LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084739.D

Aca On : 2 Feb 2016 5:08

Operator =: SJ/1Z

Sample : H1285-17 5X

Misc :

ALS Vial : 37 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-BF020116.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 4.156 178 181 186 rBvV 46419 64291 4._.48% 0.344%
2 4.853 239 242 244 rBV 619794 878333 61.18% 4 .699%
3 5.298 279 281 283 rBV 890019 902871 62.89% 4 .830%
4 5.641 310 311 314 rVB 25006 26853 1.87% 0.144%
5 5.710 314 317 319 rVB 43651 48567 3.38% 0.260%
6 5.973 337 340 342 rBV 144037 218218 15.20% 1.167%
7 6.144 352 355 356 rBV 15640 20096 1.40% 0.108%
8 6.350 371 373 376 rBVY 1051247 993771 69.22% 5.316%
9 6.476 382 384 386 rBY 1286103 1039209 72.38% 5.559%
10 6.704 402 404 407 rBV 1002636 1006009 70.07% 5.382%
11 6.830 413 415 416 rBV 26500 20218 1.41% 0.108%

12 6.864 416 418 420 rVV 1004567 827591 57.64% 4.427%
13 7.276 451 454 456 rBvV 780720 685464 47.74% 3.667%
14 7.390 463 464 467 rVB 19177 19244 1.34% 0.103%
15 7.996 515 517 519 rBV 1728780 1424137 99.20% 7.619%

16 9.070 609 611 614 rBVY 1001005 983514 68.50% 5.261%

17 9.162 617 619 622 rVvV 22134 22100 1.54% 0.118%
18 9.413 638 641 644 rBV3 9983 19186 1.34% 0.103%
19 9.470 644 646 648 rBvV 210987 196725 13.70% 1.052%
20 9.688 663 665 668 rBvV 33263 35764 2.49% 0.191%
21 9.745 668 670 672 rBV 1490340 1427636 99.44% 7.637%
22 10.156 704 706 708 rBV 10581 19531 1.36% 0.104%
23 10.190 708 709 711 rVB 68398 49629 3.46% 0.265%
24 10.293 716 718 721 rVB 20922 19551 1.36% 0.105%
25 10.408 725 728 731 rBV 23747 31146 2.17% 0.167%
26 10.533 737 739 741 rBV 414810 396673 27.63% 2.122%
27 10.659 749 750 754 rBV 71614 93331 6.50% 0.499%
28 10.865 763 768 772 rBV7 12694 34803 2.42% 0.186%
29 11.036 781 783 785 rVB 16177 18608 1.30% 0.100%
30 11.105 788 789 791 rBV 44580 52336 3.65% 0.280%
31 11.231 797 800 801 rBV 1229499 1435691 100.00% 7.680%
32 11.299 803 806 808 rvB 66372 60727 4.23% 0.325%
33 11.459 818 820 824 rBV2 22215 42930 2.99% 0.230%
34 11.539 824 827 828 rBV 27501 34067 2.37% 0.182%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084739.D

Aca On : 2 Feb 2016 5:08

Operator =: SJ/1Z

Sample : H1285-17 5X

Misc :

ALS Vial : 37 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-BF020116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.722 841 843 845 rBV 47410 61931 4_.31% 0.331%
36 11.756 845 846 848 rVB 67235 48360 3.37% 0.259%
37 11.802 848 850 851 rVvB 32472 24788 1.73% 0.133%
38 11.836 851 853 858 rvB2 80841 126571 8.82% 0.677%
39 11.939 858 862 865 rBv2 37739 74559 5.19% 0.399%
40 12.019 867 869 870 rBV 38580 39939 2.78% 0.214%
41 12.168 880 882 884 rBV3 20261 24661 1.72% 0.132%
42 12.282 890 892 893 rBvV 33854 51090 3.56% 0.273%
43 12.328 893 896 897 rvv2 34723 48710 3.39% 0.261%
44 12.362 897 899 901 rvB2 45119 53781 3.75% 0.288%
45 12.431 903 905 907 rVvB 419147 367224 25.58% 1.964%
46 12.499 907 911 912 rBV3 13617 27544 1.92% 0.147%
47 12.534 912 914 916 rVB 15590 21382 1.49% 0.114%
48 12.579 916 918 921 rBv4 19286 35661 2.48% 0.191%
49 12.659 922 925 927 rVV 401807 408268 28.44% 2.184%
50 12.705 927 929 932 rVB3 21429 49894 3.48% 0.267%
51 12.808 936 938 941 rVB 917440 806945 56.21% 4.317%
52 12.876 941 944 946 rBV2 27056 46880 3.27% 0.251%
53 12.922 946 948 950 rvv2 62724 61516 4.28% 0.329%
54 12.991 950 954 956 rVB 38444 65281 4 _55% 0.349%
55 13.059 958 960 961 rVB 31885 33279 2.32% 0.178%
56 13.094 961 963 964 rBV 54460 59168 4.12% 0.317%
57 13.185 969 971 973 rBV 76895 67675 4.71% 0.362%
58 13.288 979 980 984 rBV2 23877 63033 4_.39% 0.337%
59 13.356 984 986 987 rBV2 16427 21420 1.49% 0.115%
60 13.494 996 998 1002 rVB 37758 40524 2.82% 0.217%
61 13.608 1005 1008 1009 rBVZ2 27524 41333 2.88% 0.221%
62 13.859 1027 1030 1031 rBV2 861082 1099740 76.60% 5.883%
63 14.248 1062 1064 1065 rVB 25696 30802 2.15% 0.165%
64 14.374 1073 1075 1078 rBV3 28998 59874 4_.17% 0.320%
65 14.705 1102 1104 1107 rVB2 34338 38209 2.66% 0.204%

