LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample : 11452-04

Misc :

ALS Vial : 40 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-BF012417 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4_.567 215 217 221 rVB 63041 78193 1.57% 0.174%
2 5.150 266 268 271 rBV 574340 623919 12.51% 1.388%
3 5.242 274 276 279 rVB 282889 274688 5.51% 0.611%
4 5.562 302 304 307 rVB 2099018 2055897 41.21% 4_.574%
5 6.122 351 353 355 rVB 41066 57143 1.15% 0.127%
6 6.590 391 394 396 rBVY 1765953 1482280 29.71% 3.298%
7 6.739 404 407 409 rBV 3594450 4054282 81.27% 9.020%
8 6.922 418 423 425 rBV3 54497 97368 1.95% 0.217%
9 6.967 425 427 431 rVB 1168379 1119991 22.45% 2.492%
10 7.127 438 441 443 rBV 3805746 3543845 71.04% 7 .885%
11 7.310 454 457 459 rBV2 61813 81496 1.63% 0.181%

12 7.539 474 477 479 rVB 3070899 3335095 66.86% 7.420%
13 7.653 486 487 489 rVB2 145456 128727 2.58% 0.286%

14 7.767 496 497 501 rVB2 37863 60301 1.21% 0.134%
15 7.927 507 511 514 rBV5 34570 84611 1.70% 0.188%
16 7.996 514 517 521 rVvVv6 32274 86737 1.74% 0.193%

17 8.168 528 532 537 rVB6 67081 163100 3.27% 0.363%
18 8.259 537 540 543 rBV 1327518 1351402 27.09% 3.007%
19 8.305 543 544 548 rVB2 56595 96007 1.92% 0.214%
20 8.419 549 554 557 rBV5 58877 146559 2.94% 0.326%

21 8.510 560 562 564 rvv3 85293 117134 2.35% 0.261%
22 8.590 567 569 570 rvv2 117367 145703 2.92% 0.324%
23 8.636 571 573 576 rVvv3 68060 122749 2.46% 0.273%
24 8.739 576 582 584 rVB5 50305 160273 3.21% 0.357%
25 8.796 584 587 588 rBV 72087 103788 2.08% 0.231%

26 8.819 588 589 594 rvv3 50622 122798 2.46% 0.273%
27 8.899 594 596 598 rvv2 80522 108955 2.18% 0.242%
28 8.956 598 601 602 rvv3 60195 123264 2.47% 0.274%
29 9.013 604 606 608 rvv2 225420 358660 7.19% 0.798%
30 9.048 608 609 611 rvv2 132840 165140 3.31% 0.367%

31 9.093 611 613 614 rvv2 97540 141882 2.84% 0.316%
32 9.116 614 615 617 rvVv 104786 149503 3.00% 0.333%
33 9.162 617 619 621 rvv2 79040 119913 2.40% 0.267%
34 9.219 621 624 626 rvv2 135095 245428 4.92% 0.546%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample : 11452-04

Misc :

ALS Vial : 40 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-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.253 626 627 630 rvv3 72624 162287 3.25% 0.361%

36 9.345 632 635 637 rvvV 4093392 4988479 100.00% 11.099%
37 9.390 637 639 641 rvVv 190236 254999 5.11% 0.567%
38 9.448 641 644 647 rVvVv5 74373 225564 4._.52% 0.502%
39 9.550 651 653 655 rvv 212051 224163 4._.49% 0.499%
40 9.653 659 662 663 rvv2 87191 159516 3.20% 0.355%

41 9.688 663 665 666 rvv 106892 145689 2.92% 0.324%
42 9.745 666 670 672 rvVv 518159 677450 13.58% 1.507%
43 9.836 676 678 680 rvv2 72597 144771 2.90% 0.322%
44 9.882 680 682 684 rvB2 59913 94455 1.89% 0.210%
45 9.951 684 688 690 rBV5 48674 113277 2.27% 0.252%

46 9.996 690 692 693 rvv 90392 139312 2.79% 0.310%
47 10.031 693 695 697 rvv 1681315 1508662 30.24% 3.357%
48 10.179 706 708 712 rBVv3 100611 172209 3.45% 0.383%
49 10.236 712 713 716 rvv2 49277 78208 1.57% 0.174%
50 10.339 719 722 724 rVvV2 133669 254731 5.11% 0.567%

