LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On : 17 Aug 2016 7:08

Operator : UM/SJ

Sample : H4399-04

Misc :

ALS Vial : 22 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-BF081616.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 1.667 6 7 16 rvV 1486494 2706383 8.66% 1.174%
2 1.792 16 18 80 rvVvB 12338384 31245962 100.00% 13.549%
3 4.844 282 285 289 rBVY 1302958 1810740 5.80% 0.785%
4 5.279 320 323 325 rBVY 9066439 8894569 28.47% 3.857%
5 5.701 357 360 361 rBV 219107 324707 1.04% 0.141%
6 6.330 412 415 417 rBV 6471207 6239874 19.97% 2.706%
7 6.467 424 427 429 rBV 13804842 15776815 50.49% 6.841%
8 6.696 445 447 449 rBVY 5255554 4846411 15.51% 2.102%
9 6.856 458 461 463 rBV 14201742 13154763 42.10% 5.704%
10 7.267 493 497 499 rBV 10184802 11470020 36.71% 4_.974%

11 7.736 534 538 540 rBvV2 362286 681690 2.18% 0.296%
12 7.930 547 555 557 rBV3 264985 730187 2.34% 0.317%
13 7.987 557 560 562 rvB 7107193 6939890 22.21% 3.009%
14 8.250 582 583 586 rvv 1081976 1376174 4._.40% 0.597%
15 8.319 588 589 591 rvv2 417684 557671 1.78% 0.242%

16 8.365 591 593 595 rvB3 312223 523781 1.68% 0.227%
17 8.445 595 600 603 rBV5 234215 534028 1.71% 0.232%
18 8.513 603 606 608 rBv2 1112614 1537795 4.92% 0.667%
19 8.570 608 611 617 rvB2 1786540 2618640 8.38% 1.136%
20 8.730 620 625 628 rBV7 374619 1022339 3.27% 0.443%

21 8.799 628 631 632 rBv2 610775 713616 2.28% 0.309%
22 8.856 632 636 637 rBv2 437512 832182 2.66% 0.361%
23 8.890 637 639 641 rVB2 347428 552542 1.77% 0.240%
24 8.936 641 643 645 rBvY 960011 1387278 4._.44% 0.602%
25 8.982 645 647 649 rvVB3 631023 832610 2.66% 0.361%

26 9.073 651 655 656 rVB 18154777 21569375 69.03% 9.353%
27 9.176 659 664 667 rBv3 710294 1709107 5.47% 0.741%
28 9.222 667 668 672 rVvB2 477501 620637 1.99% 0.269%
29 9.325 672 677 678 rBV 1653240 2223467 7.12% 0.964%
30 9.382 678 682 687 rBv4 1046507 2993690 9.58% 1.298%

31 9.462 687 689 690 rBV 1279153 1069807 3.42% 0.464%
32 9.553 695 697 699 rvB2 361737 361821 1.16% 0.157%
33 9.599 699 701 703 rVB2 477623 658719 2.11% 0.286%
34 9.645 703 705 708 rBv2 489377 1025654 3.28% 0.445%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On : 17 Aug 2016 7:08

Operator : UM/SJ

Sample : H4399-04

Misc :

ALS Vial : 22 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.736 710 713 716 rVB 7986074 8570282 27.43% 3.716%

36 9.828 719 721 724 rBV2 1575067 2265525 7.25% 0.982%
37 9.873 724 725 726 rVV 1110994 879668 2.82% 0.381%
38 9.896 726 727 730 rVB2 484452 682372 2.18% 0.296%
39 9.942 730 731 734 rVB3 317477 380603 1.22% 0.165%
40 10.022 737 738 739 rBV 325657 369491 1.18% 0.160%

41 10.056 739 741 743 rVB2 718032 631427 2.02% 0.274%
42 10.159 749 750 752 rBV 410134 635521 2.03% 0.276%
43 10.296 760 762 764 rBV3 526856 695139 2.22% 0.301%
44 10.330 764 765 768 rvv2 866580 1094371 3.50% 0.475%
45 10.388 768 770 772 rVvV2 362940 450183 1.44% 0.195%

