LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\

Data File : BF083083.D

Aca On - 20 Nov 2015 15:54 Instrument :
Operator : UM/1Z BNA_F

Sample - G4452-05 ClientSampleld :
Misc - RW-20151116-05
ALS Vial : 10 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-BF111915.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 3.493 119 123 126 rVB 134784 236015 3.96% 0.422%
2 4.853 238 242 249 rBVY 1636260 2448958 41.12% 4.382%
3 5.298 279 281 284 rBVY 3745840 4659927 78.25% 8.338%
4 6.361 370 374 376 rBVY 4332958 5955141 100.00% 10.656%
5 6.476 381 384 386 rBY 5299395 5256604 88.27% 9.406%
6 6.704 401 404 406 rBV 855524 954972 16.04% 1.709%
7 6.864 415 418 420 rBY 3055368 4023506 67.56% 7.199%
8 7.264 450 453 456 rBVY 2553073 2704757 45.42% 4 .840%
9 7.744 492 495 499 rvB2 27880 59700 1.00% 0.107%
10 7.893 504 508 511 rBV2 55709 97694 1.64% 0.175%
11 7.984 514 516 519 rBY 1031788 1229890 20.65% 2.201%
12 8.076 522 524 525 rBV 110265 91787 1.54% 0.164%
13 8.122 525 528 530 rVB 56761 68639 1.15% 0.123%
14 8.202 533 535 537 rBV2 37250 66061 1.11% 0.118%
15 8.282 541 542 544 rVB2 48809 62147 1.04% 0.111%
16 8.327 544 546 547 rBV2 50233 75945 1.28% 0.136%

17 8.430 553 555 560 rBvV 302833 559080 9.39%% 1.000%
18 8.544 563 565 568 rBv2 97143 133998 2.25% 0.240%
19 8.602 568 570 572 rBV 104626 172021 2.89% 0.308%
20 8.704 576 579 580 rvVB3 144960 227546 3.82% 0.407%

21 8.739 580 582 585 rBV3 92817 187294 3.15% 0.335%
22 8.796 585 587 591 rVB5 68696 142145 2.39% 0.254%
23 8.990 602 604 605 rBvV 98134 90996 1.53% 0.163%
24 9.036 605 608 609 rBvV 651442 616668 10.36% 1.103%
25 9.070 609 611 614 rVB 4950935 5040922 84.65% 9.020%

26 9.150 614 618 622 rBVv3 498056 984998 16.54% 1.762%
27 9.470 643 646 649 rBVv3 1013836 2070535 34.77% 3.705%
28 9.573 653 655 656 rvB 139290 100948 1.70% 0.181%
29 9.665 657 663 664 rvv3 344760 798873 13.41% 1.429%
30 9.699 664 666 667 rvv 189886 206518 3.47% 0.370%

31 9.745 667 670 672 rVB 1495721 1581333 26.55% 2.829%
32 9.790 672 674 677 rBVv3 113729 160522 2.70% 0.287%
33 9.916 683 685 687 rBvV3 99943 206806 3.47% 0.370%
34 10.019 692 694 696 rBvV 253330 229608 3.86% 0.411%
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LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\

Data File : BF083083.D

Aca On - 20 Nov 2015 15:54 Instrument :
Operator : UM/1Z BNA_F

Sample - G4452-05 ClientSampleld :
Misc - RW-20151116-05
ALS Vial : 10 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-BF111915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.122 701 703 704 rBV2 82150 114827 1.93% 0.205%

36 10.190 707 709 712 rBVv3 101073 141620 2.38% 0.253%
37 10.419 727 729 731 rVB 356868 388176 6.52% 0.695%
38 10.533 736 739 741 rVV 1879113 2281429 38.31% 4.082%
39 10.682 749 752 754 rVB 762628 829164 13.92% 1.484%
40 10.762 757 759 760 rBvV2 61531 85064 1.43% 0.152%

