LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083289.D
Aca On : 25 Nov 2015 22:48 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : G4567-05 2X STOCKPILE-GRAB1
ALS Vial : 16 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-BF112115.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 4.684 234 236 243 rBV 107512 193619 1.80% 0.306%
2 5.176 277 279 287 rBV 252488 323919 3.00% 0.513%
3 6.250 371 373 381 rBV2 333087 746383 6.92% 1.181%
4 6.365 381 383 386 rvv 269631 384789 3.57% 0.609%
5 6.467 390 392 400 rVB 233103 332733 3.09% 0.527%
6 6.582 400 402 404 rBV 851351 896225 8.31% 1.418%
7 6.742 414 416 417 rBV 307872 280698 2.60% 0.444%
8 6.845 420 425 430 rBvV2 66521 199181 1.85% 0.315%
9 7.016 436 440 445 rBV3 164597 403728 3.74% 0.639%
10 7.153 449 452 456 rBV 284368 368518 3.42% 0.583%

11 7.256 459 461 468 rVB 394707 503434 4.67% 0.797%
12 7.679 489 498 503 rBvV 354348 974823 9.04% 1.543%
13 7.873 513 515 519 rBV2 1136716 1271882 11.80% 2.013%
14 8.285 544 551 553 rBV 607580 998671 9.26% 1.580%
15 8.593 575 578 579 rvVB 186574 258214 2.39% 0.409%

16 8.685 585 586 590 rvB 217876 237768 2.21% 0.376%
17 8.833 597 599 601 rBv2 289566 390701 3.62% 0.618%
18 8.925 605 607 608 rBvV 178154 245494 2.28% 0.389%
19 8.959 608 610 612 rVB 302782 365484 3.39% 0.578%
20 9.028 614 616 617 rBvV 380797 442998 4.11% 0.701%

21 9.222 630 633 634 rBv 249367 446925 4.14% 0.707%
22 9.291 637 639 642 rBvV 457495 725190 6.73% 1.148%
23 9.336 642 643 644 rBV 1139486 878598 8.15% 1.390%
24 9.371 644 646 647 rBv2 286366 397214 3.68% 0.629%
25 9.462 652 654 655 rBv2 346216 418419 3.88% 0.662%

26 9.496 655 657 658 rBv2 612269 994229 9.22% 1.573%
27 9.542 659 661 663 rvB 1651130 1571186 14.57% 2.487%
28 9.576 663 664 666 rBvV 551395 854008 7.92% 1.352%
29 9.622 666 668 670 rvVB3 1182154 1754033 16.27% 2.776%
30 9.668 670 672 674 rBVv3 478159 675776 6.27% 1.069%

31 9.736 676 678 682 rBv4 286365 682797 6.33% 1.081%
32 9.793 682 683 684 rBvV 380271 449303 4.17% 0.711%
33 9.839 685 687 688 rBvV 400020 418969 3.89% 0.663%
34 9.873 688 690 692 rvB2 450834 397884 3.69% 0.630%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

3?22'6 i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.908 692 693 695 rBv2 1340253 1063170 9.86% 1.683%

36 9.965 695 698 700 rBv4 1094811 2219379 20.58% 3.512%
37 9.999 700 701 703 rBv2 751004 1189355 11.03% 1.882%
38 10.033 703 704 706 rBV2 2266439 2264338 21.00% 3.583%
39 10.091 706 709 711 rBV3 658560 1294151 12.00% 2.048%
40 10.171 715 716 717 rBV 816668 937308 8.69% 1.483%

41 10.308 726 728 730 rBV 2265388 3497644 32.44% 5.535%
42 10.422 736 738 740 rBV2 1283949 1847389 17.13% 2.924%
43 10.582 747 752 754 rBV2 5896623 10782632 100.00% 17.064%
44 11.051 792 793 796 rVB 2545108 3553035 32.95% 5.623%
45 15.748 1202 1204 1211 rVB 2637842 6893702 63.93% 10.910%

46 16.114 1233 1236 1241 rVB 3223438 7162621 66.43% 11.335%

Sum of corrected areas: 63188517
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On = 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle - 64567-05 2X STOCKPILE-GRAB1
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\Methods\8270-BF112115.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: BF083289.D