51 10.419 727 729 730 rvV 65990 105980 2.12% 0.236%
52 10.453 730 732 734 rVB 204193 235164 4.71% 0.523%
53 10.545 737 740 742 rBV2 66735 118000 2.37% 0.263%
54 10.682 750 752 754 rBvV2 127467 168411 3.38% 0.375%
55 10.773 757 760 762 rVV3 243272 377807 7.57% 0.841%

56 10.819 762 764 767 rVB2 2202677 2916941 58.47% 6.490%
57 10.934 772 774 778 rBV2 80487 165516 3.32% 0.368%
58 11.002 778 780 781 rBV 194527 179905 3.61% 0.400%
59 11.036 781 783 785 rBv2 151769 153868 3.08% 0.342%
60 11.071 785 786 787 rVB 172056 118030 2.37% 0.263%

61 11.094 787 788 789 rBV 90938 106033 2.13% 0.236%
62 11.185 794 796 798 rVvB2 126916 137186 2.75% 0.305%
63 11.219 798 799 800 rBV 196144 150900 3.02% 0.336%
64 11.379 812 813 814 rBV 45409 60928 1.22% 0.136%
65 11.414 814 816 818 rVB 117274 119921 2.40% 0.267%

66 11.516 823 825 828 rvv 1526782 1399562 28.06% 3.114%

67 11.562 828 829 833 rvB4 33080 61533 1.23% 0.137%
68 11.722 842 843 847 rBV2 61731 124472 2.50% 0.277%
69 11.905 857 859 862 rvB2 80594 92346 1.85% 0.205%

70 12.054 869 872 873 rBvV 113801 142777 2.86% 0.318%
71 12.316 893 895 897 rvB 72911 72146 1.45% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample : 11452-04

Misc :

ALS Vial : 40 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:\HPCHEMI\BNA F\METHODS\8270-BF012417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 12.774 932 935 939 rVvB3 48452 91947 1.84% 0.205%
73 12.877 943 944 947 rBV 44209 66516 1.33% 0.148%
74 12.957 949 951 952 rBV2 59117 55439 1.11% 0.123%

75 12.991 952 954 961 rVB 406954 492020 9.86% 1.095%

76 13.105 961 964 967 rBV 3454445 4268066 85.56% 9.496%
77 13.665 1012 1013 1015 rBV 103990 106869 2.14% 0.238%
78 13.882 1031 1032 1037 rVB2 65995 80250 1.61% 0.179%
79 13.997 1040 1042 1048 rVB 103002 150120 3.01% 0.334%
80 14.157 1053 1056 1058 rBV 1275329 1164869 23.35% 2.592%

81 15.643 1183 1186 1188 rBV 549293 905807 18.16% 2.015%

82 16.111 1225 1227 1231 rBV 31136 51051 1.02% 0.114%
83 16.637 1270 1273 1276 rVB 28069 55350 1.11% 0.123%
Sum of corrected areas: 44946333
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF012617\
: BF092551.D

: 27 Jan 2017  3:21

: SJ/MA

: 11452-04

: 40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF092551.D

5.56

5.15
5.24

4.57

7.13
6.74

7.54

6.59

6.97

J7f?ﬂ

0
Time-->

4.50

5.00

5.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF092551.D

10.82

10.03

11.52

4 .05
L -55171 12,32

13.11

Time-->

9.50 10.00 10.50 11.00 11.50

13.00 13.50

12.00 12.50

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF092551.D

14.16

15.64

13.8800

16.11 16.64

Time-->

17.00 17.50

14.00 14.50 15.00

15.50 16.00 16.50

18.50

18.00 19.00

8270-BF012417 .M Fri

Jan 27 18:01:11 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 11.14 ng 623919 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 268 (5.150 min): BF092551.D (-266) (-) m/z 43.05 100.00%
43
59
5000
101 IS A R UL R
4.80 5.00 5.20 5.40
b Bl 3 67 8 | /7 59.10  56.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I LI L B
59 480 500 520 540
m/z 101.10 15.80%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 15.17%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester s L  EaamE
43 4.80 5.00 5.20 5.40
m/z 41.10 8.81%
5000 57
29
101
0 \“37\‘ 50“ 8 \
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown6.74 Concentration Rank 1