41 11.116 788 790 791 rBV 124027 128205 2.15% 0.229%
42 11.139 791 792 795 rVB 216385 292106 4.91% 0.523%
43 11.219 797 799 805 rvB 1252585 1118619 18.78% 2.002%
44 11.470 819 821 825 rvv3 103714 228461 3.84% 0.409%
45 11.539 825 827 830 rvB2 104376 110713 1.86% 0.198%

46 11.871 854 856 858 rvB2 113774 121594 2.04% 0.218%
47 12.019 867 869 871 rBv2 173769 234636 3.94% 0.420%
48 12.076 873 874 880 rvv2 90881 119799 2.01% 0.214%
49 12.168 880 882 885 rvv 456353 571389 9.59% 1.022%
50 12.431 903 905 908 rBvV 125419 134743 2.26% 0.241%

51 12.648 922 924 926 rVB 72810 93547 1.57% 0.167%
52 12.808 936 938 941 rVB 3521989 4000675 67.18% 7.158%
53 13.734 1017 1019 1022 rVB2 146155 211796 3.56% 0.379%
54 13.848 1027 1029 1032 rBV 950104 1202913 20.20% 2.152%
55 15.242 1149 1151 1152 rVV 575218 664265 11.15% 1.189%

56 15.277 1152 1154 1157 rVB 845011 1045737 17.56% 1.871%
57 16.260 1238 1240 1246 rVB2 119760 265522 4._46% 0.475%

Sum of corrected areas: 55887554
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083083.D
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF083083.D
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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
Abundance TIC: BF083083.D
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.85 51.29 ng 2448960 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 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 242 (4.853 min): BF083083.D (-238) (-) m/z 43.05 100.00%
43
59
5000
ot " 4.60 480 500 520
...,....,....,....-,':...?.1.!J,...‘??....f.‘?..,....~,|....,....,....,....,...., m/z 59.10 61.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 4.60 480 500 520
m/z 101.10 19.65%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- " 460 480 500 520
5000 m/z 58.10 15.04%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R T B
59 4.60 4.80 5.00 5.20
m/z 41.10 9.28%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I IBEDENRANE SRR RAREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.48 Concentration Rank 1

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

6.48 110.09 ng 5256600 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 384 (6.476 min): BF083083.D (-381) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 75 % 620 6.40 6.60 6.80
104 . . . .
R — i 61 '.|....,..5.‘.7,....,.'!..,.1.1:‘3.,...., - m/z 68.10 48.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR A S R
6.20 6.40 6.60 6.80
78 m/z 134.10 34.79%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.10 29.77%

15 28 39 52 6 77 o0 104 o

wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13679: 5-Fluoro-2-chloropyrimidine R B
132 6.20 6.40 6.60 6.80

m/z 69.05 19.53%

5000

33 44 g7 105

‘ 51 60 70 7? 86 ‘ s

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octadecane Concentration Rank 8

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

8.43 9.09 ng 559080 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 78
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 64
5 Eicosane 282 C20H42 000112-95-8 59

Abundance Scan 555 (8.430 min): BF083083.D (-553) (-) m/z 57.10 100.00%
g7
5000
41
18 L o 80 820 540 6b0 550
e m/z 71.10 69.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91035: Octadecane
57
5000 85 ISR RS SRS
41 8.00 820 8.40 860 8.80
m/z 43.10 59.41%
6 | M LM e 197 225 254
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
800 8.0 840 8.60 8.80
5000 85 m/z 41.10 31.88%
41

113
141156 183 211 239 267 296

wwmmwwwwwwwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #18429: Nonane, 3-methyl- N BEmas E e

57 8.00 8.20 8.40 8.60 8.80

m/z 56.10 21.34%
5000
4
112
0t T

A R aan LA o R ARARaaEAs s L A A o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.00 8.20 8.40 8.60 8.80

8270-BF111915.M Mon Nov 23 18:04:15 2015 Page: 6



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Tetracontane, 3,5,24-trimet... Concentration Rank 19

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

8.60 2.80 ng 172021 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 83
2 Nonane. 5-(l1-methvipropvl)- 184 C13H28 062185-54-0 53
3 Silane. trichlorodocosvl- 442 C22H45CI13Si 007325-84-0 53
4 Tridecane 184 C13H28 000629-50-5 50
5 Undecane 156 C11H24 001120-21-4 50