1.5e+07
le+07

5000000

7.87
4.68 5.18 6@@,5%,@847.02175;\26 768 828

R R EENNEMINEMIMEMIEMESESSEMIMENENEN‘:AMEME it MM S - e G B L) 4 LG o SRRSO S

T T
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
Abundance TIC: BF083289.D

1.5e+07

le+07

5000000

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: BF083289.D

1.5e+07

1e+07 15.75
16.11
5000000
O L B e e L e e o s e e e e e I A e e e e e AL S s s sy s s e ML A s e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 1 unknown6.36 Concentration Rank 17

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

6.36 8.59 ng 384789 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 383 (6.365 min): BF083289.D (-381) (-) m/z 132.10 100.00%
132
5000 68
75 % 6.00 6.0 640 660
54 81 103 . : . :
o....,.?“?.,l.'..:,.-!..s?...|,....,....,..I.,....1,1.2...,....,~'.~..,... m/z 68.10 43.58%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000
6.00 6.20 6.40 6.60
33 44 g7 105 m/z 134.10 32.76%
0 5L T g s |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 6.00 6.0 640 660
5000 m/z 66.10 25.09%
78
31 35 ,, 51
G A S A UL RS LA RS LARS NN SRS RRRRS B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 18.28%
5000
67
45 4 80
0....,....H.M.,ll.§Q:u.,7ﬂ“l....ﬂl.”,l%$§,.}}7,.”., PR st AN
m/z--> 30 40 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Heptanoic acid Concentration Rank 16

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

7.02 9.01 ng 403728 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 86
2 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 50
3 Octanoic Acid 144 C8H1602 000124-07-2 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 50
5 Hexanoic acid 116 C6H1202 000142-62-1 45

Abundance Scan 440 (7.016 min): BF083289.D (-436) (-) m/z 60.10 100.00%
60
73
5000 43
‘ T 105 6.60 6.80 7.00 7.20 7.40
51 : : : : :
o..,....,....,....|,.|.|..,...|-.-|....'!'.!.'.,.':.|.,..?.7','..'..,...1.2,9...,....,....,.. m/z 73.05 53.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12980: Heptanoic acid
60
5000 73
41 6.60 6.80 7.00 7.20 7.40
87 m/z 43.10 45_27%
21 “ 101
N - = O P 113 130
R R R AN S AR AR RARN RALA RS ARAN AR LRSS SRS AARRN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
6.60 6.80 7.00 7.20 7.40
5000 m/z 41.10 41.36%
41 87
0 50 73 101 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19983: Octanoic Acid T T
60 6.60 6.80 7.00 7.20 7.40
73 m/z 55.10 32.40%
5000 43
2 101 15
0 ”I"}ﬁ"'ﬁ"“l"”?}”' '”'I'”'I'LtI'”'J”"P'h'P'}?ﬁ"W%??W" R IR R UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 3 Nonanal Concentration Rank 19

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

7.26 7.92 ng 503434 Naphthalene-d8 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 86
2 Oxirane. octvl- 156 C10H200 002404-44-6 43
3 Acetvlcarbromal 278 CO9H15BrN203 000077-66-7 38
4 2-Hexene. 5-methvl-. (BE)- 98 C7H14 007385-82-2 27
5 2-Nonen-1-ol, (E)- 142 C9H180 031502-14-4 27

Abundance Scan 461 (7.256 min): BF083289.D (-459) (-) m/z 57.10 100.00%
o /\M\A\,/WV
R UL I L I
114 7.00 7.20 7.40 7.60
0 133148 m/z 41.10 90.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19124: Nonanal
41 57
000 [ 700 720 7.40 7.60
m/z 43.10 70.70%
o1 H\ | M 01
m/z--> 20 40 60 86 160 150 150 1éo 180 200 250 250
Abundance
41 55 71
700 720 7.40 7.60
5000 m/z 56.10 61.40%
27 95
oL 15 113197 155
m/z--> 25 Jo éo 86 160 150 150 1éo 180 200 250 250
Abundance #105403: Acetylcarbromal  H EEEEa S et
4 7.00 7.20 7.40 7.60
m/z 55.10 56.93%
5000 55 69
8 98 |13
0 ) " 129 150 167 191 210 248
m/z--> 25 Jo 60 80 100 150 150 1éo 180 200 250 250 '160 7.50 'lho 7.%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083289.D

Aca On : 25 Nov 2015 22:48

Operator : UM/I1Z

Sample : 64567-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Octanoic Acid Concentration Rank 10

