LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 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-BF112916.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 3.681 119 122 128 rVB 89380 164003 2.99% 0.361%
2 5.030 237 240 244 rBV 624407 734040 13.40% 1.618%
3 5.453 274 277 279 rBVY 2403585 2630072 48.02% 5.797%
4 6.481 364 367 369 rBVY 1447323 1782987 32.55% 3.930%
5 6.619 376 379 381 rBVY 4042724 4062039 74.16% 8.953%
6 6.847 397 399 401 rBY 1061108 887519 16.20% 1.956%
7 6.916 401 405 407 rvv2 68729 82063 1.50% 0.181%
8 7.007 410 413 415 rVV 3614768 3354024 61.23% 7.393%
9 7.373 443 445 446 rBV 243872 252606 4.61% 0.557%
10 7.419 446 449 451 rVB 2422109 3215590 58.70% 7.088%
11 7.510 454 457 459 rBV3 60804 128664 2.35% 0.284%
12 8.047 501 504 505 rBV2 33873 60573 1.11% 0.134%
13 8.139 509 512 513 rBV 793536 1151518 21.02% 2.538%
14 8.264 519 523 526 rBv4 31724 87821 1.60% 0.194%
15 8.333 526 529 530 rBV 77976 83250 1.52% 0.183%

16 8.379 530 533 535 rBvV 148794 157076 2.87% 0.346%
17 8.505 538 544 546 rBV5 69680 205911 3.76% 0.454%

18 8.607 550 553 555 rvB4 42314 78982 1.44% 0.174%
19 8.699 559 561 562 rBvV 61731 84794 1.55% 0.187%
20 8.733 562 564 565 rvB 69345 77265 1.41% 0.170%
21 8.802 567 570 571 rBV3 64289 89387 1.63% 0.197%
22 8.859 571 575 577 rBV5 41186 105603 1.93% 0.233%
23 8.962 583 584 586 rBv2 51574 73534 1.34% 0.162%
24 9.019 588 589 592 rBV3 38096 78800 1.44% 0.174%
25 9.076 592 594 596 rBV3 42030 73931 1.35% 0.163%

26 9.133 596 599 601 rBV3 70119 165660 3.02% 0.365%
27 9.213 603 606 609 rBV 5212128 5477562 100.00% 12.073%
28 9.396 619 622 625 rBv4 99254 219414 4.01% 0.484%
29 9.556 633 636 639 rBv4 195587 381090 6.96% 0.840%
30 9.705 646 649 651 rBv3 133316 231536 4.23% 0.510%

31 9.739 651 652 654 rBv2 103230 151330 2.76% 0.334%
32 9.819 657 659 661 rvB 121246 145182 2.65% 0.320%
33 9.887 661 665 667 rBV 1720475 1784212 32.57% 3.933%
34 9.945 669 670 671 rVB 81281 60686 1.11% 0.134%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 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-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.047 676 679 681 rBvV3 83531 139561 2.55% 0.308%

36 10.150 687 688 690 rBv2 164063 213895 3.90% 0.471%
37 10.196 690 692 694 rvv2 150306 284108 5.19% 0.626%
38 10.242 694 696 700 rvv5 282275 565966 10.33% 1.247%
39 10.310 700 702 705 rvB4 108401 188861 3.45% 0.416%
40 10.505 717 719 723 rVB4 198560 300510 5.49% 0.662%

41 10.573 723 725 728 rVB3 176958 274093 5.00% 0.604%
42 10.642 728 731 733 rBV 886765 1943513 35.48% 4._.284%
43 10.676 733 734 736 rVvV2 3035625 3204180 58.50% 7.062%
44 10.710 736 737 740 rVvvV3 82014 201569 3.68% 0.444%
45 10.802 743 745 749 rBv4 161814 351843 6.42% 0.776%

46 11.270 784 786 789 rVB 347173 443109 8.09% 0.977%
47 11.373 793 795 796 rVV 1394856 1196020 21.83% 2.636%
48 11.922 841 843 846 rVB 438814 460072 8.40% 1.014%
49 12.048 852 854 859 rBv2 151055 244927 4_.47% 0.540%
50 12.699 910 911 913 rBV 371302 342655 6.26% 0.755%

