LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086409.D

Aca On : 24 Apr 2016 00:14

Operator : UM/SJ

Sample : H2652-11 2X

Misc :

ALS Vial : 53 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-BF042216.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 5.024 255 257 260 rBV 32865 54303 2.11% 0.206%
2 5.436 291 293 296 rBVY 2104676 2184340 84.74% 8.277%
3 5.664 310 313 319 rBV 36570 68648 2.66% 0.260%
4 6.476 382 384 393 rBVY 2291779 2433118 94.39% 9.220%
5 6.613 393 396 398 rVV 2623590 2577649 100.00% 9.767%
6 6.681 400 402 404 rvv2 55726 65017 2.52% 0.246%
7 6.716 404 405 410 rvB2 24913 39911 1.55% 0.151%
8 6.841 414 416 419 rBV 934922 932785 36.19% 3.535%
9 7.002 427 430 432 rBVY 2213550 2034314 78.92% 7.708%
10 7.104 438 439 442 rVB 31768 39846 1.55% 0.151%

11 7.402 463 465 468 rBvV 974787 1266419 49.13% 4._.799%
12 7.493 472 473 482 rVB4 28778 78268 3.04% 0.297%
13 7.710 490 492 497 rVB 115329 181933 7.06% 0.689%
14 8.133 526 529 531 rBV 974255 1141130 44.27% 4.324%

15 8.350 545 548 551 rVB 68747 79258 3.07% 0.300%
16 8.407 551 553 555 rBvV 87533 89394 3.47% 0.339%
17 8.842 588 591 594 rBV2 32870 52357 2.03% 0.198%
18 9.207 620 623 625 rBV 2431856 2503372 97.12% 9.486%
19 9.333 631 634 639 rvB2 25307 67212 2.61% 0.255%
20 9.596 655 657 662 rVB 280274 248074 9.62% 0.940%
21 9.745 668 670 672 rBvV 26519 32873 1.28% 0.125%
22 9.813 675 676 679 rvv2 31624 32577 1.26% 0.123%
23 9.882 679 682 684 rvv 1219396 1142984 44 .34% 4_.331%
24 9.916 684 685 689 rvB 35253 40805 1.58% 0.155%
25 10.316 718 720 722 rVB 70870 57563 2.23% 0.218%
26 10.533 736 739 742 rBV 40597 57594 2.23% 0.218%

27 10.670 748 751 753 rBV 903356 1154243 44.78% 4_374%
28 10.785 760 761 765 rVB 95725 127044 4._.93% 0.481%

29 10.979 776 778 783 rBV5 19873 42935 1.67% 0.163%
30 11.230 798 800 802 rBV 47565 66688 2.59% 0.253%
31 11.368 809 812 816 rBv2 678115 1248449 48.43% 4.731%
32 11.436 816 818 820 rVB 53384 83748 3.25% 0.317%
33 11.596 830 832 836 rBv4 33261 70894 2.75% 0.269%
34 11.859 853 855 856 rBvV 28706 38605 1.50% 0.146%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086409.D

Aca On : 24 Apr 2016 00:14

Operator : UM/SJ

Sample : H2652-11 2X

Misc :

ALS Vial : 53 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-BF042216.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.893 856 858 860 rvv 42507 58948 2.29% 0.223%
36 11.973 863 865 869 rvv2 50108 80238 3.11% 0.304%
37 12.408 902 903 905 rBvV 23948 39597 1.54% 0.150%
38 12.453 905 907 909 rvB3 31737 47682 1.85% 0.181%

39 12.568 915 917 920 rBV 371119 430708 16.71% 1.632%
40 12.796 934 937 946 rBV 380390 617999 23.98% 2.342%

41 12.945 948 950 954 rBV 1887784 1896453 73.57% 7.186%

42 13.128 964 966 968 rVB 66727 63719 2.47% 0.241%
43 13.185 969 971 973 rBV2 67351 100738 3.91% 0.382%
44 13.231 973 975 978 rBV2 44229 73809 2.86% 0.280%

45 13.996 1039 1042 1048 rBV2 789454 1328220 51.53% 5.033%
46 15.014 1129 1131 1135 rBV 188932 399571 15.50% 1.514%
47 15.425 1164 1167 1177 rVB 389242 918594 35.64% 3.481%