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

7.68 15.33 ng 974823 Naphthalene-d8 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 86
2 Heptanoic acid 130 C7H1402 000111-14-8 59
3 Pentanoic acid 102 C5H1002 000109-52-4 53
4 Hexanoic acid 116 C6H1202 000142-62-1 52
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 45

Abundance Scan 498 (7.679 min): BF083289.D (-489) (-)
6p
73
5000 43
51 85 101 115 130
0”,””,”.q”.4!h¢UJUL”JPLLﬁ&LB?nlJ”,J”,Luﬂ”.q”.q”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19985: Octanoic Acid
60
73
5000 -
S O Y N T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
5000 73
41
7 87
oL 15 51 101 913 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

m/z 60.05 100.00%

7.40 7.60 7.80 8.00

m/z 73.10 62 .53%

7.40 7.60 7.80 8.00

m/z 43.10 50.15%

7.40 7.60 7.80 8.00

m/z 41.10 44 _01%

Abundance #4158: Pentanoic acid e R A
60 7.40 7.60 7.80 8.00
m/z 55.10 36.29%
5000 73
29 41
W lisog, | | 87 a0
o} SN W A 08 1 NS SN e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 5 Nonanoic acid Concentration Rank 9

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

8.28 15.70 ng 998671 Naphthalene-d8 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 72
2 Octanoic Acid 144 C8H1602 000124-07-2 59
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Pentanoic acid 102 C5H1002 000109-52-4 50

Abundance Scan 551 (8.285 min): BF083289.D (-544) (-) m/z 60.05 100.00%
6o
41 73
5000
115 S R L R
5 129 o4 8.00 8.20 840 8.60
0! m/z 73.10 73.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28742: Nonanoic acid
60
73
5000
41 8.00 8.20 8.40 8.60
29 ‘ ‘ 87 08 115 4199 158 m/z 57.10 71_.37%
I S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
60
73 800 820 840 8.60
5000 43 m/z 41.10 71.12%
101
29 8 115
o 15 127 144
LR A AR LA AR RN ARARE LR RRARN LR LS LA LA LSS KRR LSS LAARN LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7851: Hexanoic acid AN maEE S R
60 8.00 8.20 8.40 8.60
m/z 43.10 62.01%
T I J\A/\LMV/\L/M
87
OHP“'P“W““Pu?ﬁM'““'h"“WHE%“'P“W““P“'P“WH“P“'P' RS R SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 6 Naphthalene, 1,2-dimethyl- Concentration Rank 18

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

9.29 8.27 ng 725190 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 95
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 94
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 93
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 93
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 93

Abundance Scan 639 (9.291 min): BF083289.D (-637) (-) m/z 156.10 100.00%
141 186
5000
109
83 o 128
41 55 67 m 193 208 9.00 9.20 9.40 9.60
0...,....-,"..'-.'.',':'.'.-!l,'...|.,..--.|.,'."!-..',..- ,].k?? e m/z 141.10 89.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27182: Naphthalene, 1,2-dimethyl-
141 156
5000
9.00 9.20 9.40 9.60
76 115 o m/z 109.10 34 _.31%
P e | O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
14l RN U S L
9.00 9.20 9.40 9.60
5000 m/z 155.10 28.03%
115
o 27 39 51 63 76 gg 1gp = 128
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27192: Naphthalene, 1,4-dimethyl-
141 156 9.00 9.20 9.40 9.60
m/z 95.10 20.95%
5000
115
0 30506 Teoe "8 |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown9.34 Concentration Rank 15

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

9.34 10.02 ng 878598 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(P-FLUOROPHENYL)-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 38
2 2-Anthracenamine 193 C14H11N 000613-13-8 22
3 Iminostilbene 193 C14H1i1IN 000256-96-2 14
4 Bicvclol3.1.11heptan-3-one. 2.6.... 152 C10H160 015358-88-0 14
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 14

Abundance Scan 643 (9.336 min): BF083289.D (-642) (-) m/z 193.20 100.00%
qg
69 a3
41
5000 55 95 109 123
9.00 9.20 9.40 9.60
208
0 11161 | 55 m/z 69.10 68.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51056: 1-(P-FLUOROPHENYL)-4-PIPERIDONE
193
123
5000 USSR SRR AR SR
150 9.00 9.20 9.40 9.60
95 m/z 83.10 58.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
900 9.20 940 9.60
5000 165 m/z 41.10 55.08%
97
0 283951 70 86 11516 139150 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51221: Iminostilbene B RAmmE B
193 9.00 9.20 9.40 9.60
m/z 55.10 50.61%
5000
165
0 27 39 51 63 83 9 115108139152 " 177 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 920 9.40 9.60