51 12.962 931 934 936 rVB 4813366 4742631 86.58% 10.453%
52 13.854 1010 1012 1018 rVB4 102232 230197 4._.20% 0.507%

53 14.002 1023 1025 1028 rBV 975034 883293 16.13% 1.947%
54 15.431 1147 1150 1153 rBV 719025 839354 15.32% 1.850%

Sum of corrected areas: 45369081

8270-BF112916.M Tue Dec 06 13:41:16 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF091436.D
5000000
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1000000
5.03
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1 T
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Abundance TIC: BF091436.D
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100000048.
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Abundance TIC: BF091436.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 1 2-Pentanol, 4-methyl- Concentration Rank 12

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

3.68 3.70 ng 164003 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 90
2 2-Hexanol 102 C6H140 000626-93-7 78
3 2-Hexanol. (R)- 102 C6H140 026549-24-6 64
4 2-Hexanol. (S)- 102 C6H140 052019-78-0 43
5 Hydrazine, propyl- 74 C3H10N2 005039-61-2 39

Abundance Scan 122 (3.681 min): BF091436.D (-119) (-) 45.00 100.00%
45
5000
39 57 89 87 3.40 3.60 3.80 4.00
O e e e e e e e e m/z 43.10 23.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4347: 2-Pentanol, 4-methyl-
45
5000 IR SR L
3.40 3.60 3.80 4.00
27 29 69 m/z 41.10 17.27%
0 18 33 | 515 63 | 8 m
miz--> 10 20 3 4'0 50 60 70 8 90 100
Abundance
45
3.40 3.60 3.80 4.00
5000 m/z 69.00 11.70%
21 39 55 63 ® 77 87 101
S L U S S SIS SURILILS IR IS UL B
m/z--> 10 30 40 60 70 80 90 100
Abundance #4326: 2-Hexanol, (R)- LIS L I I L
45 3.40 3.60 3.80 4.00
m/z 39.00 6.91%
5000
69
L5 P s s 87 101
m/z--> 10 ' ' 40 50 i 70 80 9 100 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.03 16.54 ng 734040 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 240 (5.030 min): BF091436.D (-237) (-) m/z 43.00 100.00%
43
59
5000
101 S A SR
4.60 4.80 5.00 5.20 5.40
o 3l S eo & | 7 59.00  57.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 SR A RN A
a1 4.60 4.80 5.00 5.20 5.40
101 m/z 57.95 15.54%
29
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.60 4.80 5.00 5.20 5.40
5000 59 m/z 101.00 14.68%
o 25 3! 37 83 gz 01
L UL SUR BRI SURLELEL IR SRR UL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.67%
5000 41
31
| T
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknown6.62 Concentration Rank 1

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

6.62 91.54 ng 4062040 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 379 (6.619 min): BF091436.D (-376) (-) m/z 132.00 100.00%
132
5000 68
96 IR AR S L
40 54 28 | 106 J 6.20 6.40 6.60 6.80 7.00
0 AN N - N | A m/z 68.10 44.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 AU IS RN R
6.20 6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 33.44%
e | s |
0 ”'I"'W"h'k”h'l"”l'hyﬁ""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 30.52%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R R mEE s e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.04%
5000 og 116
| I n,m...“,.nh.,uh..h, W .- 189 SN | 1 SN —
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17

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

8.38 2.73 ng 157076 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 97
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 95
3 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14 020836-11-7 90
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 70
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 70