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

6.74 72.40 ng 4054280 1,4-Dichlorobenzene-d4 6.97
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 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 407 (6.739 min): BF092551.D (-404) (-) m/z 132.10 100.00%
132
5000 68
40 | %6 640 6.60 680 7.00
54 : : : :
Obrell gl L7 87 L3505 “m/z 68.10  38.21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR U L SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.10 33.45%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 24.64%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14.81%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown8.17 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.17 2.41 ng 163100 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2-MethvlpropenvDaziridine 97 C6H11IN 080839-93-6 43
2 1.4-Hexadiene. 2-methvl- 96 C7H12 001119-14-8 35
3 Cvclopropane. trimethvImethvlene- 96 C7H12 034462-28-7 35
4 1.4-Hexadiene. 5-methvl- 96 C7H12 000763-88-2 35
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 35
Abundance Scan 532 (8.168 min): BF092551.D (-528) (-) m/z 81.10 100.00%
g1
97
55
41
5000
69
| ‘ i | e [ st 175 135 7.80 8.00 820 840 860
o ot Myl T " Ll Tmzz 97.10  77.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2943: 1-(2-Methylpropenyl)aziridine
41 97
55
82
5000 28 RSN RS AR AR
7.80 8.00 8.20 8.40 8.60
‘ 69 m/z 55.10 69.09%
0”|“'W'JJ“'”|LﬁﬁJ“'"”M“'WL“'wldl“'w'“'w'“l“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
780 8.00 820 840 860
5000 39 96 m/z 41.10 58.26%
27 53
67
o 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2872: Cyclopropane, trimethylmethylene- R e EEaE L
il 7.80 8.00 820 8.40 8.60
m/z 57.05 52.93%
5000 41 e
67 96
60 74 ‘ 88
OIIIIIIIII”‘I\” H\“\‘ m \\‘ ‘ l:::|=‘||||||||||||||||||||||||| A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown8.74 Concentration Rank 16

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

8.74 2.37 ng 160273 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 46
2 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 46
3 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 46
4 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 41
5 Cyclobutene, 1,2,3,4-tetramethyl- 110 C8H14 090346-45-5 41

Abundance Scan 582 (8.739 min): BF092551.D (-576) (-) m/z 95.10 100.00%
95
55 &7 81
5000 41 135
109 152
|I I|| |H I|| Il | | 12I3 840 880 680 900
) SN 1 11 1 W R O R TR A m/z 55.05 63.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5829: 5,5-Dimethyl-1,3-hexadiene
95
27 67 .
5000 4l 55 840 860 880 9.00
. 110 m/z 81.10 63.40%
0'W}?P”W””P”W””P”W””P”W””P”W””P”W””P”W””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
41 &7 840 8.60 880 9.00
5000 m/z 67.10 58.24Y%
27 55 110
81
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5846: 2,4-Hexadiene, 2,5—dimethy|— LI L L B L i
95 8.40 8.60 8.80 9.00
m/z 41.10 41 .28%
110
5000 a 67
27
15 ‘ 81
0”PmW””L”wm”M“WMNP”Mh”ﬁmﬁ””ﬁ”ﬁ””P”W””P”W” NSRRI L L R
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\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 4,5-Heptadien-2-ol, 3,3,6-t... Concentration Rank 6

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

9.01 5.31 ng 358660 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-Heptadien-2-ol. 3.3.6-trimet... 154 C10H180 060432-69-1 64
2 2(1H)-Pvridinethione 111 C5H5NS 002637-34-5 35
3 cis-1-Hvdroxvbicvclol4.4_0ldecane 154 C10H180 003574-58-1 27
4 Bicvclol2.2.2loctane-1-carboxvli... 154 C9H1402 000699-55-8 22
5 Cyclohexanone, 2-methyl-5-(1-met... 154 C10H180 000499-70-7 22