8270-BF112115.M Thu Nov 26 18:16:45 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown9.54 Concentration Rank 8

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

9.54 17.92 ng 1571190 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlindolizine 193 C14H11IN 025379-20-8 38

1-(P-FLUOROPHENYL)-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 35
3 Bicvclol3.1.1Theptane., 2.6.6-tri... 138 C10H18 006876-13-7 30
4 Bicvclol3.1.11Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 30
5 Pentanoic acid, 10-undecenyl ester 254 C16H3002 1000159-93-4 22
Abundance Scan 661 (9.542 min): BF083289.D (-659) (-) m/z 193.20 100.00%
193
41 55 69 97 109
5000 81 123
152 165 208 9.20 9.40 9.60 9.80
0 2 219 m/z 69.10 60.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51239: 2-Phenylindolizine
193
5000 SRS U SRR
9.20 9.40 9.60 9.80
m/z 97.10 59.53%
0 2839 51 70 83 96 115176139152 165177 ||
m/z--> 20 40 60 86 160 150 140 1éo 180 200 220
Abundance
193
123 920 940 9.60 980
5000 m/z 41.10 56.76%
150
95
ol 15 27 42 55 75 109 135 164 178
m/z--> 20 40 60 80 100 120 140 160 180 260 220
Abundance #16409 Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha... R R RAEEEEa s
55 95 9.20 9.40 9.60 9.80
82 m/z 109.10 55.72%
67
5000
27
123
b
0 SN 1 YT e e
m/z--> 20 40 60 8 100 120 140 160 180 200 220 9.20 940 9.60 9.80

8270-BF112115.M Thu Nov 26 18:16:46 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 20

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

9.74 7.79 ng 682797 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 64
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 60
3 Naphthalene. 2-(1-methvlethvI)- 170 C13H14 002027-17-0 60
4 Naphthalene. 1-(1-methvlethvI)- 170 C13H14 006158-45-8 58
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 49

Abundance Scan 678 (9.736 min): BF083289.D (-676) (-) m/z 155.10 100.00%
5

5000

9.40 9.60 9.80 10.00

185 197208 222

0 m/z 123.10 51.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36211: Naphthalene, 1,6, 7-trimethyl-
170
155
5000 AARAASURAASARARRARARY

9.40 9.60 9.80 10.00
m/z 170.10 50.43%

27 39 51 63 76 gg 102115128141 | ||

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

Abundance
155
170
9.40 9.60 9.80 10.00
5000 m/z 124.10 19.31%
115 128
Ot el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36224: Naphthalene, 2-(1-methylethyl)- B RAmEEa T
155 9.40 9.60 9.80 10.00
m/z 109.10 19.19%
5000
170
128
27 39 51 63 76 ggqo1 577141 ) |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 940 9.60 980 10.00

8270-BF112115.M Thu Nov 26 18:16:47 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083289.D

Aca On : 25 Nov 2015 22:48

Operator : UM/I1Z

Sample : 64567-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown9.91 Concentration Rank 13

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

9.91 12.12 ng 1063170 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphorous acid. tris(decvl) ester 502 C30H6303P 002929-86-4 46
2 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 42
3 Dodecane. 3-cvclohexvl- 252 C18H36 013151-83-2 38
4 Cvclohexane. 1.1"-(1.3-propanedi... 208 C15H28 003178-24-3 30
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 22

Abundance Scan 693 (9.908 min): BF083289.D (-692) (-) m/z 57.10 100.00%
83
133
5000
3 11 | 155 204 '9.60 9.80 10.00 10.20
ol ol L 28 L2225 “m/z 83.10 93.30%
m/z--> 50 100 150 200 250 300 350
Abundance #168784: Phosphorous acid, tris(decyl) ester
83
141
57
5000 AR U N
293 9.60 9.80 10.00 10.20
m/z 55.10 92.14%
29 111
oyl LT e e 263 201 319 363
m/z--> 56 160 1%0 260 2%0 300 3%0
Abundance
83
%5 AR U N
9.60 9.80 10.00 10.20
5000 m/z 43.10 84.12%
139
o 29 109 222
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #89796: Dodecane, 3-cyclohexyl- R R R
57 83 9.60 9.80 10.00 10.20
m/z 71.10 71.21%
5000
29 ‘ 125
168 223
0||J||||||{|‘I|J':“:JE4|5|L||||||1|| — L s
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20