Abundance Scan 570 (8.602 min): BF083083.D (-568) (-) m/z 57.10 100.00%
g7
85 [Tr T[T T T
126 8.20 8.40 8.60 8.80 9.00
" .J.I',.'-.l..l??.“.‘? e e || M/Z 43.10  73.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172669: Tetracontane, 3,5,24-trimethyl-
57
5000 ISR R N
- 8.20 8.40 860 880 900
m/z 71.10 55.08%
H\ 3141160 06238 505 547
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
8.20 8.40 8.60 8.80 9.00
5000 85 m/z 41.10 42.89%
29 126
155
m/z--> éo 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #163388: Silane, trichlorodocosyl- I RamE B RRRERREa
43 8.20 8.40 8.60 8.80 9.00
m/z 55.10 32.12%
- M
71
| 111140168196224 266294 398 442
m/z--> 5'0 1(')0 150 200 250 300 3&1;0 400 450 5(')0 séo 8. 20 8. 110 8. 60 8. 80 9. oo
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzocycloheptatriene Concentration Rank 15

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

8.70 3.70 ng 227546 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocvcloheptatriene 142 C11H10 000264-09-5 81
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 81
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 81
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 74
5 Spiro(tricyclo[6.2.1.0(2,7)Junde... 186 C13H140 1000210-02-3 64

Abundance Scan 579 (8.704 min): BF083083.D (-576) (-) m/z 142.10 100.00%
142
5000 57 e
71 B EEmmema s SRR S
41 8 g8 840 8.60 880 9.00

127 179
A58 1697 195 1 m/z 141.10 82.68%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18493: Benzocycloheptatriene
141
5000
115 8.40 8.60 8.80 9.00
63 m/z 57.10 45 _.81%
27 %0 81 T 75 89 109 | 120 |
L L o o B o L B LA A o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
 E  RAEAREEE R
8.40 8.60 8.80 9.00
5000 s m/z 115.05  37.45%

27 39 51 63 724 89 100 | 126

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18501: Naphthalene, 2-methyl-

142 8.40 8.60 8.80 9.00
m/z 71.10 21.22%

5000
115

27 39 51 63 74 89 100 | 126 |
o B S M p e | e ) ) SN

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknown8.74 Concentration Rank 17

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

8.74 3.05 ng 187294 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (BE)- 280 C20H40 074685-29-3 35
2 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 30
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 25
4 Cvclohexane. (1.2-dimethvlbutvl)- 168 C12H24 061142-37-8 22
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 20

Abundance Scan 582 (8.739 min): BF083083.D (-580) (-) m/z 69.10 100.00%

5000

8.40 8.60 8.80 9.00
m/z 179.20 83.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-
3 57 83

97

=

A e

8.40 8.60 880 9.00
m/z 55.10 72 .32%

5000

125

280

139153 168182196210224 252

\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
s B
55 8.40 8.60 8.80 9.00
5000 a1 m/z 41.10 71.91%
111
27 84
126 154
wwwmwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11233: Cyclohexane, 1,2,4-trimethyl- B B
69 8.40 8.60 8.80 9.00
55 n m/z 83.10 62.30%
5000 41
126
- \ 97
8
,“‘,”‘,‘,‘F,‘, N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 860 880 9.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown9.15 Concentration Rank 5

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

9.15 12.46 ng 984998 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Dimethvl-4-(1-methvlethvl)cv... 210 C15H30 000645-10-3 27
2 12-Bromo-1-dodecanol 264 C12H25BrO 003344-77-2 22

