LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 height area % max. total
1 5.384 269 271 282 rBVY 867982 1213510 36.31% 5.385%
2 6.424 360 362 371 rBY 859070 814428 24.37% 3.614%
3 6.550 371 373 376 rBvY 1770519 2055814 61.52% 9.124%
4 6.790 391 394 396 rBY 588280 620024 18.55% 2.752%
5 6.939 405 407 410 rBV 1801730 2115891 63.31% 9.390%
6 7.362 441 444 446 rBV 1565695 1939024 58.02% 8.605%
7 7.990 496 499 502 rBvV2 45470 88773 2.66% 0.394%
8 8.070 504 506 509 rvV 909579 911500 27.27%  4.045%
9 8.127 509 511 514 rVB 100394 111165 3.33% 0.493%
10 8.299 524 526 527 rvVB 28990 36531 1.09% 0.162%
11 8.413 534 536 539 rvB 153722 209564 6.27% 0.930%
12 8.527 544 546 547 rBV 41022 45062 1.35% 0.200%
13 8.607 551 553 555 rBvV2 32312 40584 1.21% 0.180%
14 8.710 559 562 565 rBvV2 43260 93308 2.79% 0.414%
15 8.768 565 567 568 rBv2 20510 37522 1.12% 0.167%

16 8.802 568 570 572 rvV 148464 160242 4._.79% 0.711%
17 8.870 572 576 578 rVvB2 88291 161062 4.82% 0.715%

18 8.905 578 579 581 rBvV2 37182 62411 1.87% 0.277%
19 8.939 581 582 584 rVB 50154 43843 1.31% 0.195%
20 8.985 584 586 587 rBV 29032 37906 1.13% 0.168%

21 9.030 587 590 592 rvv 73250 101783 3.05% 0.452%
22 9.156 598 601 603 rVB 3268454 3341890 100.00% 14.831%
23 9.248 608 609 613 rVvB3 60997 101161 3.03% 0.449%
24 9.408 621 623 625 rBv2 94173 148337 4._.44% 0.658%
25 9.465 625 628 631 rvv 87868 255810 7.65% 1.135%

26 9.545 631 635 637 rvv2 132165 317581 9.50% 1.409%

27 9.590 637 639 642 rVB 59282 77548 2.32% 0.344%
28 9.648 642 644 650 rVB5 25280 74832 2.24% 0.332%
29 9.762 652 654 656 rvB2 30673 33477 1.00% 0.149%
30 9.830 657 660 662 rBvV 850157 873081 26.13% 3.875%
31 9.956 668 671 673 rBv2 37079 72255 2.16% 0.321%
32 10.048 675 679 681 rvB2 44208 97553 2.92% 0.433%
33 10.082 681 682 684 rBvV2 32863 43282 1.30% 0.192%
34 10.231 692 695 696 rBvV3 24338 38719 1.16% 0.172%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF032416.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.265 696 698 699 rvB 35509 40524 1.21% 0.180%
36 10.379 706 708 710 rBV2 62313 70129 2.10% 0.311%
37 10.425 710 712 715 rBv4 13450 34679 1.04% 0.154%
38 10.619 726 729 731 rBV 1730563 1673074 50.06% 7.425%
39 10.733 737 739 741 rBV 57534 66757 2.00% 0.296%
40 11.042 764 766 772 rVB 45631 75419 2.26% 0.335%
41 11.179 776 778 779 rBV 44159 37946 1.14% 0.168%
42 11.305 787 789 792 rBV 526671 733028 21.93% 3.253%
43 11.774 828 830 834 rBvV2 36466 93263 2.79% 0.414%
44 11.842 834 836 839 rBvV 66232 87361 2.61% 0.388%
45 12.631 902 905 913 rVB3 41208 86599 2.59% 0.384%

46 12.894 926 928 930 rBV 2180480 1981285 59.29% 8.793%
47 13.797 1005 1007 1011 rBVZ2 25936 47578 1.42% 0.211%
48 13.945 1018 1020 1023 rBV 536081 522575 15.64% 2.319%
49 15.362 1141 1144 1147 rBV 442248 536577 16.06% 2.381%
50 17.397 1318 1322 1330 rVB7 21966 70773 2.12% 0.314%

Sum of corrected areas: 22533040
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085938.D

3000000
2500000

2000000 6.55 6.94

7.36
1500000

1000000 5.38 6.42

6.79
500000

c NI

T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T T T T T I T T T T I T T T Ikl T T T T I T T T T I