8270-BF112115.M Thu Nov 26 18:16:47 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknown9.96 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.96 25.31 ng 2219380 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 2-ethvlc... 252 C14H2002S 1000278-96-1 22
2 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 15
3 Borane. 2.3-dimethvl-2-butvl- (d... 196 C12H30B2 1000159-64-3 14
4 2-Diethvlamino-4-phenvlthiooct-2... 302 C18H26N2S 1000090-57-0 11
5 3-Bromomethyl-3,6,6-trimethyl-cy... 216 C10H17Br 1000185-63-8 11
Abundance Scan 698 (9.965 min): BF083289.D (-695) (-) m/z 55.10 100.00%
41 69 123 193

81 95 109

5000

9.60 9.80 10.00 10.20

0! m/z 69.10 90.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89428: 2-Thiopheneacetic acid, 2-ethylcyclohexyl ester
69
97
5000 55 111 L L e
41 9.60 9.80 10.00 10.20
m/z 41.10 87.31%
0 .,..."M.MH..h.?%..:ﬂ..:.lg?.}f?... e
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
41 69
R EEEmm R B
9.60 9.80 10.00 10.20
5000 55 95 m/z 123.10 87.09%
81
. 110124 139 164178192 207
 RREEE B A A EREAN REE T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53482: Borane, 2,3-dimethyl-2-butyl- (dimer) e B o
4 g 9.60 9.80 10.00 10.20
m/z 193.20 81.75%
5000
27
0 L 1139153 47y 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 60 9. 80 10. OO 10.20

8270-BF112115.M Thu Nov 26 18:16:48 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 12 unknownl10.00 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.00 13.56 ng 1189360 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 27
2 1.7-Dimethvl-4-(1-methvlethvl)cyv... 210 C15H30 000645-10-3 27
3 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 22
4 2-Furanmethanol. .alpha.-(2-nitr... 185 C8H11NO4 103077-75-4 22
5 Benzenamine, 3-ethoxy- 137 C8H11NO 000621-33-0 15
Abundance Scan 701 (9.999 min): BF083289.D (- 700) (- ) m/z 69.10 100.00%
41 55 6
5000
9.60 9.80 10.00 10.20 10.40
0! m/z 193.20 93.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24311: Neopentylidenecyclohexane
69
81
5000 4 o5 10 137 O e e
) 960 980 10.00 10.20 10.40
‘ n m/z 55.10 84.73%
0 .}.Sl.l‘..ﬁ“..‘.‘.‘l..‘..th..U.l.l‘..1|2.3...‘ NN
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
55 69 o7
41 83 RN R BN B
111 9.60 9.80 10.00 10.20 10.40
5000 m/z 41.10 82.68%
2 167
0 125138151
m/z--> ﬁo Jo éo 85 160 150 1&0 1éo 1é0 200 250 250
Abundance #55439: 6-Nitroundec-5-ene I RREEEEEES T
55 9.60 9.80 10.00 10.20 10.40
m/z 123.10 73.00%
41
5000 69
29 83 g5
0 L \\ H 1?3 126 143156 170182 300
m/z--> 2'0 4'0 100 12'0 140 1('30 180 200 220 24'10 9. 60 9. 80 10. oo 10 20 10 40