1-(P-FLUOROPHENYLY-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 18
4 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 000473-19-8 18
5 Triallylsilane 152 C9H16Si 001116-62-7 18
Abundance Scan 618 (9.150 min): BFO83083D(614)() m/z 193.20 100.00%
193
55
69
a1 % 123
5000
208 8.80 9.00 9.20 9.40
m/z 55.10 82.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #63062: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55 69
97
41 33
111
5000 L A R U R I
8.80 9.00 9.20 9.40
m/z 69.10 77.16%
2‘{ ‘ 125 167
O -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 69 83
97 L A L U R I
al 8.80 9.00 9.20 9.40
5000 m/z 95.10 73.40%
148
111 135 162
14 21 176190205220 247
m/z--> ﬁo 45 eb éo 160 150 150 1éo 180 200 250 250
Abundance #51056: 1-(P-FLUOROPHENYL)-4-PIPERIDONE I o
193 8.80 9.00 9.20 9.40
m/z 41.10 67.07%
123
5000
150
95
27 4255 75 | 109 | 136 | 164178 ||
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 160 180 200 22'0 24'10 8.50 9.'00 9.'20 9.110 '

8270-BF111915.M Mon Nov 23 18:04:18 2015 Page: 10



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 1-Bromo-1-methyl-1-silacycl... Concentration Rank 7

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

9.66 10.10 ng 798873 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 59
2 Cvclohexane., 1.1".1""-(1-ethanvl... 276 C20H36 055682-86-5 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 30
4 2(1H)-Benzocvclooctenone. decahv... 194 C13H220 055103-68-9 25
5 1-Hexyl-1-nitrocyclohexane 213 C12H23N02 118252-09-8 25

Abundance Scan 663 (9.665 min): BF083083.D (-657) (-) m/z 193.20 100.00%
193

5000
208597 9.40 9.60 9.80 10.00
m/z 69.10 64.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50665: 1-Bromo-1-methyl-1-silacyclohexane
¥ 177
113 192
5000 43 136151 B B RS B
9.40 9.60 980 1000
59 4 m/z 55.10 60.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
83 R
41 97 9.40 9.60 9.80 10.00
5000 m/z 97.10 58.57%
193
69 111
13 % 137151165179 | 207 229 276
wmmﬁmwmﬁmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51230: 2-Anthracenamine R RERRE R L
193 9.40 9.60 9.80 10.00
m/z 109.10 56.75%
5000 165
97
28 Sl ‘70 | 115 139 I \‘
B A Raaa s Ea e RRARRRRREE R R LR R RERRE R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00

8270-BF111915.M Mon Nov 23 18:04:19 2015

Page: 11



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknown9.92 Concentration Rank 20

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

9.92 2.62 ng 206806 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1-iodo- 268 C10H211 002050-77-3 30
2 4-Heptanone. 2-methvl- 128 C8H160 000626-33-5 27
3 Tetradecane 198 C14H30 000629-59-4 27
4 3-Ethvl-3-methvlheptane 142 C10H22 017302-01-1 27
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 27

Abundance Scan 685 (9.916 min): BF083083.D (-683) (-) m/z 57.10 100.00%
57
43
5000

9.60 9.80 10.00 10.20
m/z 43.10 77 .34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98767: Decane, 1-iodo-
43 57
71 85
5000 LI L L L L L L L BB |
9.60 9.80 10.00 10.20
29 m/z 41.10 67.31%
99
T 127141 \ 169183 268
T e T e T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 85 L e
71 9.60 9.80 10.00 10.20
5000 m/z 71.10 54_.67%
27 128
113
mrwwwmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55008: Tetradecane R A RERER
57 9.60 9.80 10.00 10.20
43 m/z 85.10 43 .95%
71
5000 85
29
‘ %113 98
15 | [ 127141155169 1‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 980 10. 00 10. 20