Abundance Scan 606 (9.013 min): BF092551.D (-604) (-) m/z 67.05 100.00%
67 111
a1 154
5000 41
53 125 i AGI S
94
8.60 8.80 9.00 9.20 9.40
139
ol a2 A0 Tz 111,10 94.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25576: 4,5-Heptadien-2-ol, 3,3,6-trimethyl-
67
111
5000 a1 55 95 RASE AR LRSS SRS R
81 8.60 8.80 9.00 9.20 9.0
154 m/z 109.10 68.26%
‘ 121
139
[o) E——— | I‘I‘I |‘ﬁ‘| |“l“=“| ‘:“l“‘: |Hi”|‘| U‘Nl I\\I‘l : |" — "l — |
m/z--> 20 40 60 80 100 120 140 160
Abundance
67 111
860 8.80 9.00 920 9.40
5000 m/z 154.10 65.45%
39 °t 8
14 27 94
L L L L L UL BN B
m/z--> 20 40 60 80 100 120 140 160
Abundance #25554: cis-1-Hydroxybicyclo[4.4.0]decane
111 8.60 8.80 9.00 9.20 9.40
m/z 81.10 58.47%
5000 55 98 154
67 83
0....|....|..‘.“l“|.“.H. .Hl“..‘.“.‘l .‘...|1.25..13.6| — .‘.|....| RN R mma et
m/z--> 20 40 60 80 100 120 140 160 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\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknown9.05 Concentration Rank 14

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

9.05 2.44 ng 165140 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 47
2 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 41
3 Cvclooctane. ethvl- 140 C10H20 013152-02-8 38
4 2.3.4-Trimethvl-hex-3-enal 140 C9H160 1000193-72-9 38
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 35

Abundance Scan 609 (9.048 min): BF092551.D (-608) (-) m/z 69.10 100.00%
1
41
5000 55
880 9.00 9.20 9.40
0! m/z 111.10 99.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71114: 1,1"-Bicycloocty!
69 111
5000 R R R UL
o5 82 8.80 9.00 9.20 9.40
41 m/z 95.10 71.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 111
880 9.00 9.20 9.40
5000 41 S m/z 41.10 59.95%
0 15 21 83 97 126
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #17301: Cyclooctane, ethyl- R AR RRRES T
69 8.80 9.00 9.20 9.40
m/z 60.00 51.64%
111
5000 55
41
28
Unaa |'w' 'Vt' “hl""'?ﬁ --%7 b |}%§ }?9' U SN DN S U UL A L
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF012417 .M Fri Jan 27 18:01:17 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown9.12 Concentration Rank 20

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

9.12 2.21 ng 149503 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlocta-3.4-dienal 152 C10H160 000590-71-6 38
2 Cvclopentane. 1-methvl-1-(2-meth... 138 C10H18 074764-47-9 38
3 Benzoic acid. 4-fluoro-. ethvl e... 168 C9H9FO02 000451-46-7 35
4 Bicvclol2.2.21octane. 1-bromo-4-... 202 C9H15Br 000697-40-5 35
5 Benzoic acid, 4-fluoro- 140 C7H5F02 000456-22-4 27

Abundance Scan 615 (9.116 min): BF092551.D (-614) (-) m/z 123.10 100.00%
81 133
95
5000
‘880 9.00 9.20 9.40
o} m/z 81.10 82.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24003: 2,2-Dimethylocta-3,4-dienal
123
81 95
41
5000 IS SRR SR R
55 67 8.80 9.00 9.20 9.40
21 ‘ m/z 55.10 72.12%
0 “ i " Iw‘l‘ ;\ T ‘:“ﬁ‘: il ‘:“l T I‘lﬁ)gl — l : |1|3‘7| : :!'Slll R
m/z--> 20 40 60 80 100 120 140 160
Abundance
81 123
67 95 AR SRR LRSS R
4l 8.80 9.00 9.20 9.40
5000 55 m/z 41.10 68.26%
27 138
109
L L L UL UL UL S
m/z--> 20 40 60 80 100 120 140 160
Abundance #35391: Benzoic acid, 4-fluoro-, ethyl ester B RAmEE R B
123 8.80 9.00 9.20 9.40
m/z 95.10 67 .85%
5000 95
140
75 168
o 15 2 45 5766 | 84 | 100 | 153
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 ' 8.|80 9.60 9.'20 9.'40 '

