LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096683.D

Acq On 12 Jul 2017 10:15

Operator : SJ/JU

Sample : 14069-05RE 2X

Misc :

ALS Vial : 48 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-BF070117 .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 4._857 467 471 479 rBv 169921 192845 17.34% 1.292%
2 5.292 541 545 554 rBvV 1151534 1049860 94.38% 7.036%
3 5.939 652 655 662 rBv2 9515 15473 1.39% 0.104%
4 6.222 700 703 706 rBv2 17903 16493 1.48% 0.111%
5 6.322 716 720 725 rBV 1167936 1018184 91.53% 6.823%
6 6.451 735 742 746 rBV 1249006 1112427 100.00% 7 .455%
7 6.551 754 759 762 rVB4 9401 12864 1.16% 0.086%
8 6.686 778 782 785 rBvY 738211 617202 55.48% 4.136%
9 6.716 785 787 791 rVB 68678 52288 4_70% 0.350%
10 6.757 791 794 797 rBv4 11131 13530 1.22% 0.091%
11 6.839 805 808 812 rvvV 916550 778643 69.99% 5.218%
12 6.881 812 815 817 rvB2 14464 14003 1.26% 0.094%
13 6.910 817 820 822 rBV3 9643 12184 1.10% 0.082%
14 6.963 827 829 834 rvB2 32601 34581 3.11% 0.232%
15 7.086 847 850 852 rvB2 18738 14762 1.33% 0.099%
16 7.116 852 855 858 rBV3 11377 12925 1.16% 0.087%
17 7.175 861 865 868 rBV5 9207 15170 1.36% 0.102%
18 7.245 873 877 880 rvB 572467 500613 45.00% 3.355%
19 7.339 888 893 897 rvB5 28548 44308 3.98% 0.297%
20 7.392 897 902 903 rBV5 15662 18648 1.68% 0.125%
21 7.416 903 906 909 rvB2 17661 19320 1.74% 0.129%
22 7.451 909 912 915 rBV3 10203 12738 1.15% 0.085%
23 7.486 915 918 919 rBvV 28847 30584 2.75% 0.205%
24 7.592 933 936 937 rBvV3 13937 13594 1.22% 0.091%
25 7.610 937 939 944 rVB5 42364 48413 4_35% 0.324%
26 7.663 944 948 950 rBv4 22109 28743 2.58% 0.193%
27 7.739 957 961 964 rBV2 17194 18573 1.67% 0.124%
28 7.804 969 972 976 rvVB4 20327 21600 1.94% 0.145%
29 7.845 976 979 981 rBvV2 13458 15618 1.40% 0.105%
30 7.863 981 982 989 rVvB7 13625 19992 1.80% 0.134%
31 7.969 996 1000 1005 rBVY 787452 674067 60.59% 4.517%
32 8.045 1011 1013 1016 rBV 120980 85963 7.73% 0.576%
33 8.098 1020 1022 1024 rVB2 17882 13996 1.26% 0.094%
34 8.145 1027 1030 1032 rBvV2 20688 21139 1.90% 0.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096683.D

Acq On 12 Jul 2017 10:15

Operator : SJ/JU

Sample : 14069-05RE 2X

Misc :

ALS Vial : 48 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:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.180 1034 1036 1039 rVB 50488 42019 3.78% 0.282%
36 8.263 1047 1050 1053 rBV5 28003 35414 3.18% 0.237%
37 8.292 1053 1055 1058 rvB4 17202 17813 1.60% 0.119%
38 8.328 1058 1061 1062 rBV3 24677 21709 1.95% 0.145%
39 8.404 1071 1074 1083 rVB 163647 191958 17.26% 1.286%
40 8.475 1084 1086 1090 rvB2 23488 18744 1.68% 0.126%
41 8.522 1090 1094 1100 rBV3 54264 69551 6.25% 0.466%
42 8.580 1100 1104 1106 rBV3 20001 28792 2.59% 0.193%
43 8.669 1116 1119 1123 rVB3 41950 53262 4._.79% 0.357%
44 8.716 1125 1127 1130 rBV3 23648 24919 2.24% 0.167%
45 8.857 1148 1151 1153 rBV2 25698 21879 1.97% 0.147%
46 8.963 1167 1169 1171 rBV 24563 19213 1.73% 0.129%

47 9.004 1173 1176 1179 rVB 132757 103168 9.27% 0.691%
48 9.039 1179 1182 1186 rBV 857397 764875 68.76% 5.126%

