LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\

Data File : BF082963.D

Aca On - 17 Nov 2015 8:56 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4376-03 Sl
Misc i SB-3-4-6FT

ALS Vial : 22 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-BF110715.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 4.944 247 250 253 rVB 1565162 2039551 44.19% 3.858%
2 5.390 286 289 291 rBVY 4106065 3900363 84.50% 7.378%
3 6.430 377 380 383 rVB 3639312 3870672 83.86% 7.322%
4 6.556 388 391 393 rBVY 4300922 4332264 93.86% 8.195%
5 6.784 408 411 413 rBV 1502209 1677412 36.34% 3.173%
6 6.933 422 424 427 rBV 2416901 2885260 62.51% 5.458%
7 7.345 457 460 462 rBV 2673979 2604913 56.44% 4.927%
8 7.813 499 501 504 rvB 42477 48394 1.05% 0.092%
9 8.065 521 523 526 rBY 1750827 2193182 47 .52% 4.149%
10 9.036 606 608 613 rBV2 27878 50804 1.10% 0.096%

11 9.150 615 618 620 rBV 4859798 4587760 99.40% 8.678%
12 9.539 650 652 655 rBv 735756 1050853 22.77% 1.988%

13 9.768 671 672 674 rVB 89371 68624 1.49% 0.130%
14 9.825 674 677 679 rBVY 3060888 2791452 60.48% 5.280%
15 9.950 686 688 690 rBvV 44361 64898 1.41% 0.123%

16 10.271 711 716 717 rBV 159583 183000 3.96% 0.346%
17 10.339 720 722 728 rVB3 22664 47493 1.03% 0.090%
18 10.488 732 735 738 rBV 73050 109268 2.37% 0.207%
19 10.613 743 746 748 rBV 3098050 3237320 70.14% 6.124%
20 10.739 755 757 761 rVB 234943 283801 6.15% 0.537%

21 10.831 764 765 767 rvv2 56218 68585 1.49% 0.130%
22 10.865 767 768 772 rVB3 28497 59218 1.28% 0.112%
23 10.933 772 774 776 rBV3 47266 74110 1.61% 0.140%

24 11.185 792 796 798 rBV 147406 163924 3.55% 0.310%
25 11.311 804 807 809 rvv 1919937 2768014 59.97% 5.236%

26 11.356 809 811 814 rvB2 33783 58683 1.27% 0.111%
27 11.619 831 834 837 rVB 45591 70892 1.54% 0.134%
28 12.019 865 869 871 rBvV 35725 49282 1.07% 0.093%
29 12.294 890 893 894 rBvV 58439 64867 1.41% 0.123%
30 12.351 896 898 900 rvv 117531 121524 2.63% 0.230%
31 12.385 900 901 905 rvv2 45811 93694 2.03% 0.177%
32 12.511 909 912 913 rvVv 81505 95801 2.08% 0.181%
33 12.545 913 915 918 rVB2 63150 76234 1.65% 0.144%
34 12.694 926 928 929 rBV 123152 99784 2.16% 0.189%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\

Data File : BF082963.D

Aca On - 17 Nov 2015 8:56 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4376-03 Sl
Misc i SB-3-4-6FT

ALS Vial : 22 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.739 929 932 933 rVvB2 82437 132994 2.88% 0.252%

36 12.888 943 945 947 rBV 3204622 4615571 100.00% 8.731%
37 13.048 957 959 962 rBV2 96093 176241 3.82% 0.333%
38 13.139 965 967 969 rvv 66031 83011 1.80% 0.157%
39 13.185 969 971 973 rVB3 46546 65949 1.43% 0.125%
40 13.368 985 987 989 rVvB 110006 157670 3.42% 0.298%

41 13.425 989 992 994 rvv 73489 105174 2.28% 0.199%
42 13.517 998 1000 1001 rvv 131728 145553 3.15% 0.275%
43 13.551 1001 1003 1005 rVvVv 246623 247026 5.35% 0.467%
44 13.597 1005 1007 1011 rVB 84490 101131 2.19% 0.191%
45 13.814 1024 1026 1029 rBV2 146895 277165 6.00% 0.524%