Abundance Scan 533 (8.379 min): BF091436.D (-530) (-) m/z 131.10 100.00%
131
5000
146
39 9a 115
5 67 81 104 176 8.00 8.20 8.40 8.60 8.80
o Lol 7P m/z 146.10 30.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20757: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131
5000
146 8.00 8.20 8.40 8.60 8.80
91 118 m/z 91.00 26 .44%
15 27 39 51 63 77 ‘ 104 |
0"'“|""f"w'|w"JW'“"lw"Hl'ww'l““"l""l'
m/z--> 20 40 80 100 120 140 160 180
Abundance
131
146 8.00 8.20 8.40 8.60 8.80
5000 o1 m/z 115.00 20.72%
115
27 39 53 65 77 103
O o e B o T T e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #20737: 1H-Indene,2,3-dihydro-2,2-dimethyl-
131 8.00 8.20 8.40 8.60 8.80
m/z 118.10 20.60%
146
5000
a 115
L es 77| 15T )
!+ttt
m/z--> 20 40 ' 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknown8.50 Concentration Rank 13

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

8.50 3.58 ng 205911 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1l-ethvl-1-(l1-methvlpr... 116 C6H16N2 020325-97-7 38
2 Bicvclol2.2.11heptane-2-carboxvl... 154 C9H1402 035520-81-1 38
3 Hvdrazine. 1.1-dipropvl- 116 C6H16N2 004986-50-9 38
4 Hvdrazine. 1.2-dipropvl- 116 C6H16N2 001615-83-4 35
5 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 32

Abundance Scan 544 (8.505 min): BF091436.D (-538) (-) m/z 87.00 100.00%
87
41
5000 -
67 95 116 130 ﬁ/\..(‘................
7 108 138 152 8.20 8.40 8.60 8.80
0 m/z 41.10 55.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8048: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
87
5000 R RS R U
45 8.20 8.40 8.60 8.80
29 59 116 m/z 43.00 47.63%
| ‘ 20 101
0'P”M“”WW'W”MM””L'”P”lP“Wt”W”“W””I“”P'”P”'P'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
87
820 840 860 880
5000 o5 m/z 55.10 34 .52%
67
27 4 55
o 9 104 113 125 439 154
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8028: Hydrazine, l,l—dipropyl— TT T[T T T T[T T T T[T T I T [TTTT
45 87 8.20 8.40 8.60 8.80
m/z 130.10 31.53%
5000
116
0 w""|“"HMI'W"*??'"zq'"|"J|"'}9%"|"“|""v"'|"“|""|“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknown9.40 Concentration Rank 19

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

9.40 2.46 ng 219414 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-ethvl-. methvl e... 164 C10H1202 007364-20-7 15
2 Phenol. 2-(3-chloro-2-propenvl)- 168 C9HOCIO 086694-60-2 15
3 Cvclopropanecarboxvlic acid. 2.2... 168 C10H1602 010453-89-1 15
4 3-(2-Ethvl-imidazol-1-vID)-propio... 168 C8H12N202 1000277-78-0 14
5 2-Allyloxyanisole 164 C10H1202 004125-43-3 14

Abundance Scan 622 (9.396 min): BF091436.D (-619) (-) m/z 123.10 100.00%
3

5000

9.00 9.20 9.40 9.60 9.80

0! m/z 133.10 97.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31676: Benzoic acid, 4-ethyl-, methyl ester
133
5000
105 164 9.00 9.20 9.40 9.60 9.80
m/z 109.10 95.22%
H 149
0..W.H.P.”,”W.ﬂn” NN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
133
R ERmEE B
9.00 9.20 9.40 9.60 9.80
5000 168 m/z 146.10 72.14%
105
51 77
0 38 91 ' 119 | 149
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34535: Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-met... R A R B
81 123 9.00 9.20 9.40 9.60 9.80
41 m/z 119.05 59.86%
5000 . 168
107 153
0 39
- IIIIIIIIIIIIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60 9.80

8270-BF112916.M Tue Dec 06 13:41:23 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 10

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

9.56 4.27 ng 381090 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 87
2 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 001590-08-5 43
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 41
4 Naphthalene. 5-ethvl-1.2.3.4-tet... 160 C12H16 042775-75-7 30
5 1-Benzosuberone 160 C11H120 000826-73-3 30