8270-BF012417 .M Fri Jan 27 18:01:18 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Propanoic acid, 2-methyl-, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

922 3.25ng 245428  Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 64
2 Propanoic acid. 2-methvl-., 2-met... 144 C8H1602 000097-85-8 47

3 Propanal. 2-propenvlhvdrazone 112 C6H12N2 019031-78-8 35
4 1-Hexene. 3.4.5-trimethvl- 126 C9H18 056728-10-0 35
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 35
Abundance Scan 624 (9.219 min): BF092551.D (-621) (-) m/z 43.05 100.00%
1
5000 \/‘/\,\/\/\/V\/\MJL\A/\/\A
111121 133 145 o 168 8.80 9.00 9.20 9.40 9.60
0 m/z 71.10 99.03%
m'z--> 20 40 60 80 100 120 140 160
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 [TTrr[rrrr[rrrrprrrrrom
56 8.80 9.00 9.20 9.40 9.60
83 o8 m/z 56.00 39.87%
mz--> 20 40 60 80 100 120 140 160
Abundance
43 71
e o o SN,
8.80 9.00 9.20 9.40 9.60
5000 56 m/z 81.10 35.44%
29 89
ol 15 101 134 129
e e
mz--> 20 40 60 80 100 120 140 160
Abundance #6135: Propanal, 2-propenylhydrazone I RmmaEma s e
yil 8.80 9.00 9.20 9.40 9.60
m/z 41.10 35.39%
5000
‘ 83 112
0...,.W..‘i“l..‘.‘,..l.,a‘. .?7,...‘.,....,....,...., R e e e R
mz--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40 9.60

8270-BF012417 .M Fri Jan 27 18:01:19 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 p-(Methylthio)benzyl alcohol Concentration Rank 10

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

9.45 2.99 ng 225564 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-(Methvlthio)benzvl alcohol 154 C8H100S 003446-90-0 55
2 Biphenvl 154 C12H10 000092-52-4 38
3 Imidazole. 4-fluoro-2-trifluorom... 154 C4H2F4N2 219534-90-4 30
4 1.4-Dioxaspirol4.51decane. 6-met... 154 C9H1402 023153-81-3 27
5 Benzoic acid, 3,5-dihydroxy- 154 C7H604 000099-10-5 25

Abundance Scan 644 (9.448 min): BF092551.D (-641) (-) m/z 154.10 100.00%
1%4
108
5000
9.20 9.40 9.60 9.80
o} m/z 108.10 56.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26236: p-(Methylthio)benzy! alcohol
154
5000 U UL R R
79 107 137 9.20 9.40 9.60 9.80
45 125 ‘ m/z 95.10 37 .06%
0 . |1|5| |2|7| . \I I‘ I\‘I |58|‘|M6|‘9| "“l . ?il \l“\l . I\‘\I‘I . 'Hl . I‘l“l B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
154
" '9.20 9.40 9.60 9.80
5000 m/z 83.10 37 .04%
76
o »7 39 Sl 64 g9 102 115 128 139
miz--> 20 40 60 80 100 120 140 160 180
Abundance #25941: Imidazole, 4-fluoro-2-trifluoromethyl- R AR RRRES T
184 9.20 9.40 9.60 9.80
m/z 41.10 33.43%
5000
135
69 107
% 89 | 126 H \
e S B L UL L B WL W U UL L R
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF012417 .M Fri Jan 27 18:01:19 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknownl10.18 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.28 ng 172209 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Triaminoauinazoline 175 C8H9N5 013741-90-7 22
2 3-Acetvl-5-methvlbenzo(b)thiophene 190 C11H100S 002046-76-6 20
3 1-(4-Chloro-2.5-difluoro-phenvl)... 190 C8H5CIF20 000655-12-9 18
4 2-Acetvl-6-methvlbenzo(b)thiophene 190 C11H100S 001467-89-6 18
5 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 15
Abundance Scan 708 (10.179 min): BF092551.D (-706) (-) m/z 129.10 100.00%
9
5000
9.80 10.00 10.20 10.40
0 m/z 175.10 74 .90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39559: 2,4,6-Triaminoquinazoline
175
A4 A
5000 S UARRURR DR R
133 9.80 10,00 10.20 10.40
43 105 158 m/z 51.05 55.44Y%
0 u‘ ?\3 6w3 7\§ 8‘8 \‘M 117 \H 147 ‘ \‘
miz--> 20 40 60 8 100 120 140 160 180
Abundance
175
100 9.80 10.00 10.20 10.40
5000 m/z 118.10 49 .64%
147
103
ol 15 32 43 53 63 77 87 115 132 161
miz--> 20 40 60 8 100 120 140 160 180
Abundance #49553: 1-(4-Chloro-2,5-difluoro-phenyl)-ethanone i e AR
175 9.80 10.00 10.20 10.40
m/z 172.10 47 .39%
5000 43
147 1%0
31 64 81 112 ‘ ‘
Ot 'Fw”"'ﬂ' "?i"'l' [Tt |'M"l?%" l|"‘l'|
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40