46 13.859 1029 1030 1033 rVB 100497 135569 2.94% 0.256%
47 13.939 1033 1037 1040 rBV 2660691 3069553 66.50% 5.806%

48 14.442 1079 1081 1083 rBV 42105 53831 1.17% 0.102%
49 14.728 1104 1106 1107 rBV 122275 123706 2.68% 0.234%
50 14.820 1112 1114 1116 rVV 76172 83748 1.81% 0.158%
51 14.888 1116 1120 1122 rVV2 101501 107598 2.33% 0.204%
52 14.968 1124 1127 1133 rVB 32402 78393 1.70% 0.148%
53 15.071 1133 1136 1138 rBV 67583 73212 1.59% 0.138%
54 15.128 1138 1141 1144 rBV3 17675 49089 1.06% 0.093%
55 15.380 1159 1163 1165 rBV 1680129 2205289 47.78% 4.171%
56 15.425 1165 1167 1170 rVB 33048 55069 1.19% 0.104%
57 15.837 1200 1203 1206 rBV 70622 106414 2.31% 0.201%
58 16.305 1241 1244 1247 rVB 34126 65498 1.42% 0.124%

59 16.854 1288 1292 1298 rVB 45073 109247 2.37% 0.207%
60 17.483 1343 1347 1355 rVB2 68145 192533 4_.17% 0.364%

61 18.260 1407 1415 1422 rVB2 39014 172156 3.73% 0.326%

62 19.174 1490 1495 1502 rVB2 27648 99034 2.15% 0.187%
63 20.249 1585 1589 1599 rVB3 22451 86364 1.87% 0.163%
Sum of corrected areas: 52865684
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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\BF111615\

BF082963.D

17 Nov 2015 8:56

umsiz

G4376-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082963.D

Aca On : 17 Nov 2015 8:56

Operator : UM/I1Z

Sample : 64376-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 3

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

4.94 24 .32 ng 2039550 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 250 (4.944 min): BF082963.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
o 460 480 500 520
o...,....,....,....',':...,..:],...6?-,1....?.37:1..,....~,|....,. m/z 59.10 61.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I LI R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 18.98%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 15.14%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- N R A EEa R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.10%
5000
41.0
29.0 101.0
o o). 500 [] 730 86.0 |
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:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082963.D

Aca On : 17 Nov 2015 8:56

Operator : UM/I1Z

Sample : 64376-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Undecane, 6-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.05 ng 283801 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 6-ethvl- 184 C13H28 017312-60-6 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 89
4 Tridecane 184 C13H28 000629-50-5 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 757 (10.739 min): BF082963.D (-755) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.40 10.60 10.80 11.00
0 .,....-,...I,..'..,!~...",...‘.,.%‘.‘0..1..1?.9..2.1..9.7.2... rrrrpeeereome | m/z 43.10  68.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45551: Undecane, 6-ethyl-
57.0
5000 RN SR SUMLN AR RS B
10.40 10.60 10.80 11.00
29.0 85.0 112.0 m/z 71.10 57.67%
154.0
0 .,.u‘..‘,\...‘l,..‘h. VI S ...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
10.40 10,60 10,80 11.00
5000 m/z 85.10 34.68%
85.0
29.0
ol 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45546: Nonane, 5-butyl- e R ma
430 710 10.40 10.60 10.80 11.00
m/z 41.10 30.92%
5000 126.0
0 | L T 1840
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111615\
Data File : BF082963.D

Acq On : 17 Nov 2015 8:56

Operator : UM/1Z

Sample - G4376-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.94 24 .3 ng 2039550 1 6.78 1677410 20.0
Undecane, 6-ethyl- 10.74 2.0 ng 283801 4 11.31 2768010 20.0
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