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085938.D
9|16

3000000

2500000
12.89

2000000 10.62

1500000

1000000407 9.83

500000

12.63 13.i

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085938.D

3000000
2500000
2000000
1500000

1000000
13.95

500000 k 15.36
A;, 17.40

0 T T T T T T T ]

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 1 unknown6.55 Concentration Rank 2

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

6.55 66.31 ng 2055810 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 373 (6.550 min): BF085938.D (-371) (-) m/z 132.10 100.00%
5000 68
40 % 620 640 6.60 680
54 . : : :
0 e e m/z 68.10  45.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L U R I
6.20 6.40 6.60 6.80
2 51 m/z 134.10 31.77%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 m/z 66.10 29.01%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 18.23%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknown8.13 Concentration Rank 11

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

8.13 2.44 ng 111165 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 38
2 Cycloheptanemethanol 128 C8H160 004448-75-3 37
3 Cyclopentane, 1-hydroxymethyl-1,... 128 C8H160 1000156-73-8 35
4 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 32
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 006069-98-3 27

Abundance Scan 511 (8.127 min): BF085938.D (-509) (-) m/z 97.10 100.00%
o7
55 a1
5000
41
68
| MR O N Xk
o} NN 1 S 0 P 1 0 O 1 P m/z 55.10 65.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2894: 5-Amino-3-methylpyrazole
97
5000 AR RN U R
a1 7.80 8.00 8.20 8.40
m/z 81.10 62.26%
54 66
15 2\? \‘H‘ H‘w H 81 |
R R R RS SRS A AR AR RSN LRSS SRS SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
780 8.00 820 840
5000 97 m/z 60.05 38.11%
41 67 92
29
15 110
S L R R R RS AR RS AR AAASS LRSS SRS SRS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12237: Cyclopentane, 1-hydroxymethyl-1,3-dimethyl-
55 7.80 8.00 8.20 8.40
o m/z 41.10 36.07%
5000
81
29 4 69 ‘
0"'I"”I"JJ““"UJ'ﬂ%'“b'F%"“"”I""P'“ll“'%}q"'P'%g?"' AR RN U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 4 unknown8.41 Concentration Rank 4

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

8.41 4.60 ng 209564 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 43
2 Cycloheptanemethanol 128 C8H160 004448-75-3 38
3 2,5-Dimethyl-1-pyrroline 97 C6H11N 000822-64-0 37
4 1H-Pyrrole-2,5-dione 97 C4H3NO2 000541-59-3 27
5 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 27

Abundance Scan 536 (8.413 min): BF085938.D (-534) (-) m/z 97.10 100.00%
g7
55
5000 a1 81
69
| | || | 110 8.00 820 8.40 8.60 8.80
Ol el ol il M Tm/z 55.10 59.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11243: Cyclohexane, 1-ethyl-1-methyl-
55 o7
5000 RS SARSE LARSE LRREE A
41 800 820 840 8.60 8.80
69 m/z 95.10 59.39%
oL 15 \\ 48 62 | 8 gy | M 45
miz--> A
Abundance
55
o7 800 8.20 840 860 8.80
5000 m/z 81.10 40.59%
82
41 67
o 18 % 110 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2932: 2,5-Dimethyl-1-pyrroline T
42 o7 8.00 820 8.40 8.60 8.80
m/z 60.00 36.87%
56
82
5000 69
0'“w'”w'“w'“v'f%'“w'“w'“w'ﬁa'“w'“w'“w'“w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 3-Hydroxypyridine-N-oxide Concentration Rank 17

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

8.71 2.05 ng 93308 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hydroxypyridine-N-oxide 111 C5H5NO02 006602-28-4 50
2 Cyclohexanone, 2-methyl-5-(1-met... 154 C10H180 000499-70-7 27
3 Cyclohexane, l1l-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 22
4 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 22
5 2(1H)-Pyridinone, 3-hydroxy- 111 C5H5NO02 016867-04-2 22

Abundance Scan 562 (8.710 min): BF085938.D (-559) (-) m/z 95.10 100.00%
111
69
5000 41 55
81
127 137 155 840 860 880 9.00
of m/z 111.10 83.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5919: 3-Hydroxypyridine-N-oxide
95 111
5000 39 55 IR SRR R
8.40 8.60 8.80 9.00
28 68 m/z 69.10 61.82%
84
ok 2 H”‘””H‘ Y (T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
111
55 840 8.60 880 9.00
5000 a m/z 55.10 43.88%
69 154
27 8 o
0 15 125 139
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17406: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans- R REE s B
69 8.40 8.60 8.80 9.00
m/z 41.10 42 .86%
111
55
5000
41
83
0"'v"w'“Ul“'w”'“l“th'”J'“'l“"vaﬁlgq'h"'%ﬁél“'w"“l“"v' IS RN SR LN LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 Ethyl cyclopropanecarboxylate Concentration Rank 6