Abundance Scan 636 (9.556 min): BF091436.D (-633) (-) m/z 131.00 100.00%
118 14
160
145
5000
187 AR RS S SR
171 9.20 9.40 9.60 9.80
o m/z 118.00 94 .96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29365: 1(2H)-Naphthalenone, 3,4-dihydro-3-methyl-
118
90
160
5000 145 Ak*l' IR SRS SR R
9.20 9.40 9.60 9.80
m/z 160.10 68 .53%
39 63
2r S LT [ e || 13
0 ...lu‘l..‘l‘..“..‘l‘l‘. .“.‘l....l‘...l‘lul“..l“.‘. : |‘|‘|||||| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118
% 160 920 940 9.60 980
5000 m/z 57.10 66 .64%
131 145
27 39 51 63 77 103
G L S L S UL WL L L S L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29447: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- B e S ERREEER S
118 9.20 9.40 9.60 9.80
160 m/z 90.00 64 .62%
5000 145
105
128
s 2 B8 s T T . | VI N S
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
" 9.70 2.60ng 231536  Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
""" 5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002  000719-22-2 78

1 2.

2 3.7.7-Trimethvl-1-(3-o0xo-but-1-e... 220 C13H1603
3 2-Butanone. 3-(4-tert-butvlpheno... 220 C14H2002 160875-28-5 25
4 C 003673-06-1 22
5

013303-69-0 18

vclohexanamine. N.N"-1.2-ethane... 220 C14H24N2
1-Indolinecarboxaldehyde, 2-hydr... 177 C10H11NO2

1000189-13-7 41

Abundance Scan 649 (9.705 min): BF091436.D (-646) (-) m/z 41.10 100.00%
1
55 67 135 177
5000
192 205 220 9.40 9.60 9.80 10.00
0 m/z 43.05 85.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69382: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
5000 41 LA L L L L L L L
57 3149 |y 205 9.40 9.60 9.80 10.00
m/z 177.10 64 .90%
29 “ 47 95107 121 ‘ ‘ 192
0.}i.@”iuﬂwlhhﬁﬁ.wwiwnw”.‘\HM“u.j.w”,N”.,”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 135
AIIIIIAIIIIIIIIIIIIIIIII
150 9.40 9.60 9.80 10.00
5000 177 m/z 67.00 61.60%
77 107
91
A 122 163 | 19205 220
B B e B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69331: 2-Butanone, 3-(4-tert-butylphenoxy)- T
177 9.40 9.60 9.80 10.00
m/z 55.00 60.59%
5000 43 57
91 107 135 220
7 ‘ ‘ 121 ‘ 205
o ...,....,..‘.“.,.“.‘..“‘,..‘.“.,‘.“.‘.‘a”‘,‘...‘a,.lf"?.m.l... .1.9.1.,....,‘... R R EAEEaae s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10 00

8270-BF112916.M Tue Dec 06 13:41:25 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknownl10.15 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.15 2.40 ng 213895 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3-hvdroxv-4-methox... 192 C11H1203 018075-41-7 41
2 Ethanone. 1-T4-(1-methvl-2-prope... 174 C12H140 109586-49-4 35
3 3-Buten-1-one. 4-12.6.6-trimethyv... 192 C13H200 085949-43-5 30
4 4-Quinolinol. 2-methvl- 159 C10H9NO 000607-67-0 25
5 Crotonophenone, 27,5"-dimethyl- 174 C12H140 015561-15-6 25