Sum of corrected areas: 26390626
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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:\HPCHEMI\BNA F\DATA\BF042216\

BF086409.D

24 Apr 2016 00:14

UM/SsJ

H2652-11 2X

53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086409.D

Aca On : 24 Apr 2016 00:14

Operator : UM/SJ

Sample : H2652-11 2X

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.61 Concentration Rank 1

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

6.61 55.27 ng 2577650 1,4-Dichlorobenzene-d4 6.84
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 396 (6.613 min): BF086409.D (-393) (-) m/z 132.10 100.00%
13p.1
5000 68.1 /L
00 511 || a0 ™ s o2 65 oko by 750
0..“”.“”.““.M”.HL.“:m“Ju“.”“.”“w”“.”,”“rh“,“ m/z 68.10 38.99Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A
620 640 660 680 7.00
2.0 510 m/z 134.10 33.83%
0'w'“'w'“l”'“'“'M'“l”'h“'w'“'w'“l“'w'“'w'“l“"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.71%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.53%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 620 640 660 680 760

8270-BF042216.M Mon Apr 25 14:39:50 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086409.D

Aca On : 24 Apr 2016 00:14

Operator : UM/SJ

Sample : H2652-11 2X

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Benzenemethanethiol, 4-methyl- Concentration Rank 3

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

7.71 3.19 ng 181933 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 86
2 Benzene. (1.3-dimethvl-3-butenvl)- 160 C12H16 056851-51-5 64
3 Benzene. 1-(bromomethvIl)-4-methvl- 184 C8H9Br 000104-81-4 64
4 Phenol. o-I(.alpha.-methvlbenzvl... 262 C14H1403S 029634-38-6 64
5 Benzene, 1,1"-(1-methyl-1,2-etha... 196 C15H16 005814-85-7 59

Abundance Scan 492 (7.710 min): BF086409.D (-490) (-) m/z 105.10 100.00%
105.1
5000
79.0 IR RS SR AR RN
51.1 138.1 7.40 7.60 7.80 8.00
o B0l e w/z 79.05  15.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16801: Benzenemethanethiol, 4-methyl-
105.0
5000
7.40 7.60 7.80 8.00
270 138.0 m/z 77.10 15.06%
o270 %0 630 " | 1220
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
7.40 7.60 7.80 8.00
5000 m/z 103.10 12.63%
27.0 77.0
0 510 128.0143.0 160.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45902: Benzene, 1-(bromomethyl)-4-methyl- e e A R
105.0 7.40 7.60 7.80 8.00
m/z 106.10 9.15%
5000
79.0
oL 210 %50 ) | 1190 1400 16901840
miz--> 20 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042216\
Data File : BF086409.D

Aca On : 24 Apr 2016 00:14

Operator : UM/SJ

Sample : H2652-11 2X

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Tridecane, l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.04 ng 127044 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 761 (10.785 min): BF086409.D (-760) (-) m/z 57.10 100.00%
51.1
5000
L] 122 saporsea . o e e e T
obrtpb Ml g 3388 m/z 43.10 75.20%
m/z--> 50 100 150 200 250 300 350
Abundance #122578: Tridecane, 1-iodo-
57.0
5000 AR U R B
mmmmmmnm
28.0 m/z 71.10 66.69%
99.0 183.0
0|||||| L IMI\‘I |‘|‘]|-4EL|O‘|||‘|||||||||||3|1|0.9|||| ——
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10,40 10,60 10.80 11.00
5000 m/z 85.15 40.82%
99.0
27.0 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 350
Abundance #107651: Eicosane R B B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 33.04%
5000
o 27\-0‘ U190 1410 1830 250 2820
m/z--> 50 160 1%0 200 250 360 3éo ' 1040 1060 1080 1100 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042216\
Data File : BF086409.D

Acq On : 24 Apr 2016 00:14

Operator : UM/SJ

Sample : H2652-11 2X

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042216_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .61 6.61 55.3 ng 2577650 1 6.84 932785 20.0
Benzenemethanethi. .. 7.71 3.2 ng 181933 2 8.13 1141130 20.0
Tridecane, l-iodo- 10.78 2.0 ng 127044 4 11.37 1248450 20.0
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