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

8.80 3.52 ng 160242 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 50
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 47
3 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 46
4 4-Allyl-1,6-heptadiene-4-ol 152 C10H160 010202-75-2 38
5 1-Hexyn-3-ol, 3,5-dimethyl- 126 C8H140 000107-54-0 38

Abundance Scan 570 (8.802 min): BF085938.D (-568) (-) m/z 69.10 100.00%
6p
5000
41
”I 55 8|7 |1(|)3 137 154 8.40 860 880 9.00 9.20
ob el e el e R m/z 41.10 28.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7052: Ethyl cyclopropanecarboxylate
69
5000 AN LN I R
41 8.40 860 880 9.00 9.20
29 86 m/z 39.10 18.24%
5 L% | e e
L S U UL L S B SRR SRR SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
840 8.60 880 9.00 9.20
5000 m/z 87.05 15.87%
41
oL 15 27 55 i 126 141 210
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5678: Methanone, dicyclopropyl- R T T T
69 8.40 8.60 8.80 9.00 9.20
a1 m/z 95.10 15.86%
5000
27 110
R el M < A AL
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknown8.87 Concentration Rank 5

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

8.87 3.53 ng 161062 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hydroxypyridine-N-oxide 111 C5H5N02 006602-28-4 47
2 Imidazole-4-carboxamide 111 C4H5N30 026832-08-6 38
3 3-Aminopyrazine l-oxide 111 C4H5N30 006863-77-0 35
4 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 35
5 2,4-Dihydroxypyridine 111 C5H5N02 000626-03-9 27

Abundance Scan 576 (8.870 min): BF085938.D (-572) (-) m/z 111.10 100.00%
111
95
5000 69
55 81
8.60 8.80 9.00 9.20
124
o...,....,....,....',|!'.-..,...h.||..'!,~..-.-,‘....,~.'.:'.,...'!'!'...,.:.:,....lﬁl..., m/z 95.10 59.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5919: 3-Hydroxypyridine-N-oxide
95 111
5000 39 R UL L AR AR
55 8.60 8.80 9.00 9.20
68 m/z 69.10 43.88%
84
o...,.l.“..,..l‘l“.. H"47;‘:%1.,..l”,..7.6.,:l..,.ll.,....,:...,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
a4 111
68 95 8.60 8.80 9.00 9.20
5000 m/z 110.10 35.45%
. 53 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5899: 3-Aminopyrazine 1-oxide R ma
111 8.60 8.80 9.00 9.20

m/z 55.10 34 .42%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 900 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknown9.03 Concentration Rank 13

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

9.03 2.33 ng 101783 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Bicyclooctyl 222 C16H30 006708-17-4 38
2 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 38
3 Methylphosphonic acid, fluoroanh... 208 C9H18F02P 1000273-28-7 38
4 Cyclohexene, 1l-ethyl- 110 C8H14 001453-24-3 35
5 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 27

Abundance Scan 590 (9.030 min): BF085938.D (-587) (-) m/z 111.10 100.00%
141
69
5000 M ss o5
122 . 8.60 8.80 9.00 9.20 9.40
o! | m/z 81.10  96.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71114: 1,1'-Bicyclooctyl
69 111
5000 IR S UL UL UL
o5 82 8.60 8.80 9.00 9.20 9.40
41 ‘ m/z 69.10 63.67%
95
0'|'%g '»"'Ml'h"'J“"hl U S D DN |""|?Q?'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
8.60 8.80 9.00 9.20 9.40
5000 m/z 95.10 36.23%
41 67
27 53 95 110
S L S L LS UL B L B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61986: Methylphosphonic acid, fluoroanhydride, 2-ethylcyc... IR B e o e e
g1 8.60 8.80 9.00 9.20 9.40
m/z 41.10 35.14%
5000 99 110
ol L, " . M A el bt N S
m/z--> 20 40 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknown9.25 Concentration Rank 14