66 14.854 1115 1117 1123 rBV 140064 245094 17.07% 1.311%
67 15.128 1138 1141 1144 rVB 70564 107788 7.51% 0.577%
68 15.185 1144 1146 1148 rVB 88816 124180 8.65% 0.664%
69 15.242 1148 1151 1153 rBV 628034 884759 61.63% 4_.733%
70 16.534 1262 1264 1268 rVB2 50745 85782 5.97% 0.459%

71 16.922 1295 1298 1301 rVB 47055 96591 6.73% 0.517%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084739.D

Aca On : 2 Feb 2016 5:08

Operator =: SJ/1Z

Sample : H1285-17 5X

Misc :

ALS Vial : 37 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 - 0 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-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18693056
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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\BF020116\

BF084739.D

2 Feb 2016 5:08

SJ/1Z

H1285-17 5X

37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084739.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084739.D

Aca On : 2 Feb 2016 5:08

Operator : SJ/1Z

Sample : H1285-17 5X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.85 17.46 ng 878333 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 242 (4.853 min): BF084739.D (-239) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SRR
460 4.80 5.00 5.20
Ob e ell 00183 "m/z 59.10 63.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U UL SRS R
50.0 460 480 500 5.20
m/z 101.10 22.86%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 40 50 70 80 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 15.46%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime e ..A.
43.0 460 4.80 5.00 5.20
m/z 41.10 9.36%
5000
101.0
15.0 58.0
B . | A Y- WY V3 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020116\
Data File : BF084739.D

Aca On : 2 Feb 2016 5:08

Operator : SJ/1Z

Sample : H1285-17 5X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2 _alpha.-Pinene Concentration Rank 4

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

5.97 4.34 ng 218218 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 1S-_alpha.-Pinene 136 C10H16 007785-26-4 94
3 Bicvclol4.1.01hept-3-ene. 3.7.7-... 136 C10H16 000498-15-7 91
4 Tricvclol2.2.1.0(2.6)Theptane. 1... 136 C10H16 000508-32-7 91
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 91

Abundance Scan 340 (5.973 min): BF084739.D (-337) (-) m/z 93.10 100.00%
9d.1
5000
s R o
41|-°| 531 65.0 “ 105.1 12|1-1 136.1 560 5.80 6.00 6.20
Ol prrrrprrrr b et il L P sz 91,10 43.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15153: .alpha.-Pinene
93.0
5000 RN SRS LU I I
270 5.60 5.80 6.00 6.20
41.0 m/z 92.10 35.66%
27\.0 H 53\'0 &0 H\ | 10?0 12\1.0 1350
o) E— ||||‘||||‘|‘||| ‘i:‘:: ”\Ih S 11 FR— ] = ||i‘| S FU— E—
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93.0
560 580 600 620
5000 m/z 77.10 29.03%
77.0
270 0 530 44 1050 1210 4354
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15344: Bicyclo[4.1.0]hept-3-ene, 3,7,7-trimethyl-, (1S)-
93.0 5.60 5.80 6.00 6.20
m/z 79.10 24.08%
5000
o 210 o 77.0 1050 121.0 136.0
. 53. .
0'w}ﬁqv'mm'“UL'w““w§%$v'LW”'WM'W'MMV'”N““l“'w'“ A R RN IS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020116\
Data File : BF084739.D

Acq On : 2 Feb 2016 5:08

Operator : SJ/1Z

Sample : H1285-17 5X

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.85 17.5 ng 878333 1 6.70 1006010 20.0
-alpha.-Pinene 5.97 4.3 ng 218218 1 6.70 1006010 20.0
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