46 10.433 772 774 776 rvv2 370228 561555 1.80% 0.244%
47 10.525 778 782 789 rVV 10533097 14254171 45.62% 6.181%
48 10.639 789 792 796 rVvV3 1076413 1925250 6.16% 0.835%
49 10.730 798 800 806 rvB6 388075 873487 2.80% 0.379%
50 10.879 809 813 815 rBv4 337064 791504 2.53% 0.343%

51 10.936 815 818 820 rvv2 661141 1111142 3.56% 0.482%
52 11.005 823 824 826 rBV2 655499 634452 2.03% 0.275%
53 11.165 837 838 840 rBv2 810098 1243212 3.98% 0.539%
54 11.211 840 842 844 rVB2 5874572 6902528 22.09% 2.993%
55 11.268 844 847 849 rVvB 1260178 1762747 5.64% 0.764%

56 11.325 849 852 853 rBvV 884205 933966 2.99% 0.405%
57 11.542 869 871 873 rBV2 244412 394267 1.26% 0.171%
58 11.599 874 876 879 rvVB 888062 965098 3.09% 0.418%
59 11.656 879 881 882 rBV 274165 399130 1.28% 0.173%
60 11.771 888 891 894 rBV3 1679801 2464405 7.89% 1.069%

61 11.965 906 908 909 rBV 231109 315227 1.01% 0.137%
62 12.251 930 933 934 rBv2 211671 340890 1.09% 0.148%
63 12.559 958 960 962 rBv2 819225 1316680 4.21% 0.571%
64 12.811 979 982 984 rBV 13211879 15965118 51.09% 6.923%
65 13.016 998 1000 1008 rvB2 200115 475522 1.52% 0.206%

66 13.737 1061 1063 1068 rVB 347793 431735 1.38% 0.187%
67 13.851 1071 1073 1076 rBV 6015445 5842668 18.70% 2.534%
68 15.291 1196 1199 1202 rBV 3969674 4509269 14.43% 1.955%

Sum of corrected areas: 230611549
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF081616\

BF089748.D

17 Aug 2016 7:08

UM/SsJ

H4399-04

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

5000000

9.74

12.

Abundance TIC: BF089748.D
1.5e+07
© 647 686
1.79
7.27
1le+07 5.28
6.33]
6.70
5000000
167 4.84
e e o T L II?J? e L~ SRS I SR S,
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
Abundance TIC: BF089748.D
9|07
1.5e+07 12.81
10.52
1e+07

56

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089748.D

1.5e+07

1e+07

13.85
5000000 15.29
13.7
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\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.84 7.47 ng 1810740 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 285 (4.844 min): BF089748.D (-282) (-) m/z 43.00 100.00%
43
59
5000
i a0 40 800 820
83 : : : :
o...,....,....,.??.',':...?.1.4!,...‘??....,.-...,....-,|....1,1.1...,....,....,...., m/z 59.10 54.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.00 20.17%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.00 18.81%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59 460 4.80 5.00 5.20
m/z 41.10 8.56%
5000 43
31
0 ]75 \ ‘ \‘\ N 69 8\7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.47 Concentration Rank 2

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

6.47 65.11 ng 15776800 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 427 (6.467 min): BF089748.D (-424) (-) m/z 132.00 100.00%
132
5000 68
%6 J " 620 640 6.60 6.80
40 54 . . . .
o g8 lewr a5 207 77 68.05  38.400%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS L L A
6.20 6.40 6.60 6.80
2 51 m/z 134.00 37.47%
0"kﬁﬁlw'l'““jg"'l“'”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
" 620 640 6.60 6.80
5000 67 m/z 66.10 24.46%
41 97
53
79 117
107
e L B A UL W L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propiony! .
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.42%
5000 og 116
| T AN HW..kL,..“n N R }??II o SN | N | S
m/z--> 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 1H-Inden-1-ol, 2,3-dihydro- Concentration Rank 16