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

9.25 2.32 ng 101161 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pyridinemethanol 109 C6H7NO 000586-98-1 47
2 Cyclopentene,1-(2-propenyl)- 108 C8H12 037689-19-3 35
3 Cis-8-methyl-exo-tricyclo[5-2.1.... 150 C11H18 1000215-29-3 35
4 3-Decyne 138 C10H18 002384-85-2 35
5 2-Pyridinamine, 4-methyl- 108 C6H8N2 000695-34-1 30

Abundance Scan 609 (9.248 min): BF085938.D (-608) (-) m/z 108.10 100.00%
7 108
80
5000
41
55 01 U UL LU L
122 139 150 9.00 9.20 9.40 9.60
o} m/z 67.10 79.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5420: 2-Pyridinemethanol
108
80
5000 U UL LU L
52 9.00 9.20 9.40 9.60
m/z 80.10 70.45%
0 'w'%?'v'?zﬂ“'?f"HILL"vgé'v"'ﬁ"'?E" LA LA AR AR AR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67
5 8 '9.00 9.20 9.40 9.60
0
5000 39 108 m/z 109.10 48.06%
51
ol 15 27 59
WWWWTWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22918: Cis-8-methyl-exo-tricyclo[5.2.1.0(2.6)]decane R AR RRRES T
67 19 9.00 9.20 9.40 9.60
m/z 79.10 43.66%
41 95 109
5000 121 135
55
27 150
0'W“'W“JM““IH“”M“IJLM'MH““L'“P““b“'ﬂ“'P“W'”W'“W U UL LU I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60

8270-BF032416.M Sat Apr 02 02:30:44 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknown9.41 Concentration Rank 7

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

9.41 3.40 ng 148337 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 46
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 43
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 38
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 35
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 35

Abundance Scan 623 (9.408 min): BF085938.D (-621) (-) m/z 119.05 100.00%
119
5000
60 o5 164 .
41 55 81 105 [T T
133 153 9.00 9.20 9.40 9.60 9.80
o m/z 164.10 38.11%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14378: Benzene, 2-ethyl-1,4-dimethyl-
119
5000 ISR AR SR
134 9.00 9.20 9.40 9.60 9.80
m/z 69.10 29.87%
15 27 39 51 g5 77 91 105 A
0 '|""'|""|""“"|"""”|""|‘*“""‘l"'”'|""|""
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
119
9.00 920 940 9.60 9.80
5000 m/z 95.10 27 .46%
148
o 27 4151 65 77 L 105 133
mz-> 0 20 40 60 80 100 120 140 160
Abundance #14364: Benzene, 4-ethyl-1,2-dimethyl- I RREEEEEES T
119 9.00 9.20 9.40 9.60 9.80
m/z 105.05 21.35%
5000
134
, 15 27 39 51 65 77 St 105 A
0 .,...u,....W..M.,ﬂ...q....,ﬂ..Nﬁ..fu,....,.... BN SRS SRR
m/z--> 0 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60 9.80

8270-BF032416.M Sat Apr 02 02:30:45 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknown9.46 Concentration Rank 3

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

9.46 5.86 ng 255810 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2-Methoxy-1-methylethyl)-2-me... 164 C11H160 1000210-02-1 47
2 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 43
3 Pyridine, 5-ethenyl-2-methyl- 119 C8HOSN 000140-76-1 43
4 Ethyl o-methylbenzoate 164 C10H1202 000087-24-1 38
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 38

Abundance Scan 628 (9.465 min): BF085938.D (-625) (-) m/z 119.10 100.00%
119
5000 164
8l 91 105 AV NN M
s |||| .|. .||| . .|||| 135 149 220240980 980

o

.,....,....','.-.'..,':'.'.-.;“. [P N m/z 164.10 37.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #31895: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene
1

5000

9.20 9.40 9.60 9.80
m/z 81.10 26.92%

04
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
e
9.20 9.40 9.60 9.80
5000 m/z 118.10 26.04%
164
27 39 51 65 77 9 105 135 146

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8867: Pyridine, 5-ethenyl-2-methyl-

9.20 9.40 9.60 9.80
m/z 91.10 24 .88%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.20 9.40 9.60 9.80