Abundance Scan 688 (10.150 min): BF091436.D (-687) (-) m/z 159.10 100.00%

133

91

5000 105115 192

77

9.80 10.00 10.20 10.40

o m/z 177.05 92 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50207: Benzaldehyde, 3-hydroxy-4-methoxy-2-(2-propenyl)-
177
39
5000 103 LB L B L B
51 g5 77 131 192 9.80 10.00 10.20 10.40
‘ 115 ‘ 14559 m/z 133.05 63.53%
ol 'M‘ \I .“l‘ ‘. I\“l‘\l .HlHi‘ ; ‘.M“. I‘HHI ; ‘l”‘i“. ; l\”l‘ I ‘;H‘l‘\l ; M ; .Hl‘l i -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
159
43 T T
9.80 10.00 10.20 10.40
5000 115 174 m/z 91.10 50.48%
91 131
77
O e L o B L e o BN o i o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50533: 3-Buten-1-one, 4-[2,6,6-trimethyl-1(or 2)-cyclohex... R R RREEE T A
177 9.80 10.00 10.20 10.40
m/z 192.10 40.80%
69
192
5000 41 81 123
107
55 93 ‘ 135 149,¢
0.,..”hh.wb,ﬂuuﬂu.mk,Jﬁ.ww.mh,uﬂ.uw..ﬂ,”..,. N
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF112916.M Tue Dec 06 13:41:26 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknownl10.20 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.20 3.18 ng 284108 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 35
2 Benzene. l1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 35
3 Benzene. l-methvl-4-(1l-methvleth... 132 C10H12 001195-32-0 30
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 30
5 4-Hydroxy-6-methyl-1,5-naphthyri... 160 C9H8N20 023443-24-5 30
Abundance Scan 692 (10.196 min): BF091436.D (-690) (-) m/z 132.10 100.00%
2
5000
191 206 9.80 10.00 10.20 10.40 10.60
0 m/z 160.10 71.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13602: 1H-Indene, 2,3-dihydro-2-methyl-
117
132
5000 ISR BN BN U
9.80 10.00 10.20 10.40 10.60
91 m/z 178.10 64 .83%
15 27 ?g 51 65 77 ‘ 104 ‘ |
OIII\III“;IHI‘I |“i‘|‘|“l‘||”:“|||‘|||“l‘||l||‘l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
- 9.80 10.00 10.20 10.40 10.60
5000 m/z 117.10 57.16%
91
39 51 65 /7 105
15 27
e S S U UL L L IS LA L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13628: Benzene, 1-methyl-4-(1-methylethenyl)- N R
17 14 9.80 10.00 10.20 10.40 10.60
m/z 115.00 54 _15%
91
5000
39 65
28 51 77
0|||1|5||‘l=|“i‘||“l‘|‘|‘h‘||ul‘h||‘|‘||1|q=?||l‘||‘l“|‘||||||||||||||||||||| R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40 10.60

8270-BF112916.M Tue Dec 06 13:41:26 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 1-Indanone, 5,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.24 6.34 ng 565966 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Indanone. 5.6-dimethvl- 160 C11H120 016440-97-4 50
2 1H-Inden-1-one. 2.3-dihvdro-4.7-... 160 C11H120 005037-60-5 46
3 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 35
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 35
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 35
Abundance Scan 696 (10.242 min): BF091436.D (-694) (-) m/z 117.10 100.00%
117 133 160 178
5000
10.00 10.20 10.40 10.60
o 192202 m/z 178.10  88.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29336: 1-Indanone, 5,6-dimethyl-
117 160
132
5000 U SN SN BRI B
27 39 10.00 10.20 10.40 10.60
51 63 77 91 m/z 160.10 85.32%
AL NN
o..uw.r.npuw.pﬂuwh.w;wﬂh.l,@W.,J..‘...w....,”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
160
117 '“'l'“'|4?ﬁ7"“|'“
10.00 10.20 10.40 10.60
5000 m/z 133.10 83.97%
51 o1 132
a1 63 77 103 145
e L L S UL W L L L I L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13619: Benzene, 1-methyl-4-(2-propenyl)- R B R R
117 10.00 10.20 10.40 10.60
m/z 132.10 49 _.53%
132
5000
91
39 51 65 /7 105
152 | L
Ot e e e e e R SN BRI BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzene, [1-(2,4-cyclopenta... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.50 3.37 ng 300510 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. I1-(2.4-cvclopentadien-... 168 C13H12 002320-32-3 50
2 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 38
3 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 38
4 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 20
5 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 18

Abundance Scan 719 (10.505 min): BF091436.D (-717) (-) m/z 57.10 100.00%

1

:

5000

10.20 10.40 10.60 10.80
m/z 45.10 89.71%

01

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34883: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]-
5000 LA L L L L L L L
10 20 10 40 10 60 10 80
114 m/z 168.10 88.15%
S
oy
T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
168
T T
10.20 10.40 10.60 10.80
5000 m/z 153.10 55.34%
152