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

8.25 3.97 ng 1376170 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-o0l. 2.3-dihvdro- 134 C9H100 006351-10-6 93
2 Benzaldehvde. 3.4-dimethvl- 134 C9H100 005973-71-7 70
3 Phenol. 4-(2-propenvl)- 134 C9H100 000501-92-8 52
4 1H-Inden-5-o0l. 2.3-dihvdro- 134 C9H100 001470-94-6 47
5 Pyrazine, 2-methyl-5-(1-propenyl... 134 C8H10N2 018217-82-8 46

Abundance Scan 583 (8.250 min): BF089748.D (-582) (-) m/z 133.00 100.00%
133
5000
51 77 91 15
39 63 1 8.00 8.20 8.40 8.60
0 S 100 28 "m/z 134.05 52.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro-
133
5000 S AR RRANE AR A
8.00 8.20 8.40 8.60
77 115 m/z 115.00 26.48%
40 51 63 || 108 ‘
0 ...l....|..“.‘.l‘.‘...“l..‘..|‘.‘..Hl...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133
8.00 8.20 8.40 8.60
5000 105 m/z 77.00 19.96%
77 91
39 51
oL 15 21 63 119
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15295: Phenol, 4-(2-propenyl)-
134 8.00 8.20 8.40 8.60
m/z 91.00 19.51%
107
5000 77
39
27 51 91
RN
o I:IT?I I\I\I .“i“. .HH. ﬂ‘ﬁ“‘.‘.“.“l s I" - H“I ; .‘. ‘. RS m e m e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 unknown8.51 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.51 4.43 ng 1537800 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 38
2 Cvclopropnlalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 38
3 1-(3.3-Dimethvibutvyn-1-vI)-2.2-d... 148 C11H16 1000222-04-6 25
4 1.4-Benzenedicarboxaldehvde. 2-m... 148 C9H802 027587-17-3 25
5 Pyrazine, 3,5-dimethyl-2-(2-prop... 148 C9H12N2 055138-70-0 22
Abundance Scan 606 (8.513 min): BF089748.D (-603) (-) m/z 147.10 100.00%

7

91
5000 77 105115
8.20 8.40 8.60 8.80
0 o %8 "m/z 130.00  69.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13085: 2-Methylindene
130
115
5000

8.20 8.40 8.60 8.80
m/z 148_.10 55.84%

39 51 Gf 77 89 102 | |

Ot e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130
RN RREEE R s S
8.20 840 8.60 8.80
5000 115 m/z 91.00 50.30%
51 64
27 39 77 gg 102
o} RIS SN S S/ G W | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22851: 1-(3,3-Dimethyloutyn-1-yl)-2, 2-dimethylcyclopropene A R AR R
91 8.20 840 8.60 8.80
105 133 148
a1 m/z 129.00 48 .77%
77
5000
27 51 g5 117
Ol Wbl ol A WOy
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 5

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

8.57 7.55 ng 2618640 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 96
2 Stvrene 104 C8HS8 000100-42-5 91
3 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 62
4 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 60
5 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 59

Abundance Scan 611 (8.570 min): BF089748.D (-608) (-) m/z 104.00 100.00%
104 132
5000 78
51 M
63
39 89 h 8.20 8.40 8.60 8.80 9.00
A \L bl D7 N 113123 ) 144 189 474 1 p757135 00 99.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14542: 1H-Inden-1-one, 2,3-dihydro-
104 132
5000 AR AR LA AR
78 8.20 8.40 8.60 8.80 9.00
51 m/z 103.00 55.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104
8.20 8.40 8.60 8.80 9.00
5000 78 m/z 78.00 43.49%
51
oL 15 27 39 63 89
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14544: 2H-Inden-2-one, 1,3-dihydro-
104 8.20 8.40 8.60 8.80 9.00
m/z 77.00 33.43%
5000 . 130
0"'I'“'“I'Jle”'wl'“"”"P§I”"I""I""I' AR U SRR
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Benzene, (3-methyl-2-butenyl)- Concentration Rank 19