8270-BF032416.M Sat Apr 02 02:30:46 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknownl10.05 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.05 2.23 ng 97553 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid, .alpha.-ethy... 178 C11H1402 002294-71-5 35
2 Imidazo(l,5-a)pyrimidine 119 C6H5N3 000274-67-9 18
3 1-Acetyl-3-phenylurea 178 C9H10N202 000102-03-4 16
4 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 14
5 2,5-Dimethylbenzyl chloride 154 C9H11ClI 000824-45-3 14
Abundance Scan 679 (10.048 min): BF085938.D (-675) (-) m/z 119.10 100.00%
9
5000
" '9.80 10.00 10.20 10.40
(o} m/z 81.10 64.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41121: Benzeneacetic acid, .alpha.-ethyl-, methyl ester
91
178
5000 R UL SUNLILR SRR B
9.80 10.00 10.20 10.40
a1 - 151 m/z 83.10 39.58%
N I O M S N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
" '9.80 10.00 10.20 10.40
5000 m/z 178.10 36.49%
37 53 e 79 92
e R L L S S DAL WL L B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41696: 1-Acetyl-3-phenylurea
119 9.80 10.00 10.20 10.40
m/z 41.10 30.06%
5000 93
43 178
ol 28 ) %2 T | s | a3 ‘
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknownll.04 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.04 2.06 ng 75419 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,3,7-Trimethyl-4-oxa-7-octen-1-ol 172 C10H2002 069161-47-3 40
2 3-Heptanol, 2-methyl- 130 C8H180 018720-62-2 9
3 2-Furanone, 2,5-dihydro-3,5-dime... 112 C6H802 1000196-88-1 9
4 1,4-Hexadiene, 3,3,5-trimethyl- 124 C9H16 074753-00-7 9
5 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 9
Abundance Scan 766 (11.042 min): BF085938.D (-764) (-) m/z 69.10 100.00%
60
5000 ,vv\,/L-§,,v_AK~MA\VV\~_,~“/
41 87 S BEREEEEEE s ey
103 155 171 10 80 11. 00 11. 20 11. 40
oﬁﬁ-ﬁﬁ#,“.'. o L P s 13l M 100 0 19, 46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37270: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol
69
5000 31 LB SR B I B
M 10,80 11.00 11.20 11.40
‘ 87 o9 m/z 87.10 16.89%
‘\

. LS umeligg s ap
T T T e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

69

10.80 11.00 11.20 11.40

5000 4l o m/z 43.10 10.89%
27 55
15 112
o S 1SS Vv
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6243: 2-Furanone, 2,5-dihydro-3,5-dimethyl L e e
41 69 10 80 11. 00 11. 20 11. 40

m/z 39.10 10.88%

112
5000
97

i ‘ | \5\5 \‘\ 83 |

o) SRR PR PRSP Y A o S

m/z--> 20 40 60 80 100 120 140 160 180 10 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 1-Decene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.77  2.54ng 93263  Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-pDecene 140 Cl10H20 000872-05-9 58

1000253-28-2 52
000645-10-3 52
004516-69-2 46
000629-73-2 46

2 5-Nitrothiophene-2-carboxylic ac... 369 C19H31N04S
3 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30

4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16

5 1-Hexadecene 224 C16H32

Abundance Scan 830 (11.774 min): BF085938.D (-828) (-) m&
5000
01 1140 1160 11.80 1200
224 256
(o} m/z 69.10 80.32%
m/z--> 50 100 150 200 250 300 350
Abundance #17264: 1-Decene
55
5000 83 LA L L L L L L L L
29 11.40 11.60 11.80 12.00
m/z 41.10 61.23%
111
\1 ||| 1 a0
o—r e v
m/z--> 50 100 150 200 250 300 350
Abundance
55
R
83 175 11.40 11.60 11.80 12.00
5000 m/z 83.10 56.22%
7T MM
0 137 196 225 280 323 369
e A e
m/z--> 50 100 150 200 250 300 350
Abundance #63061: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane T
55 11.40 11.60 11.80 12.00
97 m/z 43.10 53.21%
o \M/MAA/\A/\—\N\VM
29 167
125
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00

8270-BF032416.M Sat Apr 02 02:30:48 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 15 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.38 ng 87361 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 87
2 n-Decanoic acid 172 C10H2002 000334-48-5 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 836 (11.842 min): BF085938.D (-834) (-) m/z 73.00 100.00%

43 60 73
5000 129
85

213 IIIIIIIIIIIIIIIIIIIIIII
101115 | 444157171185 199 11.60 11.80 12.00 12.20

256

o] m/z 43.10 89.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43
5000 LA B L L L L L L
129 11,60 11.80 12.00 12.20
115 185 228 m/z 60.00 86.35%
8
0 ‘ \‘\ n‘u‘ H‘ ‘ \M‘ ?‘ H‘ b 143157 171 ‘ 199 213 n
T ERREEE R = ,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
41
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 70.43%
27
87
1011 143, 172
N o T L RS s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid e RARREEE RS
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 65.44%
o 29 T M/\MA,\/\J\W\—\/NW
8 1s oh 214
| M ‘ 143157 | 185
ok b e AL ‘M P " Y - AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20