8270-BF111915.M Mon Nov 23 18:04:20 2015 Page: 12



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl10.02 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.02 2.90 ng 229608 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 46
2 Heptacosane 380 C27H56 000593-49-7 46
3 10-MethvlInonadecane 282 C20H42 056862-62-5 43
4 Tetratriacontane 479 C34H70 014167-59-0 43
5 Hexatriacontane 507 C36H74 000630-06-8 43
Abundance Scan 694 (10.019 min): BF083083.D (-692) (-) m/z 57.10 100.00%
5000
9.60 9.80 10.00 10.20 10.40
— m/z 71.10 81.65%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 [rrrrfrrrrprr T
9.60 9.80 10.00 10.20 10.40
29 m/z 43.10 78.91%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
9.60 9.80 10.00 10.20 10.40
5000 85 m/z 55.10 53.70%
29 113 14
169 197 225 253 281 309 337 380
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #107656: 10-Methylnonadecane I RmmaEma s e
57 9.60 9.80 10.00 10.20 10.40
m/z 85.10 52.81%
85
5000
154
29
113
J-‘l“l"uly”“'lh""l" T ?qz T [rrrrfrrrrprrrr T
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20 10.40

8270-BF111915.M Mon Nov 23 18:04:21 2015 Page: 13



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.42 4.91 ng 388176 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 81
3 Tetratetracontane 619 C44H90 007098-22-8 78
4 Nonacosane 408 C29H60 000630-03-5 72
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 62
Abundance Scan 729 (10.419 min): BF083083.D (-727) (-) m/z 57.10 100.00%
57
99 10,00 10,20 10.40 10.60 10.80
145
ol L2 83 222 e M/Z 71.10  52.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73966: Hexadecane
57
5000 ARRUARSR B AR N
10. 00 10. 20 10. 40 10 60 10. 80
99 m/z 43.10 42 .74%
26| MMJ\\141 183 226
m/z--> 0 éo 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance
57
10.00 10.20 1040 10.60 10.80
5000 m/z 85.10 26.58%
26 9 155
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane I REEaE B B
57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 22.68%
97
26 | 141 183 225 267 309 351 393 435 491 535574 617
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 350 400 4&1;0 5(')0 séo 6(|)O 10. 00 10. 20 10. 40 10 60 10. 80

8270-BF111915.M Mon Nov 23 18:04:22 2015 Page: 14



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tridecane, 5-propyl- Concentration Rank 4

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

10.68 14.82 ng 829164 Phenanthrene-d10 11.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 87
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 83
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 80
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance

5000

(o]

Scan 752 (10.682 min): BF083083.D (-749) (-)
57
71

85

99 113

127 141 155 169 183197 215 234 258

m/z 57.10 100.00%

5

10.40 10.60 10.80 11.00

m/z 71.10 75.49%

3

10 40 10. 60 10 80 11. OO

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73971: Tridecane, 5-propyl-
57
43 71
5000
85
99 11 2
h‘ i “ 127141154168 183197 226
|'”'|“"w"w"“|'“'|“'w"“|'“' L R R R a e )
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71
5000 43
29 85

99 113127 141 155 183107

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260

m/z 43.10 52.62%

%

10.40 10.60 10.80 11.00

Abundance
43

5000

30 |

#73973: Tetradecane, 4-ethyl-
57

71 g5

| 9 113127 141 155165 182 197 226

m/z 85.10 28 .56%

%

10.40 10.60 10.80 11.00

m/z 41.10 25.13%

F

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240 260

10 40 10. 60 10 80 11. 00

8270-BF111915.

M Mon Nov 23 18:04:22 2015
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 1-Pentadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.47 4.08 ng 228461 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 97
2 1-Hexadecene 224 C16H32 000629-73-2 96
3 Cvclopentadecane 210 C15H30 000295-48-7 94
4 E-14-Hexadecenal 238 C16H300 330207-53-9 91
5 1-Heptadecene 238 C17H34 006765-39-5 91
Abundance Scan 821 (11.470 min): BF083083.D (-819) (-) m/z 55.10 100.00%
55
69 83
41
5000
125 1190 11140 1160 1180
146 1654170 195210 255 11.20 11.40 11.60 11.80
— 17 2 m/z 43.10 75.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #63049: 1-Pentadecene
43 57 83
97
5000 L B B B B
29 umnmnmum
111125 m/z 83.10 72.92%
15 LL 1401541681821 g5 210
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
48 o
83 11!20 11!40 11)60 11!80
5000 29 70 97 m/z 69.10 72.81%
111
125139 15416182196 224
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #63051: Cyclopentadecane e B A RRREE R
41 5 11.20 11.40 11.60 11.80
69 g3 m/z 57.10 63.12%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 'ii éolii 46 ii éd 11 éd'