8270-BF012417 .M Fri Jan 27 18:01:20 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 unknownl10.34 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.34 3.38 ng 254731 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hvdroxvinden-3-one-1-carboxvli... 192 C10H804 1000215-33-8 46

2 2-Indolizinemethanol 147 C9HONO 022320-21-4 43
3 (Benzo(b)thien-6-vD)acetic acid 192 C10H802S 006177-87-3 43
4 Benzeneacetonitrile. 4-methoxv- 147 CO9HONO 000104-47-2 38

5 Cyclopropanamine, N-methyl-1-phe... 147 C10H13N 056771-48-3 38

Abundance Scan 722 (10.339 min): BF092551.D (-719) (-) m/z 147.15 100.00%
147
e J\AJ»AvA/»yAJAJ\«Ahﬁﬂn~JLx¢
91
105 117 192
43 LI L L L L L LB LB L B}
g T 132 163 14, 10.00 10.20 10.40 10.60
0 m/z 91.10 26.63%
m'z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50116: 1-Hydroxyinden-3-one-1-carboxylic acid
147
5000 LI L L L L LB LB L B}
129 10.00 10.20 10.40 10.60
m/z 192.10 22 .20%
o s1 05 77 IO 139 102
e s e e o
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance
147
130 10.00 10.20 10.40 10.60
5000 118 m/z 105.10 22.07%
47 63 78 89 103
S e e
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50092: (Benzo(b)thien-6-yl)acetic acid R B
147 10.00 10.20 10.40 10.60
m/z 117.10 21.67%
5000 192
o, 1828 45 63 77 03103 121 134 | 161 174 |
(= =LA e,
mz--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10,40 10.60

8270-BF012417 .M Fri Jan 27 18:01:21 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Benzenesulfonamide, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.23 ng 168411 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 72
2 1.3.5-Norcaratriene 90 C7H6 004646-69-9 25
3 2-Benzvloxv-3.3-dimethvl-4-hvdro... 470 C23H26N405S 1000254-50-6 22
4 Benzene. l1l-methvl-4-nitro- 137 C7H7NO2 000099-99-0 15
5 3,5-Octadiyne 106 C8H10 016387-70-5 12
Abundance Scan 752 (10.682 min): BF092551.D (-750) (-) m/z 90.05 100.00%
9P
5000 65 ﬂ ‘
137
39 169 L,
13 190 10.40 10.60 10.80 11.00
0 e m/z 99.00 81.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #37049: Benzenesulfonamide, 2-methyl-
90
5000 AU SR BN
65 10.40 10.60 10.80 11.00
39 137 171 m/z 106.10 73 .54%
0.‘.‘“9“.“‘.““.“1‘.9..‘.,‘....,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
90
10,40 10.60 10.80 11.00
5000 m/z 91.10 69.76%
63
39
L [ L L L L L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #166305: 2-Benzyloxy-3,3-dimethyl-4-hydroxy-4'-[2-pyrimidi... R e B
91 10.40 10.60 10.80 11.00
m/z 65.00 43 .50%
5000 41 65
114 185
ol loudo L1 158 | 211 241 269 333 405
m/z--> 50 100 150 200 250 300 350 400 10,40 10.60 10.80 11.00