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

8.73 2.95 ng 1022340 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 50
2 Benzene. (l-methyl-1-butenvl)- 146 C11H14 053172-84-2 46
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 46

006072-57-7 43
000769-25-5 42

4 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14

Abundance Scan 625 (8.730 min): BF089748.D (-620) (-) m/z 91.00 100.00%
9
120131
5000 146
R EERREEEE RS S
8.40 8.60 8.80 9.00
(o m/z 105.05 84.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131
91
5000 146 ll|llll|llll|llll|llll|
8.40 8.60 8.80 9.00
27 51 m/z 120.05 64.72%
15 ‘ M ‘ 65 77 103115 ‘
0..&,.M”thL,UwHM.HM,W.WH.$”,¢k”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
o1 8.40 8.60 8.80 9.00
5000 m/z 131.00 64 .32%
146
,y 3951 T 03115
15 1
T = e eI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131 146 8.40 8.60 8.80 9.00
m/z 146.10 47 .57%
5000 105
91
07 39 51 g5 77 ‘ H
0..”,.EHM.JL,WNMM.nu,%.ﬂ“.%hfjt”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Propanal, 2-methyl-3-phenyl- Concentration Rank 17

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

8.94 3.24 ng 1387280 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2-methvIl-3-phenvl- 148 C10H120 1000131-87-6 86
2 Benzaldehvde. 4-(1-methvlethvl)- 148 C10H120 000122-03-2 53
3 1l.4-Benzenedicarboxaldehvde. 2-m... 148 C9H802 027587-17-3 42
4 Pvrrole-3-carbonitrile. 5-formyvl... 148 C8H8N20 032487-71-1 42
5 Pyrazine, 3,5-dimethyl-2-(1-prop... 148 C9H12N2 055138-78-8 41

Abundance Scan 643 (8.936 min): BF089748.D (-641) (-) m/z 133.00 100.00%
133 147
5000
160
8.60 8.80 9.00 9.20
ol '! A8 193 | hn/z 147.10  83.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22668: Propanal, 2-methyl-3-phenyl-
133 148
105
5000
i 119 8.60 8.80 9.00 9.20
51 91 m/z 148.10 74.66%
ale b Ll
0:||||||||‘||H‘||“|‘||Hl‘|||‘|||l‘||‘|‘|||‘|‘|||‘|‘|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105 183 o
77 8.60 8.80 9.00 9.20
5000 m/z 145.00 62.75%
51 a 119
39 63
15 29
G L L L S B L UL BRI B WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23285: 1,4-Benzenedicarboxaldehyde, 2-methyl- e AR BN S
148 8.60 8.80 9.00 9.20
m/z 115.00 59.59%
91
5000 119
39 65
oL 15 T s s | 1w |
m/z--> 20 45 65 80 100 120 140 160 180 ' 860 880 9.00 9.0

8270-BF081616.-M Wed Aug 17 17:23:59 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 1H-Inden-1-ol, 2,3-dihydro-... Concentration Rank 15

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

9.18 3.99 ng 1709110 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-o0l. 2.3-dihvdro-3.3-d... 162 C11H140 038393-92-9 64
2 Benzene. hexamethvl- 162 C12H18 000087-85-4 60
3 Pvrazine. trimethvl-1-propenvl-.._.. 162 C10H14N2 055138-79-9 58
4 Pvrazine. trimethvl-1-propenvl-.... 162 C10H14N2 055138-75-5 58
5 1,2,3,4-Tetrahydro-2,3-dimethylq... 162 C10H14N2 013311-77-8 55

Abundance Scan 664 (9.176 min): BF089748.D (-659) (-) m/z 147.10 100.00%
147
162
5000