27 39 51 63 76 91107 115 128139

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

A1

Abundance #34875: 1,1'-Biphenyl, 3-methyl- T
168 10.20 10.40 10.60 10.80
m/z 167.10 44 _80%
5000
152
N A O PRl T | N i [ e i
m/z--> 20 40 60 80 100 120 140 160 180 200 10 20 10 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 unknownl10.57 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.57 3.07 ng 274093 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-(4-methoxvph... 178 C10H1003 000943-89-5 38
2 2(1H)-Ouinoxalinone. 3-methvl- 160 C9H8N20 014003-34-0 35
3 Cvclopropanamine. 2-phenvl-. tra... 133 C9H11N 000155-09-9 35
4 2H-1-Benzopvran-2-one. 6-methvl- 160 C10H802 000092-48-8 35
5 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 35
Abundance Scan 725 (10.573 min): BF091436.D (- 723) ( ) m/z 178.10 100.00%
o1 160
192
5000 41 29 145
63 10
g8 206 220 10.20 10.40 10.60 10.80
0 I m/z 133.10 89.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40866: 2-Propenoic acid, 3-(4-methoxyphenyl)-, (E)-
178
5000 AR DA AR AR B
161 mmmmmmmm
77 133 m/z 132.05 84 .36%
18 395168 7% 10718 | 1a7 ||
s 30 e 80 10 130 140 1k 1% o 2%
Abundance
132
160 USSR R I
10.20 10.40 10.60 10.80
5000 63 m/z 115.05 83.47%
39 52 90
77 104
0 117
m/z--> ﬁo Jo éo éo 160 150 150 160 180 260 250
Abundance #14298: Cyclopropanamine, 2-phenyl-, trans-(.+/-.)- T
132 mmmmmmmm

m/z 131.10 82 .80%

56 115
5000 30
77
‘ 104
Il \\ \\H \H \H‘ \‘\ HM H\ \
T poler ot

m/z--> 20 40 0 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 15 1(2H)-Acenaphthylenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.80 5.88 ng 351843 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 78
2 Dibenzofuran 168 C12H80 000132-64-9 42
3 Benzaldehvde. 2-fluoro-3-hvdroxv- 140 C7H5F02 103438-86-4 38
4 2.5-Thiophenedicarboxaldehvde 140 C6H402S 000932-95-6 30
5 4H-Pyran-4-one, 2-ethyl-3-hydroxy- 140 C7H803 004940-11-8 27

Abundance Scan 745 (10.802 min): BF091436.D (-743) (-) m/z 140.10 100.00%

140 16

5000

§5

10.40 10.60 10.80 11.00 11.20
m/z 168.10 90.11%

0!

