LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080794.D

Acq On : 1 Aug 2015 22:07

Operator : TP/UM

Sample : G3121-04 5X

Misc :

ALS Vial : 80 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 height area % max. total
1 2.224 6 12 15 rBvV2 9544 34710 2.61% 0.206%
2 4.384 199 201 206 rBvY 18329 25165 1.89% 0.150%
3 5.024 255 257 260 rBY 616643 647604 48.64% 3.849%
4 5.447 291 294 296 rBV 801255 899319 67.54% 5.345%
5 5.859 328 330 333 rBvY 17021 17122 1.29% 0.102%
6 6.476 381 384 386 rBY 814335 923903 69.39% 5.492%
7 6.613 394 396 399 rBV 1057267 903303 67-84% 5.369%
8 6.853 415 417 419 rBV 1177056 1017324 76.40% 6.047%
9 7.002 428 430 433 rVB 472285 556215 41.77% 3.306%
10 7.413 463 466 468 rBV 466125 552214 41_.47% 3.282%
11 7.493 471 473 479 rVB 11299 14516 1.09% 0.086%

12 8.133 526 529 531 rBV 1403611 1221668 91.75% 7.261%
13 9.208 621 623 625 rBvY 890086 742109 55.73% 4.411%
14 9.299 629 631 633 rvVB 15487 17502 1.31% 0.104%
15 9.608 656 658 660 rvB 110147 126508 9.50% 0.752%

16 9.745 668 670 673 rBvV 11252 14302 1.07% 0.085%
17 9.882 680 682 684 rBvV2 1068086 1168266 87.74% 6.944%
18 9.916 684 685 691 rvB2 28502 40205 3.02% 0.239%
19 10.088 698 700 702 rVB 17764 15934 1.20% 0.095%
20 10.168 704 707 709 rvVB3 7413 13861 1.04% 0.082%
21 10.316 719 720 724 rVB3 9854 15392 1.16% 0.091%
22 10.431 728 730 733 rvV 28360 34874 2.62% 0.207%
23 10.522 736 738 742 rVvv2 42436 63813 4._.79% 0.379%
24 10.591 742 744 746 rVB3 16798 19069 1.43% 0.113%

25 10.671 749 751 753 rvVv 487372 540187 40.57% 3.211%

26 10.716 753 755 760 rvv 137422 165914 12.46% 0.986%

27 10.796 760 762 766 rVB 38335 54747 4.11% 0.325%
28 10.876 766 769 773 rBv4 8480 26062 1.96% 0.155%
29 11.128 787 791 792 rBV3 11063 18782 1.41% 0.112%
30 11.173 792 795 797 rVvv4 11177 17264 1.30% 0.103%
31 11.242 797 801 802 rvv2 35635 42150 3.17% 0.251%
32 11.265 802 803 806 rvB3 26120 29238 2.20% 0.174%

33 11.368 809 812 813 rVV 1384847 1320135 99.15% 7.847%
34 11.391 813 814 816 rvV 289675 215668 16.20% 1.282%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080794.D

Acq On : 1 Aug 2015 22:07

Operator : TP/UM

Sample : G3121-04 5X

Misc :

ALS Vial : 80 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.436 816 818 820 rVB 63671 63327 4.76% 0.376%
36 11.471 820 821 823 rBVvV2 13960 14871 1.12% 0.088%
37 11.665 837 838 840 rBV 26429 22433 1.68% 0.133%
38 11.871 853 856 857 rBV 30581 51136 3.84% 0.304%
39 11.894 857 858 860 rvv 96324 75511 5.67% 0.449%
40 11.939 860 862 863 rvB 20051 15860 1.19% 0.094%
41 11.974 863 865 870 rvB 63519 98746 7.42% 0.587%
42 12.076 872 874 875 rBV 15038 16086 1.21% 0.096%
43 12.156 879 881 882 rBV 25209 26316 1.98% 0.156%
44 12.408 901 903 905 rBvV 17909 27653 2.08% 0.164%
45 12.454 905 907 909 rvv2 15681 22851 1.72% 0.136%
46 12.499 909 911 915 rVB4 15527 25950 1.95% 0.154%

47 12.568 915 917 919 rBV 191453 224323 16.85% 1.333%
48 12.797 934 937 939 rBV 220546 228990 17.20% 1.361%
49 12.831 939 940 945 rVB5 13805 30391 2.28% 0.181%
50 12.945 948 950 953 rVvB 538382 473314 35.55% 2.813%