8270-BF111915.M Mon Nov 23 18:04:23 2015 Page: 16



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 _alpha.-D-Galactopyranoside... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.02 4.20 ng 234636 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .alpha.-D-Galactopvranoside. methvl 194 C7H1406 003396-99-4 50
2 Methvl isopropvlidene-.beta.-d-a... 204 C9H1605 1000129-88-1 42
3 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 40
4 Vitamin d3 384 C27H440 001406-16-2 40
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 40
Abundance Scan 869 (12.019 min): BF083083.D (-867) (-) m/z 43.10 100.00%

60
5000
102
& 129 256 11,60 11.80 12,00 12.20 12.40
157 204 239 : : : : :
e S RN 272 m/z 60.00  54.09%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52267: .alpha.-D-Galactopyranoside, methy!
60
74
5000 R UL SURRISN SN B

11,60 11.80 12,00 12.20 12.40
m/z 57.10 45.06%

91

116131145 163 195

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 60

11.60 11.80 12.00 12.20 12.40
5000 74 m/z 55.10 40.98%

100114 189
133 157 173 204

mﬁwﬁwmﬁmﬁwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83707: Dodecanoic acid, 1-methylethyl ester I RmmaEma s e
3 60 11.60 11.80 12.00 12.20 12.40

m/z 41.10 39.25%

5000

200
183
129 157

227242
L s e e e )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40

8270-BF111915.M Mon Nov 23 18:04:25 2015 Page: 17



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl12.17 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.17 10.22 ng 571389 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazol-4-amine. 1-(3.4-dichloro... 241 C10H9CI2N3 1000273-77-4 49
2 Isoxazole. 5-methvl-4-phenvl- 159 C10H9NO 023253-49-8 30
3 1-Phenanthrenecarboxaldehvde. 1.... 284 C20H280 024035-50-5 27
4 Naphthalene. 1.2.3.4-tetrahvdro-... 202 C15H22 000483-77-2 25
5 Benzene, 1-(2-chloroethyl)-2-(tr... 208 C9H8SCIF3 094022-94-3 22
Abundance Scan 882 (12.168 min): BF083083.D (-880) (-) m/z 159.10 100.00%
1%9
5000 241
43 117 185
69 91 1 \ 213 11.80 12.00 12.20 12.40
o ool b | 262286 85 1 n777041.20  48.06%
m/z--> 50 100 150 200 250 300 350
Abundance #82825: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-
159
241
5000 L S UL BN B B
nmnmnmnm
4 55 89 125 213 m/z 185.15 31.87%
Iul\hi“\‘\l‘\\\lm \‘ ?'107 Hml I%%G .M. S —
m/z--> 50 100 150 200 250 300 350
Abundance
117 159
2 1180 12,00 12.20 12.40
5000 m/z 117.10 27 .48%
63
m/z--> o 'éol ' "160' - '150' ' "260' - '250' ' "300' ' "350'
Abundance #108998: 1-Phenanthrenecarboxaldehyde, 1,2,3,4,4a,9,10,10a... R B
159 11.80 12.00 12.20 12.40
m/z 43.10 23.74%
5000
185 241
43 7 141 \
91
.1.8‘..”|‘69 "I ” M\H ‘LLE“;‘.“,ZQQ...‘ .‘.2.§‘.1 e UMM
m/z--> 50 100 m 200 250 300 350 11.80 12.00 12.20 12.40