8.80 9.00 9.20 9.40 9.60

0 m/z 162.10 61.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32180: 1H-Inden-1-ol, 2,3-dihydro-3,3-dimethyl-
147
5000 129
162 8.80 9.00 9.20 9.40 9.60
0
;5 7791 115 m/z 161.10 46.75%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
147
8.80 9.00 9.20 9.40 9.60
5000 162 m/z 91.00 39.12%

o1
15 3953 77 10511954

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32078: Pyrazine, trimethyl-1-propenyl-, (E)- B e A O
147 8.80 9.00 9.20 9.40 9.60
m/z 115.00 31.07%
162
5000
953 79
S TN 0 ESUUNSOOSSNMOONY g Y LA A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 880 9.00 920 9.40 960

8270-BF081616.-M Wed Aug 17 17:24:00 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Benzene, cyclopropyl- Concentration Rank 11

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

9.32 5.19 ng 2223470 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
2 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 Cl11H14 1000189-31-0 64
3 7-Methvlindan-1-one 146 C10H100 039627-61-7 62
4 Benzene. l-pentenvl- 146 Cl1l1H14 000826-18-6 58
5 Indane 118 C9H10 000496-11-7 50

Abundance Scan 677 (9.325 min): BF089748.D (-672) (-) m/z 117.10 100.00%
117 146
5000
63 o1 103
39 51 77 131 9.00 9.20 9.40 9.60
ol - .|'. 0173 188 207 | nz7 146.10  84.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl-
117
5000
o1 9.00 9.20 9.40 9.60
m/z 118.05 43 .28%
27 P ?1 3 7 103 1
":L'SI";"“I .‘l.‘,“:‘..“:“,..“:.,“....‘,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
146
118 9.00 9.20 9.40 9.60
5000 131 m/z 115.00 36.43%
91
27 39 51 65 77 105
O I e o o A B AR B B o e O
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21536: 7-Methylindan-1-one R R
117 146 9.00 9.20 9.40 9.60
m/z 145.00 21.43%
5000
91
39 51 63 77 ‘ 103
0"'P"JW'hJNNNNI”M'Jh'lufﬁ{lw”'l'”'l'”'l'”' USRS A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF081616.-M Wed Aug 17 17:24:01 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknown9.38 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.38 6.99 ng 2993690 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlbenzenacetic acid 164 C10H1202 017283-16-8 46
2 Ethvl 4-methvlbenzoate 164 C10H1202 000094-08-6 43
3 Ethvl m-methvlbenzoate 164 C10H1202 000120-33-2 43
4 1.3.4.5-Tetrahvdrobenzolb1l1.41d... 162 C9H10N20 1000306-61-0 43
5 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 38
Abundance Scan 682 (9.382 min): BF089748.D (-678) (-) m/z 119.10 100.00%

5000

145 164
9.00 9.20 9.40 9.60 9.80

o} m/z 91.00 33.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33335: 3,4-Dimethylbenzenacetic acid
119
5000 LA L L L L L L L L L
105 164 9.00 9.20 9.40 9.60 9.80
51 77 91 149 m/z 120.00 33.10%
133 ‘
oheregrrrepllegleelirbr et reberbereperrerere e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
9.00 9.20 9.40 9.60 9.80
5000 m/z 129.00 21.04%
91
136 164
65
o5 ¥ 105 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33293: Ethyl m-methylbenzoate R B e R
119 9.00 9.20 9.40 9.60 9.80
m/z 115.00 20.93%
5000
91
136 164
65
0...,”.??”..,L..,.H.}Pﬁ.l.”.,}?gl..” e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60 9.80

8270-BF081616.-M Wed Aug 17 17:24:02 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknown9.83 Concentration Rank 10

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

9.83 5.29 ng 2265530 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Ethvl-7-hvdroxvphthalide 178 C10H1003 000485-26-7 35
2 Formic acid. 2-(3-nitrophenvlet... 195 C9H9NO4 1000368-22-2 27
3 3-Hvdroxv-2-pvridin-3-vl-propenal 149 C8H7NO2 1000311-61-6 27
4 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 27
5 O-Nitroacetophenone oxime 180 C8H8N203 010342-62-8 25