m/z-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34859: 1(2H)-Acenaphthylenone
140 168
5000 LA L I L L B L L L BL
10 40 10. 60 10 80 11. 00 11. 20
m/z 57.10 86.25%
50 113
I \‘ h b, HM ) I ll ‘
0,.”.,.”.,.. .,.”.,.”.,.”.,... e REmmE e
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
168
R N R I EREEE s
10.40 10.60 10.80 11.00 11.20
5000 m/z 139.10 81.84%
139
84
2g 39 50 63 98 113154 150
L L B A e e o o B B
m/z-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17631: Benzaldehyde, 2-fluoro-3-hydroxy- A RREEE RS E ST
140 10.40 10.60 10.80 11.00 11.20
m/z 43.10 47 .03%
5000
57 83 111
L o N LA e o e B R N R I EREEE s
m/z-> 20 40 60 80 100 120 140 160 180 200 220 10 40 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Benzenesulfonamide, N-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.27 7.41 ng 443109 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 90
N-(2-Cvano-ethvl)-benzenesulfona... 210 C9H10N202S 002619-21-8 74
3 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6NO3S 055734-41-3 59
4 N.N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 45
5 Benzenesulfonyl azide 183 C6H5N302S 000938-10-3 45
Abundance Scan 786 (11.270 min): BF091436.D (-784) (-) m/z 77.00 100.00%
7
141
170
5000
51
R DA DU IR B
121 11.00 11.20 11.40 11.60
Olrrreprrretrabrretrireb etk b a0 238 217 | m/z 141.00 76.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64847: Benzenesulfonamide, N-butyl-
77 141 170
5000 RN U SR U B
11.00 11.20 11.40 11.60
s ot m/z 170.00 65.13%
Olrrreelilbebeerrb ol 118y L L f}?.”...” —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
77
11.00 11.20 11.40 11.60
5000 141 m/z 51.05 29.87%
51 170
28
ol 97 118 193210
mﬁmwﬁwwﬁwrwﬁwrﬁwﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #134906: N-Benzenesulfonyloxy-2,2-bis(trifluoromethyl)azir... L REEmEmEm e
77 141 11.00 11.20 11.40 11.60
m/z 78.05 11.14%
5000
51
o 335
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.69 ng 460072 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 843 (11.922 min): BF091436.D (-841) (-) m/z 43.10 100.00%
43 60 VUV\Ahkvvwﬂkwy-MmmA\¢
73
5000
213 UL BN SRR U
A 143157171185199 227,39 256 11.60 11.80 12.00 12.20
Ot m/z 60.00 94 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 4
5000 T T [T T T[T T[T
11.60 11.80 12. 00 12.20
m/z 57.10 86.21%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- 1160 11.80 12.00 12.20
5000 m/z 73.00 81.44%
129 242
87 199
101 115 143 157171 185 213226
O L B AR I
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #75071: Tetradecanoic acid R e AR
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 79.27%
>0 129 WJW
- 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.05 4.10 ng 244927 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 93
2 6-0x0-5-phenvl-2.3.5.6-tetrahvdr... 263 C16H13N30 087365-22-8 47
3 4.6-Dinitro-1.1.3.3.5-pentamethv... 278 C14H18N204 000116-66-5 41
4 1H-Pvrazole-4-carbonitrile. 3-(4... 263 C12H10CIN3S 068364-67-0 40
5 Benzoic acid, 3,5-bis(1,1-dimeth... 278 C17H2603 001620-64-0 38
Abundance Scan 854 (12.048 min): BF091436.D (-852) (-) m/z 263.15 100.00%
263
5000 AL‘
i 147 278 LR LN SUURIL SN I
41 ‘ 7791 115129 1161 185 208 219 235, 11.80 12.00 12.20 12.40
0...,l...'.l.'...'l..l..l.'.'.'.", .|| .,"'.':'.".',"....',.“...','...'.,'...'.,....,'...',.. m/z 57.10 32.70%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105177: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263
5000 LRI M SULRILN SN B
278 11,80 12.00 12.20 12.40
57 147 m/z 278.20 26.29%
. 41 7791 115120 | 161 185 203 2}9 235 L
m/z--> 40 60 80 160 120 150 160 180 200 220 240 260 280
Abundance
263
' 11:80 12,00 12.20 12.40
5000 m/z 264.20 18.36%
105
77 130 235
o Slgq 1L 90005 201 248
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104972: 4,6-Dinitro-1,1,3,3,5-pentamethylindane
263 11.80 12.00 12.20 12.40
m/z 147.10 18.08%
278
43 115128141
o 63 77 91 T . 155171 157201 221 246
m/z--> 40 éo éo 160 120 140 160 180 200 220 240 2éo 2éo 11,80 12.00 12,20 12.40