8270-BF111915.M Mon Nov 23 18:04:25 2015 Page: 18



Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 9-Tricosene, (2)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.52 ng 211796 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 64
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 46
3 9-Nonadecene 266 C19H38 031035-07-1 46
4 Hexahvdropvrrolizin-3-one 125 C7H11NO 126424-83-7 45
5 Cyclohexanecarboxylic acid, 4-pe... 292 C18H25F02 079912-83-7 45
Abundance Scan 1019 (13.734 min): BF083083.D (-1017) (-) m/z 43.10 100.00%
43 83
5000
140 163 189 217 940 266285 308 331 354 13.40 13.60 13.80 14.00
el m/z 83.10 89.06%
m/z--> 50 100 150 200 250 300 350
Abundance #129064: 9-Tricosene, (2)-
55 83
5000 111 RN TN SR SRR
13.40 13.60 13.80 14.00
29 m/z 57.10 83.66%
139 322
! | 1P 167 105 222 262 204
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.40 13.60 13.80 14.00 |
5000 111 m/z 97.10 74 .23%
266
139 168189210 238
m/z--> 50 100 150 200 250 300 350
Abundance #98168: 9-Nonadecene e AN BT B
5 13.40 13.60 13.80 14.00
83 m/z 55.10 72 .14%
50007 g
111
| | “‘ 1139 167 238 20
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF112015\
Data File : BF083083.D

Aca On : 20 Nov 2015 15:54

Operator : UM/I1Z

Sample : G4452-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF111915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 _beta.-iso-Methyl ionone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.26 7-99 ng 265522 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 50
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 47
3 Amiphenazole 191 C9HOIN3S 000490-55-1 43
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 37
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 37
Abundance Scan 1240 (16.260 min): BF083083.D (-1238) (-) m/z 191.20 100.00%
191
5000 95
69
43 123 163 R PR UM B B
4 231 289 397 16.00 16.20 16.40 16.60
a7, e, B8 m/z 95.10 45.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 N AN SRR IR IR
16.00 16.20 16.40 16.60
95 135 163 m/z 69.10 32.18%
||‘||‘|||“|“uu‘“|“u‘i|‘|‘| — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
" 16.00 16.20 16.40 16.60
5000 43 m/z 81.10 28.81%
123
149
69 95
m/z--> B ISIOI B Il(I)OI B I150I - IZOOI B I250I B I300I B I35|0I B I400
Abundance #50014: Amiphenazole B AL B
191 16.00 16.20 16.40 16.60
m/z 109.10 27 .36%
5000 121
149
hl;u LIJJ'(J? ||d\";l‘6u8|‘ —— ——T T R B LA REREE B
m/z--> 5 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF112015\

Data File : BF083083.D

Acq On : 20 Nov 2015 15:54 Instrument :
Operator : UM/IZ BNA_F

Sample - G4452-05 ClientSampleld :
Misc - RW-20151116-05
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111915_.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... 4.85 51.3 ng 2448960 1 6.70 954972 20.0
unknown6 .48 6.48 110.1 ng 5256600 1 6.70 954972 20.0
Octadecane 8.43 9.1 ng 559080 2 7.98 1229890 20.0
Tetracontane, 3,5... 8.60 2.8 ng 172021 2 7.98 1229890 20.0
Benzocycloheptatr. .. 8.70 3.7 ng 227546 2 7.98 1229890 20.0
unknown8.74 8.74 3.0 ng 187294 2 7.98 1229890 20.0
unknown9.15 9.15 12.5 ng 984998 3 9.74 1581330 20.0
1-Bromo-1-methyl-_._. 9.66 10.1 ng 798873 3 9.74 1581330 20.0
unknown9 .92 9.92 2.6 ng 206806 3 9.74 1581330 20.0
unknown10.02 10.02 2.9 ng 229608 3 9.74 1581330 20.0
Hexadecane 10.42 4.9 ng 388176 3 9.74 1581330 20.0
Tridecane, 5-propyl- 10.68 14.8 ng 829164 4 11.22 1118620 20.0
1-Pentadecene 11.47 4.1 ng 228461 4 11.22 1118620 20.0
.alpha.-D-Galacto... 12.02 4.2 ng 234636 4 11.22 1118620 20.0
unknownl2 .17 12.17 10.2 ng 571389 4 11.22 1118620 20.0
9-Tricosene, (2)- 13.73 3.5 ng 211796 5 13.85 1202910 20.0
-beta.-iso-Methyl... 16.26 8.0 ng 265522 6 15.24 664265 20.0
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