Abundance Scan 721 (9.828 min): BF089748.D (-719) (-) m/z 149.00 100.00%
149
91
5000 107 133 178
51 ‘ 162 9.60 9.80 10.00 10.20
. N .|“, s ,Jl-r.'!“, il ,| A %8 2L Tm/z 91.00 51.12%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43567: 3-Ethyl-7-hydroxyphthalide
149
5000 LR LA UL SN
121 178 9.60 9.80 10.00 10.20
0
s 65 93 m/z 178.10 41.97%
0 IIII‘I""I"""I"""I"''I""I"" I B S S S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
9.60 9.80 10.00 10.20
5000 m/z 133.10 38.28%
g0 103
o 31 51 65 120133 179
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23544: 3-Hydroxy-2-pyridin-3-yl-propenal R B B
149 9.60 9.80 10.00 10.20
m/z 107.00 35.56%
5000
92 120
o 5166 105 | 133 |
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20

8270-BF081616.-M Wed Aug 17 17:24:02 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 1(2H)-Acenaphthylenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.64 5.58 ng 1925250 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 89
2 1-Acenaphthenol 170 C12H100 006306-07-6 62
3 1-Acenaphthenol. 3-methvlamino- 199 C13H13NO 1000129-22-6 52
4 1.2-Dihvdro-5-acenaphthvlenamine 169 C12H11IN 004657-93-6 43
5 Benzene, l-chloro-4-(1-methylpro... 168 C10H13ClI 036383-14-9 35

Abundance Scan 792 (10.639 min): BF089748.D (-789) (-) m/z 140.00 100.00%

140

5000

10.40 10.60 10.80 11.00

190 206 220 236

o m/z 139.00 97.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36885: 1(2H)-Acenaphthylenone
140 168
5000 LN L L B L B
10.40 10.60 10.80 11.00
m/z 169.10 77.16%
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240
Abundance
169
141 10.40 10.60 10.80 11.00
0
5000 115 153 m/z 168.00 73.91%
63
oL15 20 S0 689102 | 128
T T T T T T e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60512: 1-Acenaphthenol, 3-methylamino-
140 168 10.40 10.60 10.80 11.00
m/z 170.10 58.52%
5000 70 152
S T Y O SO |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00

8270-BF081616.-M Wed Aug 17 17:24:03 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl10.94 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.94 3.22 ng 1111140 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1-buten-3-vD)-4-pentvl- 202 C15H22 1000161-70-6 22
2 (1-Oxoindan-2-vI)-acetic acid. m... 204 C12H1203 112635-25-3 20
3 1-Phenvl-1-heptvne 172 C13H16 014374-45-9 20
4 Fluorene. 1.2.3.4.4a.9a-hexahvdr... 172 C13H16 001559-97-3 15
5 Cinnamic acid, .beta.-methyl-, e... 190 C12H1402 000945-93-7 15
Abundance Scan 818 (10.936 min): BF089748.D (-815) (-) m/z 131.10 100.00%
131 145
117

5000

10.60 10.80 11.00 11.20

0 m/z 145.10 98.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62801: Benzene, 1-(1-buten-3-yl)-4-pentyl-
131
5000 145 T TTTT TT T T TTT T[T T 1]
117 10,60 10.80 11.00 11.20
0
43 o1 202 m/z 117.00 68.29%
SR A | Y O N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
145
EREE RS
204 10.60 10.80 11.00 11.20
5000 115 130 172 m/z 129.00 68.22%
91
L2 39 51 63 77 77103 189
I B o o e e o e e e EAAREEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39870: 1-Phenyl-1-heptyne R AR R
115 10.60 10.80 11.00 11.20
m/z 128.00 60.33%
143
5000 128
29 a1 o 172
| \ 193 || )
o,.M..‘;‘..‘\.‘.,‘.‘..w,m..,‘.... B e S —
m/z--> 20 60 100 120 140 160 180 200 220 240 10. 60 10. 80 11. OO 11. 20

8270-BF081616.-M Wed Aug 17 17:24:04 2016 Page: 16



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\
BF089748.D

17 Aug 2016 7:08
UM/SJ
H4399-04

22 Sample Multiplier

> C:\Database\NIST11.
TIC Integration Parameters: LSCINT.