8270-BF112115.M Thu Nov 26 18:16:49 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 13 unknown10.03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.03 25.82 ng 2264340 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_.1Tundeca-3... 222 C13H1803 070412-52-1 38
2 1-Propanone. 1-(4-fluorophenvl)- 152 C9H9FO 000456-03-1 38
3 2-(4-Fluorobenzovlamido)thiazole 222 C10H7FN20S 313376-92-0 35
4 4-Fluorobenzoic acid. 4-methvlpe... 224 C13H17F02 1000279-06-5 35
5 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 35
Abundance Scan 704 (10.033 min): BF083289.D (-703) (-) m/z 123.10 100.00%
123
41 S5 69
5000 81l 95 109 173
155
207 UL S SULRL S R
137 a7 222, 9.80 10.00 10.20 10.40
0 m/z 55.10 59.30%
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 UL R SULL S R
109 -~ 9. 80 10. oo 10. 20 10. 40
m/z 41.10 55.68%
27 | 55 69 83 95 1?7 153185 | 207
0||||||||‘|||| ||‘||HH|||||||| |‘|||||||‘|||| S N
m/z--> ﬁo 45 eb éo 160 150 150 1éo 180 260 250 250
Abundance
123
" '9.80 10,00 10.20 10140
5000 95 m/z 69.10 53.36%
75
ol 15 27 50 &3 100 135 2
m/z--> ﬁo 45 eb éo 100 120 150 1&0 180 260 250 250
Abundance #70383: 2-(4-Fluorobenzoylamido)thiazole L B e
2 9.80 10.00 10.20 10.40
m/z 81.10 45 .92%
95
5000
75
45
0 33 ‘ I H | \‘ Il | 139 19\4 22\2
m/z--> ﬁo 45 eb éo 160 120 150 1&0 180 260 250 250 980 1000 1020 1040

8270-BF112115.M Thu Nov 26 18:16:50 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 unknownl10.09 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.09 14.76 ng 1294150 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 38
2 Decane 142 C10H22 000124-18-5 30
3 Tetradecane 198 C14H30 000629-59-4 30
4 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 25
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 709 (10.091 min): BF083289.D (-706) (-) m/z 57.10 100.00%
57
43
5000
''9.80 10.00 10.20 1040
Ok m/z 43.10 72.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45540: Tridecane
43 57
5000 & R A UG UL B
9.80 10.00 10. 20 10 40
29 85 m/z 41.10 54.57%
o dw dﬂ%mme 184
m/z--> 25 4b eb 85 160 150 140 160 180 200 250 250
Abundance
43
9.130 10.'00 10.'20 10.'40
5000 - m/z 55.10 51.18%
71
85
0 s M
m/z--> 25 4b 65 85 160 120 140 1éo 180 200 250 250
Abundance #55007: Tetradecane e e ERRES BE s
57 9.80 10.00 10.20 10.40
43 - m/z 71.10 49 _.27%
5000 85
29
o 15 | 9\\9 113 127 141 155 169 198
||||||||||||||||||||||||||||||||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 25 4b eb 85 160 150 150 1éo 180 200 250 250 9.80 10.00 10.20 10.40

8270-BF112115.M Thu Nov 26 18:16:51 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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, 1,4,5-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.17 10.69 ng 937308 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 96
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 93
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 89
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 89
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 89
Abundance Scan 716 (10.171 min): BF083289.D (-715) (-) m/z 155.10 100.00%
1%5 170
5000
115128 USRS IR
188 205 9.80 10.00 10.20 10.40
o 222234 m/z 170.10  83.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36209: Naphthalene, 1,4,5-trimethyl-
155
170
5000
9.80 10.00 10.20 10.40
115128 m/z 165.10 36.71%
5163 76 g9 10 | 141‘
0 IIIIII”I”\III\”I\NI\HI\III IIII””IIIIHIIHIHH BB REEEE maE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155 170
9.80 10.00 10.20 1040
5000 m/z 166.10 33.20%
115128
0 51 76 89 103 141
m/z--> 20 40 60 80 100 120 140 160 180 200 230 240
Abundance #36216: Naphthalene, 2,3,6-trimethyl- A BEEEEEE S
155 170 9.80 10.00 10.20 10.40
m/z 159.10 29 _55%
5000
14 27 5163 76 g 102" m 1f1 h\ A
m/z--> 20 4'0 60 80 100 12'0 140 160 180 200 220 240 9.80 10.00 10.20 10.40

8270-BF112115.M Thu Nov 26 18:16:52 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Undecane, 5-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.31 39.88 ng 3497640 Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-ethvl- 184 C13H28 017453-94-0 78
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 78
3 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 76
4 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 74
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64