49 9.127 1193 1197 1203 rBvV4 56226 98598 8.86% 0.661%
50 9.351 1233 1235 1238 rBV3 10065 14394 1.29% 0.096%
51 9.433 1246 1249 1251 rBV 121369 104746 9.42% 0.702%
52 9.457 1251 1253 1256 rVB 94020 74129 6.66% 0.497%
53 9.545 1265 1268 1270 rVB2 18853 13612 1.22% 0.091%
54 9.580 1270 1274 1275 rBV2 21463 26816 2.41% 0.180%
55 9.633 1281 1283 1286 rVB2 46177 42158 3.79% 0.283%
56 9.669 1286 1289 1291 rBV3 20775 23342 2.10% 0.156%
57 9.716 1292 1297 1301 rBV2 628219 576066 51.78% 3.861%
58 9.986 1341 1343 1346 rVB3 15407 14150 1.27% 0.095%
59 10.263 1388 1390 1394 rVB4 21577 21226 1.91% 0.142%
60 10.386 1406 1411 1414 rVB 29810 32780 2.95% 0.220%
61 10.498 1427 1430 1437 rBV 473902 458708 41.23% 3.074%
62 10.651 1450 1456 1459 rBV 48226 72224 6.49% 0.484%
63 11.004 1513 1516 1522 rVB 15215 16667 1.50% 0.112%
64 11.080 1527 1529 1532 rVV3 16462 23327 2.10% 0.156%
65 11.110 1532 1534 1538 rVB 18278 16788 1.51% 0.113%

66 11.192 1545 1548 1551 rBV 647397 641130 57.63% 4.297%
67 11.216 1551 1552 1556 rVvVv 233156 182009 16.36% 1.220%

68 11.269 1559 1561 1565 rVB 58411 50213 4_.51% 0.337%
69 11.427 1583 1588 1590 rBV 21188 24095 2.17% 0.161%
70 11.698 1631 1634 1636 rBV 39359 29714 2.67% 0.199%
71 11.727 1636 1639 1644 rVB 47401 51724 4._.65% 0.347%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096683.D

Acq On 12 Jul 2017 10:15

Operator : SJ/JU

Sample : 14069-05RE 2X

Misc :

ALS Vial : 48 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:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.774 1644 1647 1649 rBV2 18435 19144 1.72% 0.128%
73 11.804 1649 1652 1655 rVvVv 58573 63655 5.72% 0.427%
74 11.827 1655 1656 1661 rVB 33601 27634 2.48% 0.185%
75 11.992 1681 1684 1686 rBV 27201 26474 2.38% 0.177%
76 12.016 1686 1688 1692 rVB 29455 30340 2.73% 0.203%
77 12.139 1705 1709 1713 rBV6 27060 35864 3.22% 0.240%
78 12.245 1725 1727 1731 rBV3 26022 30435 2.74% 0.204%
79 12.327 1739 1741 1746 rVB2 33073 32833 2.95% 0.220%
80 12.404 1750 1754 1758 rBV 444257 363621 32.69% 2.437%
81 12.451 1759 1762 1763 rBV3 15608 12565 1.13% 0.084%
82 12.498 1768 1770 1773 rBV3 13774 13499 1.21% 0.090%
83 12.551 1773 1779 1781 rBvV4 21301 37130 3.34% 0.249%
84 12.627 1786 1792 1796 rBV 402342 444405 39.95% 2.978%
85 12.751 1810 1813 1814 rBV 28513 22582 2.03% 0.151%
86 12.780 1814 1818 1826 rVB 879962 861880 77.48% 5.776%
87 12.851 1826 1830 1833 rBV2 33303 48770 4._.38% 0.327%
88 12.915 1838 1841 1842 rVV3 27975 25271 2.27% 0.169%
89 12.963 1846 1849 1852 rVB 53369 57765 5.19% 0.387%
90 13.027 1857 1860 1862 rVB 36209 32284 2.90% 0.216%
91 13.063 1862 1866 1868 rBV 56700 61428 5.52% 0.412%
92 13.157 1880 1882 1884 rVB 31329 21920 1.97% 0.147%
93 13.186 1884 1887 1890 rBV 36204 35029 3.15% 0.235%
94 13.463 1932 1934 1936 rBV 32790 28036 2.52% 0.188%
95 13.574 1950 1953 1955 rBV2 41015 47409 4._.26% 0.318%

96 13.827 1991 1996 1998 rBV2 877606 966191 86.85% 6.475%
97 13.851 1998 2000 2003 rVB 150283 131819 11.85% 0.883%
98 14.839 2164 2168 2174 rBV 141097 324060 29.13% 2.172%
99 15.109 2212 2214 2218 rVB 182734 167259 15.04% 1.121%
100 15.233 2231 2235 2238 rBVY 317936 359247 32.29% 2.408%

Sum of corrected areas: 14921824
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BFO71117\
BF096683.D

12 Jul 2017 10:15

SJ/JU

14069-05RE 2X

48 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096683.D

Acq On 12 Jul 2017 10:15

Operator : SJ/JU

Sample : 14069-05RE 2X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._86 6.25 ng 192845 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 471 (4.857 min): BF096683.D (-467) (-) m/z 43.00 100.00%
43
59
5000
101 460 480 500 520
Ll 53.|| 83 | m/ 0
LU SR SR UL UL FULRLIL IR SO S LI B z 59.00 53.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL UL AR LN A
59 460 480 500 520
m/z 101.10 14 _.32%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520
5000 41 m/z 58.00 13.47%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R L N e ma
43 4.60 4.80 5.00 5.20
m/z 41.00 8.90%
5000 57
29
101
RN |"Jwﬂ"??“*"'ﬁq "'I""I"'Z% ""I""It"'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096683.D

Acq On 12 Jul 2017 10:15

Operator : SJ/JU

Sample : 14069-05RE 2X

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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._86 6.3 ng 192845 1 6.69 617202 20.0
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