BF081616\

S

L
P

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 12

Peak Number

17 unknownll.27

Relative to ISTD

R.T. EstConc Area
11.27 5.11 ng 1762750
Hit# of 5 Tentative ID

Phenanthrene-di10

1 Benzenemethanol.

.alpha.-phenvl

2 10-t-Butvl-10-hvdroxvtricvclol4

3 Benzene.

4 2H-Cvclodecalblpvran.

1-T(tert-butyvldimethvl
3.4.5.6.7

-... 226 C15H1402
-... 222 C14H2202
S... 222 C13H220Si
.--- 208 C14H240

000954-67-6 47
1000186-85-4 32
062790-85-6 32
074685-51-1 25

5 9H-Fluorene, 9-(1-methylethyl)- 208 C16H16 003299-99-8 23
Abundance Scan 847 (11.268 min): BF089748.D (-844) (-) m/z 165.10 100.00%
165
o ’_A_/\//\—VM
82 128 | 153 11.00 11.20 11.40 11.60
50 63 102115 ' T
o 38 198 216 234 m/z 166.10 35.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82907: Benzenemethanol, .alpha.-phenyl-, acetate
165
11.00 11.20 11.40 11.60
77 105 5 184 226 m/z 141.00 23.54%
0 27 a3 | 63 ‘h 89 ‘\ ! 12613\9 i \‘ ‘\ ‘
o e e N i ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
165
41 57 IIIIIIIIIIIIIIIIIIIIIII
83 109 11.00 11.20 11.40 11.60
5000 m/z 184.10 20.88%
147
29 9
@ %, -
0 135 177189 207
R A o R B o B Al BERES RSy o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79144: Benzene, 1-[(tert-butyldimethylsilyl)oxy]-4-methy!-
165 11.00 11.20 11.40 11.60
m/z 152.00 16.29%
5000
222
91
75 135
15 29 41 59 105 11 199149 | 177191 207 ‘
e e e e e e e e e e e B ma e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.20 11.40 11. 60

8270-BF081616.-M Wed Aug 17 17:24:05 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 1-Naphthaleneacetic acid, 2... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.60 2.80 ng 965098 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthaleneacetic acid. 2-methvl- 200 C13H1202 000085-08-5 90
2 Benzeneacetic acid. 3-fluoro-4-h... 200 C9H9FO4 114669-81-7 64
3 Benzeneacetic acid. 2-fluoro-4-h... 200 C9H9FO4 140146-47-0 59
4 Naphthalene. 1-(chloromethvl)-2-_.._. 190 C12H11ClI 006626-23-9 58
5 Naphthalene, 2-methyl-1-propyl- 184 C14H16 054774-89-9 53
Abundance Scan 876 (11.599 min): BF089748.D (-874) (-) m/z 155.10 100.00%
185
o A0 ‘/\/Jk
5 63 77 o WSO 11 10181 | yrrmae oma 28 11.20 11.40 11.60 11.80 12.00
0 X 17 SE LSS m/z 200.10  39.10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61270: 1-Naphthaleneacetic acid, 2-methyl-
155
200 11.20 11.40 11.60 11.80 12.00
m/z 153.10 14 ._.75%

115128141
SIS O S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
155

1120 11,40 11.60 11.80 12.00
5000 200 m/z 156.05 14 .40%

140
o 45 64 g3 96 112125 169182
T T T e T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