Abundance Scan 728 (10.308 min): BF083289.D (-726) (-) m/z 57.10 100.00%

g7

23

9 113 10.00 10.20 10.40 10.60
127 169
145 181 196 m/z 71.10 48.88%

o 219 239

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

Abundance #45550: Undecane, 5-ethyl-
57
43
5000 LA L L L L L LB L |
71 10.00 10.20 10.40 10.60
29 85 m/z 43.10 48.12%
98
R
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 ll|llll|llll|llll|llll|
71 10.00 10.20 10.40 10.60
5000 m/z 41.10 23.52%
85
112
ol 30 9% 127 141154 168 183 197 226
e | et m s e e Lo e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36184: Decane, 3,6-dimethyl- R R R B
43 57 10.00 10.20 10.40 10.60
m/z 85.10 22.52%
71
5000 g5
29 113
0 ] L I 99 71" 197 141 155 170
T o T LA O B o= R
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 10,00 10,20 10,40 10.60

8270-BF112115.M Thu Nov 26 18:16:53 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 17 Hexadecane, 2,6,10-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.58 60.70 ng 10782600 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 91
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 91
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64

Abundance Scan 752 (10.582 min): BF083289.D (-747) (-) m/z 57.10 100.00%
g7
71
43
5000
99113 10.20 10.40 10.60 10.80 11.00
127 183
I 141155 207 226 246 264 n/z  71.10 74 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99491: Hexadecane, 2,6,10-trimethyl-
57
71
5000 43 AR BRI SRR B
85 10,20 10.40 10.60 10.80 11.00
112 183 m/z 43.10 55.58%
o |1y, | 127141155169 | 197211225239253268
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 2éo 280
Abundance
57
1 LR IR SRR BN B
10.20 10.40 10.60 10.80 11.00
5000 43 m/z 85.10 28.42%
& 113
29 99 183
o 1271411565169 197211225239253268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107666: Hexadecane, 2,6,10,14-tetramethyl- s B e
57 10.20 10.40 10.60 10.80 11.00
71 m/z 41.10 24 .65%
43
5000 NfJxAj\A/bﬁk/\Mdhqubv»qjx
85
29
99 113127
okl I 141155169183197211225239253267282
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083289.D

Aca On : 25 Nov 2015 22:48

Operator : UM/I1Z

Sample : 64567-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.05 20.00 ng 3553040 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 78
5 Tetracosane 338 C24H50 000646-31-1 78

Abundance Scan 793 (11.051 min): BF083289.D (-792) (-) m/z 57.10 100.00%
57
5000 85 J\L4/NAA/\/n,VJ\Mv»,\_,,,/\\_\
113 "' 10/80 11.00 11.20 11.40
141 210 . . ) )
ol 34 b b L Ll 188 SF2ss 264 ‘m/z 71.10 75.31%
m/z--> 50 100 150 200 250 300 350
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LR UL BRI B B
10.80 11.00 11.20 11.40
m/z 43.10 47 .57%
0 I h [ ‘\113 141 183 211 239 267 296
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57
"' 10/80 11.00 11.20 11.40
5000 m/z 85.10 39.36%
85
0 29 113 141 169 197 225 253 281 323 351 380
UL L B SR UL SR SRR SR
m/z--> 50 100 150 200 250 300 350
Abundance #91037: Octadecane L L T
57 10.80 11.00 11.20 11.40
m/z 41.10 21.35%
5000 85 J\VJVJVJ\JpVJJ\AJ\»n~J~f\-\
29 113
0.“. J,l.J.‘.'.J,.".‘.1‘;‘11,‘.1?9.‘.19,7.2.2.5.2,5“.1...,....,.... R EB AREE ma e S
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112515\

Data File : BF083289.D

Aca On - 25 Nov 2015 22:48

Operator : UM/I1Z

ﬁ?ggle i G4567-05 2X STOCKPILE-GRABL
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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.alpha.(H)-hopane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.75 20.00 ng 6893700 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 50
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
3 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 38
4 1-Cvclohexene. 1.3.3-trimethvl-2_... 206 C14H220 1000197-08-4 37
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
Abundance Scan 1204 (15.748 min): BF083289.D (-1202) (-) m/z 191.20 100.00%
191
5000 5 /\%A//\‘AIAA/
123
o> 163 LN DL SRR DU I
383 15.40 15.60 15.80 16.00
ol 219245 275301327 357 420 459484 m/z 81.10 45 _89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 R R AR SR BRI B
109 137 1540 15.60 15.80 16.00
217 m/z 177.20 45_10%
G T
0...|....|‘..“.“‘.k.‘.”. ‘l‘.“...‘lluuuluuuul‘...“.‘i....luuuu
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
15.40 15.60 15.80 16.00
50001 28 m/z 95.10 43.20%
s 95 135 163 /\‘N'VN\‘“J\“““/\\VNMJA\/\/\Vﬂf
e R L U L U L L S LI B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- e REREE
95 191 15.40 15.60 15.80 16.00
m/z 69.10 31.43%
43
5000 67
l 135
0 L ae1y | 2a6264 303
m/z--> 50 160 150 200 250 300 350 400 450 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112515\
Data File : BF083289.D