8270-BF032416.M Sat Apr 02 02:30:49 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknownl2.63 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.63 3.31 ng 86599 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 49
2 Tetradecanoic acid 228 C14H2802 000544-63-8 38
3 Hexanedioic acid, dibutyl ester 258 C14H2604 000105-99-7 35
4 n-Decanoic acid 172 C10H2002 000334-48-5 27
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 27

Abundance Scan 905 (12.631 min): BF085938.D (-902) (-) m/z 73.00 100.00%

5000

12.40 12.60 12.80 13.00

0! m/z 57.10 85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 73
5000 129 L O B
29 12.40 12.60 12.80 13.00
m/z 43.10 83.82%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 R A BEREE maE e L
12.40 12.60 12.80 13.00
5000 129 m/z 60.00 70.06%
29 87 185
115 143 __171 228
oL15 101 157 199,,5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93145: Hexanedioic acid, dibutyl ester R AR RRRES T
129 12.40 12.60 12.80 13.00
185 m/z 41.10 68.63%
111
5000
41 57 a7
143
2 73
o L | | 1157 | 203 200043
'“v'”v'“w“'v”'w“'w"'“"“"“"“"”"“w'“w'“ R A BEREE maE e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF032416.M Sat Apr 02 02:30:50 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknownl7.40 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.40 2.64 ng 70773 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8a-Dimethyl-6-(2-methyl-oxiran... 234 C15H2202 1000189-11-4 25
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 14
3 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 14
4 7-Hydroxy-2,5,8-quinoline trione 191 C9H5NO4 015544-54-4 11
5 Pyrazol-5-amine, 4-bromo-1,3-dim... 189 C5H8BrN3 019848-99-8 10
Abundance Scan 1322 (17.397 min): BF085938.D (-1318) (-) m/z 189.20 100.00%
189
68 9 123
5000 45 163
41 S ) —
09 281 17.00 17.20 17.40 17.60 17.80
of m/z 191.05 91.16%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #78608: 4,8a-Dimethyl-6-(2-methyl-oxiran-2-yl)-4a,5,6,7,8,...
5 191

5000

T T T T
234 17.00 17.20 17.40 17.60 17.80
m/z 95.10 70.15%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95 191
T T T T
43 17.00 17.20 17.40 17.60 17.80
5000 67 m/z 68.10 66.63%
110 135
0 150 175 | 206221236 264280 303318
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 [\
Abundance #87373: Anthracene, 9-butyltetradecahydro- H e
95 191 17.00 17.20 17.40 17.60 17.80
m/z 123.10 64 .54%
5000
248
0 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085938.D

Acq On : 31 Mar 2016 20:19

Operator : UM/SJ

Sample : H1976-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 .55 6.55 66.3 ng 2055810 1 6.79 620024 20.0
unknown8.13 8.13 2.4 ng 111165 2 8.07 911500 20.0
unknown8 .41 8.41 4.6 ng 209564 2 8.07 911500 20.0
3-Hydroxypyridine. .. 8.71 2.0 ng 93308 2 8.07 911500 20.0
Ethyl cyclopropan... 8.80 3.5 ng 160242 2 8.07 911500 20.0
unknown8 .87 8.87 3.5 ng 161062 2 8.07 911500 20.0
unknown9.03 9.03 2.3 ng 101783 3 9.83 873081 20.0
unknown9 .25 9.25 2.3 ng 101161 3 9.83 873081 20.0
unknown9 .41 9.41 3.4 ng 148337 3 9.83 873081 20.0
unknown9 .46 9.46 5.9 ng 255810 3 9.83 873081 20.0
unknown10.05 10.05 2.2 ng 97553 3 9.83 873081 20.0
unknownll.04 11.04 2.1 ng 75419 4 11.32 733028 20.0
1-Decene 11.77 2.5 ng 93263 4 11.32 733028 20.0
Tetradecanoic acid 11.84 2.4 ng 87361 4 11.32 733028 20.0
unknownl2.63 12.63 3.3 ng 86599 5 13.95 522575 20.0
unknownl17.40 17 .40 2.6 ng 70773 6 15.36 536577 20.0
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