51 13.014 954 956 960 rvB4 18366 37748 2.84% 0.224%
52 13.082 960 962 963 rBVvV2 11510 19024 1.43% 0.113%
53 13.128 965 966 969 rVvB 33112 27281 2.05% 0.162%
54 13.197 969 972 973 rBV2 19119 25892 1.94% 0.154%
55 13.231 973 975 976 rBV 31666 32250 2.42% 0.192%
56 13.322 981 983 984 rBV 17630 14497 1.09% 0.086%
57 13.357 984 986 988 rvB2 14496 14908 1.12% 0.089%
58 13.425 991 992 996 rVB4 11214 21046 1.58% 0.125%
59 13.528 999 1001 1004 rVB3 12487 18454 1.39% 0.110%
60 13.631 1007 1010 1013 rBV 22974 41512 3.12% 0.247%
61 13.745 1017 1020 1021 rBV2 28048 40955 3.08% 0.243%
62 13.837 1026 1028 1033 rVB2 23986 45979 3.45% 0.273%
63 13.997 1039 1042 1043 rBV2 855108 983105 73.83% 5.843%
64 14.019 1043 1044 1047 rVB 111994 93363 7.01% 0.555%
65 14.099 1047 1051 1053 rBv4 16627 36634 2.75% 0.218%
66 14.374 1073 1075 1077 rBV 25686 38558 2.90% 0.229%
67 14.477 1082 1084 1085 rVv2 27439 36109 2.71% 0.215%
68 14.568 1090 1092 1095 rBV3 35079 81761 6.14% 0.486%
69 14.751 1106 1108 1109 rBV 40327 54789 4.11% 0.326%

70 15.002 1128 1130 1134 rBV 145056 309489 23.24% 1.840%
71 15.105 1137 1139 1141 rVB2 36891 44055 3.31% 0.262%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080794.D

Acq On : 1 Aug 2015 22:07

Operator : TP/UM

Sample : G3121-04 5X

Misc :

ALS Vial : 80 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 15.288 1153 1155 1158 rVB 91806 118885 8.93% 0.707%
73 15.345 1158 1160 1163 rBV 116515 164069 12.32% 0.975%
74 15.414 1163 1166 1172 rVB 1063789 1331497 100.00% 7.914%

75 16.088 1223 1225 1230 rVB5 28340 58579 4._.40% 0.348%

76 16.785 1283 1286 1290 rVB2 52360 105857 7.95% 0.629%

77 17.197 1319 1322 1326 rVB 39637 95013 7.14% 0.565%
Sum of corrected areas: 16824112
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080794.D

Acq On : 1 Aug 2015 22:07

Operator : TP/UM

Sample : G3121-04 5X

Misc :

ALS Vial : 80 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080794.D

Acq On : 1 Aug 2015 22:07

Operator : TP/UM

Sample : G3121-04 5X

Misc :

ALS Vial : 80 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 2

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

5.02 12.73 ng 647604 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 257 (5.024 min): BF080794.D (-255) (-) m/z 43.05 100.00%
a3
59
5000
101 9 AR E00 Eo0 & a0
4.60 4.80 5.00 5.20 5.40
e Sl S8l e & | "m/z 59.10 54.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR S SRR U
4.60 4.80 5.00 5.20 5.40
m/z 58.10 14 .57%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 101.10 12.60%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- T
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.00%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
mz> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080794.D

Acq On : 1 Aug 2015 22:07

Operator : TP/UM

Sample : G3121-04 5X

Misc :

ALS Vial : 80 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.61 Concentration Rank 1

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

6.61 17.76 ng 903303 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 396 (6.613 min): BF080794.D (-394) (-) m/z 132.10 100.00%
132
5000 e8
40 54 ‘ e 620 6.40 6.60 6.80 7.00
..'lll.:.".,-"| re s N m/z 68.10  52.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S S LN LS
620 6.40 6.60 6.80 7.00
31 51 78 m/z 66.10 34 .50%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 134.10 32.33%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R i mm s
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 20.07%
5000 og M°
SN -NM 8 p%97.kk,..“u 8 .1§?. SIS | GO A NN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080794.D

Acq On : 1 Aug 2015 22:07

Operator : TP/UM

Sample : G3121-04 5X

Misc :

ALS Vial : 80 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
Quant Title : 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... 5.02 12.7 ng 647604 1 6.85 1017320 20.0
unknown6 .61 6.61 17.8 ng 903303 1 6.85 1017320 20.0
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