8270-BF012417 .M Fri Jan 27 18:01:22 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Cinnamic acid, .alpha.,.bet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.77 5.40 ng 377807 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamic acid. .alpha...beta.-di... 176 C11H1202 1000151-56-4 60
2 4-Methoxv-7-methvlindan-1-one 176 C11H1202 103988-25-6 56
3 1-Naphthalenecarboxvlic acid. 5.... 176 C11H1202 004242-18-6 53
4 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 53
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 47
Abundance Scan 760 (10.773 min): BF092551.D (-757) (-) m/z 131.10 100.00%
1
176
5000
158
NN BN I
39 51 63 78 10.40 10.60 10.80 11.00
0 A 188 204 0 hs77176.10 0 61.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39778: Cinnamic acid, .alpha.,.beta.-dimethyl-
176
115
, 1 8 o 130 158 10.40 10.60 10.80 11.00
‘ 31 ‘ 63 H 105 m/z 115.10 31.38%
oL “:‘:‘l“‘ﬁl“l‘u|”N||‘|‘l||“i‘||l‘|‘|‘l ﬁ‘u:ll-4|3|||“|‘||| ‘ B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
51 176
3 77 105 LN U BV I
63 133 10.40 10.60 10.80 11.00
5000 161 m/z 158.10 30.56%
91
115
148
L S B S U WL B S WL W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39811: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydro- P TP T T
131 10.40 10.60 10.80 11.00
158 176 m/z 91.10 22 .45%
5000 o1 115
39 1 77 148
27 63 103 ‘
oL I .“l‘. el I‘Hl""wi .“l l‘.l‘.‘.‘..“l‘. — "I B L T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

8270-BF012417 .M Fri Jan 27 18:01:23 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 1-lodo-2-methylundecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.93 2.37 ng 165516 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 50
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 50
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 50
4 Hexadecane 226 C16H34 000544-76-3 43
5 Pentadecane 212 C15H32 000629-62-9 35
Abundance Scan 774 (10.934 min): BF092551.D (-772) (-) m/z 57.05 100.00%
57
43
71
5000
91 151 RPN BN SRR
I 123 l 175190 08 10.60 10.80 11.00 11.20
0.,....',..:',.'.". I |.I;Ll, Lln e "',.".‘.'.,....,.... e m/z 43.10 70.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114973: 1-lodo-2-methylundecane
43 57
5000 SR SRR UL SN SRR
85 10,60 10.80 11.00 11.20
29 m/z 71.10 54 .10%
o Lo P31 155169 211 296
m/z--> 20 45 eb 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
43 57
10.60 10.80 11.00 1120
5000 85 m/z 85.10 39.26%
99 140
o 113 154168182 205 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27137: Nonane, 3,7-dimethyl- AN B B
57 10.60 10.80 11.00 11.20
43 m/z 41.10 36.43%
5000
29 85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,60 10.80 11.00 11.20

8270-BF012417 .M Fri Jan 27 18:01:24 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.00 2.57 ng 179905 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 m-Anisic acid. cvclobutvl ester 206 C12H1403 1000292-25-0 64
3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 56
4 ((1.2-Diethvlethvlenelbis(p-phen... 354 C22H2604 004547-76-6 50
5 Thiocyanic acid, phenyl ester 135 C7H5NS 005285-87-0 45
Abundance Scan 780 (11.002 min): BF092551.D (-778) (-) m/z 135.10 100.00%
135
5000
41 e 9l 1(|)7 159 181 204220 10.60 10.80 11.00 11.20 11.40
L A m/z 107.10 14.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 R AR SRR SN B
10.60 10.80 11.00 11.20 11.40
. 107 m/z 136.10 9.13%
ol18 | | 7591 163 296
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
135
10.60 10.80 11.00 11.20 11.40
5000 m/z 41.10 9.08%
107
ol 27 55 I 152 178 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-... A RREEE RS E ST
135 10.60 10.80 11.00 11.20 11.40
m/z 91.10 7.30%
5000
107
0 41 57 74 917 161 188206 231247 281300
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.99 8.45 ng 492020 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
3 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 45
4 TrimethvII5-(trimethvisilvD)-2-t... 228 C10H20SSi2 017906-71-7 42
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 42
Abundance Scan 954 (12.991 min): BF092551.D (-952) (-) m/z 213.10 100.00%
213
5000
119 J\ A
951 6577 % 107 | 195 1epues 1oy 1es | L || 12601260 1300 1320 1340
Ol bttt e e oAt m/z 119.10 26.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-