Aca On : 25 Nov 2015 22:48

Operator : UM/I1Z

Sample : 64567-05 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

Z:\HPCHEM1I\BNA F\Methods\8270-BF112115_.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

Concentration Rank 5

Peak Number 20 28-Nor-17.beta.(H)-hopane

R.T. EstConc Area Relative to ISTD R.T.
16.11 20.78 ng 7162620 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 64
2 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 56
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 49
4 1-Cvclohexene. 1.3.3-trimethvl-2_... 206 C14H220 1000197-08-4 42
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 40
Abundance Scan 1236 (16.114 min): BF083289.D (-1233) (-) m/z 191.20 100.00%
191
a ||| [T o 1000 1520 e
397 : : :
o 218 259 288 315339 369 443 476 m/z 95.10 48 93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191
5000 R AR BRI U BN
109 15.80 16.00 16.20 16.40
135 398 m/z 81.10 43.10%
L 27 a0 s
0...|....,“a“.“.‘.‘ﬂ.‘.”. |‘“.‘...‘|l...|....,‘...“.‘,....,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191
15.80 16.00 16.20 16.40 |
5000 m/z 69.10 31.53%
109
137
183 27 960 355383 \/JN\“\””\fJ\V\,«x\_Mﬁﬂjﬂ
e S L U U L UL WL UL L I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60190: .beta.-iso-Methyl ionone T
191 15.80 16.00 16.20 16.40
m/z 123.20 24 .10%
0001 %2 MLM
135 163
|2 Tl
0"'Fﬂ*“Mhl”h'““ | S S S S B R AR BRI U BN
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF112515\

Data File : BF083289.D

Acq On : 25 Nov 2015 22:48 Instrument :
Operator : UM/IZ BNA_F

Sample 1 G4567-05 2X ClientSampleld :
Misc - STOCKPILE-GRAB1
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF112115_.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]
unknown6 .36 6.36 8.6 ng 384789 1 6.58 896225 20.0
Heptanoic acid 7.02 9.0 ng 403728 1 6.58 896225 20.0
Nonanal 7.26 7.9 ng 503434 2 7.87 1271880 20.0
Octanoic Acid 7.68 15.3 ng 974823 2 7.87 1271880 20.0
Nonanoic acid 8.28 15.7 ng 998671 2 7.87 1271880 20.0
Naphthalene, 1,2-_.. 9.29 8.3 ng 725190 3 9.62 1754030 20.0
unknown9 .34 9.34 10.0 ng 878598 3 9.62 1754030 20.0
unknown9 .54 9.54 17.9 ng 1571190 3 9.62 1754030 20.0
Naphthalene, 1,6,... 9.74 7.8 ng 682797 3 9.62 1754030 20.0
unknown9.91 9.91 12.1 ng 1063170 3 9.62 1754030 20.0
unknown9 .96 9.96 25.3 ng 2219380 3 9.62 1754030 20.0
unknown10.00 10.00 13.6 ng 1189360 3 9.62 1754030 20.0
unknown10.03 10.03 25.8 ng 2264340 3 9.62 1754030 20.0
unknown10.09 10.09 14.8 ng 1294150 3 9.62 1754030 20.0
Naphthalene, 1,4,... 10.17 10.7 ng 937308 3 9.62 1754030 20.0
Undecane, 5-ethyl- 10.31 39.9 ng 3497640 3 9.62 1754030 20.0
Hexadecane, 2,6,1... 10.58 60.7 ng 10782600 4 11.12 3553040 20.0
Heptadecane, 2,6,... 11.05 20.0 ng 3553040 4 11.12 3553040 20.0
28-Nor-17.alpha.(... 15.75 20.0 ng 6893700 6 15.17 6893700 20.0
28-Nor-17 .beta.(H... 16.11 20.8 ng 7162620 6 15.17 6893700 20.0
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