#61752: Benzeneacetic acid, 2-fluoro-4-hydroxy-5-methoxy- e e e R
155 11.20 11.40 11.60 11.80 12.00

m/z 128.00 13.16%

140

112
45 69 8395 7125 | | 168181 |

T e S

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 20 11. 40 11. 60 11. 80 12. 00

8270-BF081616.-M Wed Aug 17 17:24:06 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.77 7.14 ng 2464410 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 86
Abundance Scan 891 (11.771 min): BF089748.D (-888) (-) m/z 73.00 100.00%
43 B
5
5000 129
o us 143157171185 200213 256 1140 11.60 11.80 12.00
o 227241 m/z 60.00 84.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 L DA DL B SUGRE I
nmnmumnm
m/z 43.05 83.77%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
4357 R DUNIULA SRR SN SUNLI I
11.40 11.60 11.80 12.00
5000 129 m/z 57.10 69.62%
29 87 185
115 143 __171 228
o2 L Ml BT T | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e e BAE
4 78 11.40 11.60 11.80 12.00
57 m/z 41.10 63.07%
5000 129 —\Afvvvﬁukfw\ﬁXMAr‘__~_‘~V~
29
199
143157171185 242
ok N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089748.D

Aca On 17 Aug 2016 7:08

Operator : UM/SJ

Sample = H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.56 4.51 ng 1316680 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 960 (12.559 min): BF089748.D (-958) (-) m/z 73.00 100.00%
5000
12.20 12.40 12.60 12.80
0 m/z 43.10 78.68%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 LR BARRR B AR B
nmnmnmnm
‘ o7 185 oay 284 m/z 60.00 73.19%
0 |15| I "“I H‘“ u‘h\ M\ m ‘. 157\ “. ‘|2.]‘-3.‘. .“ |‘2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
12.20 12.40 12.60 12.80
5000 129 m/z 57.10 70.86%
97 199 242
157
180
L L L L WL WL B
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R B o B
ile] 12.20 12.40 12.60 12.80
m/z 55.05 63.22%
73
5000 284
129
185
oL “Hm‘\”‘ T LR s | s am S
m/z--> m 100 150 200 250 300 350 nmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081616\
Data File : BF089748.D

Acq On : 17 Aug 2016 7:08

Operator : UM/SJ

Sample > H4399-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.84 7.5 ng 1810740 1 6.70 4846410 20.0
unknown6 .47 6.47 65.1 ng 15776800 1 6.70 4846410 20.0
1H-Inden-1-ol, 2,... 8.25 4.0 ng 1376170 2 7.99 6939890 20.0
unknown8.51 8.51 4.4 ng 1537800 2 7.99 6939890 20.0
1H-Inden-1-one, 2... 8.57 7.5 ng 2618640 2 7.99 6939890 20.0
Benzene, (3-methy... 8.73 3.0 ng 1022340 2 7.99 6939890 20.0
Propanal, 2-methy. .. 8.94 3.2 ng 1387280 3 9.74 8570280 20.0
1H-Inden-1-ol, 2,... 9.18 4.0 ng 1709110 3 9.74 8570280 20.0
Benzene, cyclopro... 9.32 5.2 ng 2223470 3 9.74 8570280 20.0
unknown9 .38 9.38 7.0 ng 2993690 3 9.74 8570280 20.0
unknown9 .83 9.83 5.3 ng 2265530 3 9.74 8570280 20.0
1(2H)-Acenaphthyl... 10.64 5.6 ng 1925250 4 11.21 6902530 20.0
unknown10.94 10.94 3.2 ng 1111140 4 11.21 6902530 20.0
unknownl1l.27 11.27 5.1 ng 1762750 4 11.21 6902530 20.0
1-Naphthaleneacet... 11.60 2.8 ng 965098 4 11.21 6902530 20.0
n-Hexadecanoic acid 11.77 7.1 ng 2464410 4 11.21 6902530 20.0
Octadecanoic acid 12.56 4.5 ng 1316680 5 13.85 5842670 20.0
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