[

5000 L L B o e e

228 12 60 12. 80 13. OO 13 20 13. 40
119 m/z 214.10 15.68%
ol 15 27 39 51 6 77 ot 107 ‘ 135 152165 183197 | |
e A s L e AR RRaEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213
R Rma S R
12.60 12.80 13.00 13.20 13.40
5000 m/z 228.15 15.14%
167 196
o 51 65 77 98 115 139
i A A Ao S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75145: Phenol, 2,4-isopropylidenedi- e A A e
119 213 12 60 12. 80 13. 00 13 20 13. 40

m/z 91.05 14 .63%

A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 60 12. 80 13. OO 13 20 13. 40

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092551.D

Aca On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample = 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 Cyclopentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.58 ng 150120 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 3-Bromobenzoic acid. octadecvl e... 452 C25H41Br02 070153-14-9 96
3 1-Nonadecanol 284 C19H400 001454-84-8 94
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 1042 (13.997 min): BF092551.D (-1040) (-) m/z 57.10 100.00%
g7
83
5000
111
L] 0 seagzes omo 13160 13,80 14100 1420 1440
L T e m/z 43.05 87.91%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63051: Cyclopentadecane
55
83
5000 AL P UM SULLR B
m 13.60 13.80 14.00 14.20 14.40
29 m/z 55.05 87.36%
‘ “ 130 182 210
0 'J"“ ‘ ' "'“Il"'I""I""I""I""I'
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
55 202
8 U SR SURIURN BN
13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 75.10%
111 45y 052
29 224
Oy "|"1?§|' T T T "|'37?'| ""4F?
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #108955: 1-Nonadecanol A B
43 83 13.60 13.80 14.00 14.20 14.40
m/z 69.10 71.51%
111
ol 8k | ’ | [19° 168 106 238 266
m'z--> 0 5 100 150 200 25'30 300 350 400 450 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092551.D

Acq On : 27 Jan 2017 3:21

Operator : SJ/MA

Sample : 11452-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.15 11.1 ng 623919 1 6.97 1119990 20.0
unknown6.74 6.74 72.4 ng 4054280 1 6.97 1119990 20.0
unknown8.17 8.17 2.4 ng 163100 2 8.26 1351400 20.0
unknown8.74 8.74 2.4 ng 160273 2 8.26 1351400 20.0
4,5-Heptadien-2-0. .. 9.01 5.3 ng 358660 2 8.26 1351400 20.0
unknown9 .05 9.05 2.4 ng 165140 2 8.26 1351400 20.0
unknown9.12 9.12 2.2 ng 149503 2 8.26 1351400 20.0
Propanoic acid, 2... 9.22 3.3 ng 245428 3 10.03 1508660 20.0
p-(Methylthio)ben. .. 9.45 3.0 ng 225564 3 10.03 1508660 20.0
unknown10.18 10.18 2.3 ng 172209 3 10.03 1508660 20.0
unknown10.34 10.34 3.4 ng 254731 3 10.03 1508660 20.0
Benzenesulfonamid... 10.68 2.2 ng 168411 3 10.03 1508660 20.0
Cinnamic acid, .a... 10.77 5.4 ng 377807 4 11.52 1399560 20.0
1-lodo-2-methylun... 10.93 2.4 ng 165516 4 11.52 1399560 20.0
Phenol, 4-(1,1,3,... 11.00 2.6 ng 179905 4 11.52 1399560 20.0
Phenol, 4,4"-(1-m... 12.99 8.4 ng 492020 5 14.16 1164870 20.0
Cyclopentadecane 14.00 2.6 ng 150120 5 14.16 1164870 20.0
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