8270-BF112916.M Tue Dec 06 13:41:33 2016 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 7.76 ng 342655 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 911 (12.699 min): BF091436.D (-910) (-) m/z 43.10 100.00%
ile]
73
5000
129
o1 15135 o7 241 o8 12.40 12.60 12.80 13.00
o pafa20 L PO7 | 2667 “m/z 57.10 78.82%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
43
73
5000 LRI B B SURE B
129 nmnmnmnm
185 284 m/z 60.00 77.98%
241
0 |1|8‘\| ‘k“ IH“"‘ hl\ .““H.“‘”l‘ .‘“h. - :II-5'7 I\ .‘. \|2|13| L .‘ |2|6|5 A R B
miz--> 0 50 100 150 200 250 300 350
Abundance
43
73 12140 12.60 12.80 13.00
5000 284 m/z 55.05 74 ._.75%
129
97
185
. 157 213 241 . 311 372 N~M~v\,NJ»JNVAH’»FV_MK/HV\F
miz--> 0 55 160 1%0 260 250 300 3%0
Abundance #83683: Pentadecanoic acid B I
a4 73 12.40 12.60 12.80 13.00
m/z 73.00 68.93%
5000
129 242
LT L
OIIIL ....‘]‘,‘J“.‘..;LSZ..‘.‘.‘.2.2:.3. N ——— —— T e e
miz--> 0 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091436.D

Aca On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample : H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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 Z-5-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.85 5.21 ng 230197 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 90
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 83
4 10-Methvl-octadec-1-ene 266 C19H38 1000192-60-5 83
5 Chloroacetic acid, 3-pentadecyl ... 304 C17H33Cl02 1000280-08-8 83
Abundance Scan 1012 (13.854 min): BF091436.D (-1010) (-) m/z 43.10 100.00%
i)
83
5000
11 RS SURILR SO UL S
| 20185 207 530 255 276 296 13.60 13.80 14.00 14.20
O m/z 55.00 87.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98172: Z-5-Nonadecene
55 83
5000 RS SRR BRI UL S
13.60 13.80 14.00 14.20
m/z 57.05 84 .04%
Obrrprrrye
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
4 37 83
13.|60 13.|80 14.'00 14.'20
5000 111 m/z 83.10 57.78%
139 266
o 26 154 181196 223238 M‘/\vlkw

Wmﬁmmmmm

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

Abundance #89787: 3-Octadecene, (E)- A maR TS S
13.60 13.80 14.00 14.20

m/z 69.10 57.44%

97
5000

%

T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120516\
Data File : BF091436.D

Acq On : 5 Dec 2016 23:41

Operator : UM/SJ

Sample - H5802-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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-Pentanol, 4-met... 3.68 3.7 ng 164003 1 6.85 887519 20.0
Propane, 2-methyl... 5.03 16.5 ng 734040 1 6.85 887519 20.0
unknown6 .62 6.62 91.5 ng 4062040 1 6.85 887519 20.0
Naphthalene, 1,2,... 8.38 2.7 ng 157076 2 8.14 1151520 20.0
unknown8 .50 8.50 3.6 ng 205911 2 8.14 1151520 20.0
unknown9 .40 9.40 2.5 ng 219414 3 9.89 1784210 20.0
1(2H)-Naphthaleno. .. 9.56 4.3 ng 381090 3 9.89 1784210 20.0
2,5-Cyclohexadien. .. 9.70 2.6 ng 231536 3 9.89 1784210 20.0
unknown10.15 10.15 2.4 ng 213895 3 9.89 1784210 20.0
unknown10.20 10.20 3.2 ng 284108 3 9.89 1784210 20.0
1-Indanone, 5,6-d... 10.24 6.3 ng 565966 3 9.89 1784210 20.0
Benzene, [1-(2,4-... 10.50 3.4 ng 300510 3 9.89 1784210 20.0
unknown10.57 10.57 3.1 ng 274093 3 9.89 1784210 20.0
1(2H)-Acenaphthyl ... 10.80 5.9 ng 351843 4 11.37 1196020 20.0
Benzenesulfonamid... 11.27 7.4 ng 443109 4 11.37 1196020 20.0
n-Hexadecanoic acid 11.92 7.7 ng 460072 4 11.37 1196020 20.0
3,5-di-tert-Butyl... 12.05 4.1 ng 244927 4 11.37 1196020 20.0
Octadecanoic acid 12.70 7.8 ng 342655 5 14.00 883293 20.0
Z-5-Nonadecene 13.85 5.2 ng 230197 5 14.00 883293 20.0
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