 136 C10H16 019485-20-2 47
2 3H-Cvclopentalclpvridazin-3-one.... 136 C7H8N20 1000338-22-1 41
3 Benzenemethanamine. 4-methoxy- 137 C8H11NO 002393-23-9 38
4 2.5-Cyclohexadiene-1.4-dione. 2.... 136 C8H802 000526-86-3 35
5 Pyrrolidine, 1-(1-cyclopenten-1-_... 137 C9H15N 007148-07-4 30
Abundance Scan 1056 (13.657 min): BF087392.D (-1052) (-) m/z 136.10 100.00%
136
5000 41 81
192 13.40 13.60 13.80 14.00
0 208224 332 m/z 41.10 50.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15756: Tricyclo[5.3.0.0(4,8)]decane
79 136
107
5000 41 SR AR BN B S
13.40 13.60 13.80 14.00
m/z 81.10 50.44Y%
o} 6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
136
| 13.40 13.60 13.80 14.00
5000 79 107 m/z 137.15 48 .19%
51
o34
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #16768: Benzenemethanamine, 4-methoxy- R A REERE EEREE S L
136 13.40 13.60 13.80 14.00
m/z 67.10 46 .68%
5000 106
77
51
0‘ TWTFWTWWWTWWW LISLINL I L B B N N B N B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 MMRQMM
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052516\
Data File : BF087392.D

Acq On : 26 May 2016 3:03

Operator : UM/SJ

Sample - H3212-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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]
unknown7 .19 7.19 82.0 ng 3155940 1 7.52 769340 20.0
unknown8 .59 8.59 8.1 ng 331088 2 9.55 819079 20.0
unknown9 .21 9.21 7.3 ng 298186 2 9.55 819079 20.0
unknown9 .35 9.35 13.4 ng 550029 2 9.55 819079 20.0
unknown9.70 9.70 11.9 ng 489571 2 9.55 819079 20.0
cis-Hept-4-enol 9.82 7.2 ng 293757 2 9.55 819079 20.0
unknown9 .86 9.86 9.8 ng 399709 2 9.55 819079 20.0
unknown10.03 10.03 19.9 ng 813412 2 9.55 819079 20.0
unknown10.17 10.17 19.3 ng 789911 2 9.55 819079 20.0
6-Methyl-hept-2-y_... 10.25 21.9 ng 895960 2 9.55 819079 20.0
unknown10.49 10.49 40.5 ng 1658080 2 9.55 819079 20.0
4,7-Methano-1H-in... 10.71 53.2 ng 2177880 2 9.55 819079 20.0
unknown10.83 10.83 40.5 ng 1657450 2 9.55 819079 20.0
1-Isopropyl-1,4,5... 10.97 20.6 ng 844234 2 9.55 819079 20.0
unknownl1l.11 11.11 13.1 ng 742454 3 12.39 1137050 20.0
unknownll.61 11.61 31.8 ng 1809440 3 12.39 1137050 20.0
unknownl12 .86 12.86 43.7 ng 2485950 3 12.39 1137050 20.0
unknownl3.66 13.66 48.9 ng 1899330 4 14.81 777195 20.0
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