LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086503.D

Aca On : 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 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-BF042716.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 4.933 246 249 253 rBV 19349 26512 1.20% 0.131%
2 5.356 284 286 297 rBV 333205 363142 16.38% 1.792%
3 6.407 376 378 385 rBV 327636 394426 17.79% 1.946%
4 6.533 387 389 392 rBV 263322 393974 17.77% 1.944%
5 6.773 408 410 420 rBV 993058 1031807 46.54% 5.090%
6 6.933 421 424 426 rBV 310963 326430 14.72% 1.610%
7 7.333 457 459 466 rBV 122359 221992 10.01% 1.095%
8 8.064 520 523 525 rBVY 1414972 1315574 59.34% 6.490%
9 9.139 615 617 619 rBV 574869 485741 21.91% 2.396%
10 9.470 644 646 650 rvv2 19217 44998 2.03% 0.222%
11 9.539 650 652 654 rvv 57155 68713 3.10% 0.339%
12 9.596 654 657 661 rVB2 11205 22801 1.03% 0.112%
13 9.756 670 671 674 rBV 30097 28180 1.27% 0.139%

14 9.813 674 676 678 rvV 1436212 1338181 60.36% 6.602%
15 9.847 678 679 681 rvVv 121281 101924 4.60% 0.503%

16 10.019 692 694 696 rvv 39419 39099 1.76% 0.193%
17 10.053 696 697 701 rvB2 13186 22474 1.01% 0.111%
18 10.225 710 712 713 rBV 22063 27964 1.26% 0.138%
19 10.259 713 715 717 rVB 21798 25430 1.15% 0.125%
20 10.362 722 724 727 rVB 47612 55154 2.49% 0.272%
21 10.419 727 729 732 rBV3 15257 47039 2.12% 0.232%
22 10.522 736 738 740 rvVB2 23290 32660 1.47% 0.161%
23 10.602 742 745 747 rBV 203032 242077 10.92% 1.194%
24 10.727 753 756 759 rvVB 62974 76051 3.43% 0.375%
25 10.796 760 762 769 rBV5 7539 27662 1.25% 0.136%
26 10.910 769 772 773 rBV2 25367 35904 1.62% 0.177%
27 11.059 780 785 787 rBV3 27813 71132 3.21% 0.351%
28 11.105 787 789 791 rVB 18938 23521 1.06% 0.116%
29 11.150 791 793 794 rBV 25103 33556 1.51% 0.166%
30 11.173 794 795 796 rBV 33506 30034 1.35% 0.148%

31 11.299 803 806 810 rBv2 909798 1823781 82.26% 8.997%
32 11.368 810 812 814 rVB 155897 164837 7.43% 0.813%
33 11.550 825 828 830 rBv2 24029 46358 2.09% 0.229%
34 11.596 830 832 833 rvv 44646 43355 1.96% 0.214%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086503.D

Aca On : 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 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-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.619 833 834 839 rvB3 16991 29674 1.34% 0.146%

36 11.790 847 849 851 rBV 70575 124003 5.59% 0.612%
37 11.825 851 852 854 rVvB 131206 105253 4._75% 0.519%

38 11.870 854 856 857 rBvV2 61057 55887 2.52% 0.276%
39 11.905 857 859 864 rVvB 194420 298165 13.45% 1.471%
40 12.088 873 875 876 rBv2 57028 63951 2.88% 0.315%
41 12.236 885 888 890 rBv2 39152 70179 3.17% 0.346%
42 12.293 890 893 895 rvB2 31833 52635 2.37% 0.260%
43 12.339 895 897 899 rBvV 82100 115579 5.21% 0.570%
44 12.385 899 901 903 rvB2 54119 92357 4_.17% 0.456%

45 12.431 903 905 909 rvB2 63551 104234 4._.70% 0.514%

46 12.499 909 911 914 rBV 988315 1151591 51.94% 5.681%
47 12.568 914 917 921 rVB3 34342 89589 4._.04% 0.442%
48 12.648 921 924 928 rBV2 40441 118745 5.36% 0.586%
49 12.728 928 931 934 rBV 1058447 1256350 56.67% 6.198%
50 12.876 942 944 948 rVB 361179 404159 18.23% 1.994%

51 12.945 948 950 954 rBv4 85708 160294 7.23% 0.791%
52 13.059 956 960 962 rvB2 123507 215217 9.71% 1.062%

53 13.128 964 966 967 rBV2 61642 61700 2.78% 0.304%
54 13.162 967 969 970 rBV 147714 159739 7.20% 0.788%
55 13.253 975 977 978 rVvV 93158 75473 3.40% 0.372%
56 13.288 978 980 982 rBV2 49958 66190 2.99% 0.327%
57 13.562 1002 1004 1007 rVB 69662 95903 4_.33% 0.473%

58 13.676 1011 1014 1015 rBV2 71819 126432 5.70% 0.624%
59 13.768 1021 1022 1027 rVB2 64522 116500 5.25% 0.575%
60 13.928 1032 1036 1042 rBV2 1023401 2217141 100.00% 10.938%

61 14.031 1043 1045 1047 rVB 92138 89105 4.02% 0.440%
62 14.316 1067 1070 1071 rBV2 77987 110578 4._.99% 0.546%
63 14.934 1121 1124 1129 rBV 444413 923222 41.64% 4 _555%
64 15.208 1146 1148 1151 rVB 255938 338398 15.26% 1.669%
65 15.265 1151 1153 1156 rVvVv 315234 483174 21.79% 2.384%

66 15.322 1156 1158 1168 rVB2 455935 979871 44.20% 4._.834%
67 15.974 1213 1215 1221 rVB2 76193 150668 6.80% 0.743%
68 16.374 1247 1250 1256 rVB3 89962 200670 9.05% 0.990%
69 16.671 1272 1276 1281 rVB2 119131 261009 11.77% 1.288%
70 17.071 1308 1311 1319 rVB 122936 273781 12.35% 1.351%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086503.D

Aca On : 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 20269899
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086503.D

Aca On : 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086503.D
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Abundance TIC: BF086503.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086503.D

Aca On : 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.53 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.53 7.64 ng 393974 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 389 (6.533 min): BF086503.D (-387) (-) m/z 132.00 100.00%
132
68 A\
5000
40 96 BERARBERAABERARSENARES
I 47 54 61 |75 g5 | 104 6.20 6.40 6.60 6.80
) S 1 A X O PSR S | . m/z 68.10 54.51%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000

6.20 6.40 6.60 6.80
70 m/z 66.10 37.20%

31 60
0 b wa® Png e
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80

5000 m/z 134.10 29.78%
63
oL 15 27 39 92 77 92 104 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e N mamn
132 620 640 6.60 6.80
69 m/z 69.10 22.12%
104
5000
78
31 54 51
0 ‘ 1 H N |
B e B o o MR EaAs oL R EARREEESS S SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086503.D

Aca On : 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.27 ng 298165 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 64
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55
3 Methvl diselenide 190 C2H6Se2 007101-31-7 38
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 35
5 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 35
Abundance Scan 859 (11.905 min): BF086503.D (-857) (-) m/z 189.10 100.00%
1
5000 ﬁ %
113126139152165 oon 20 11.60 11.80 12.00 12.20
0 m/z 190.10 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000
63 11.60 11.80 12.00 12.20
133144 172 m/z 192.10 68.89%
oz B | Ter jam | weo | I
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
190
11.60 11.80 12.00 12.20
5000 m/z 191.10 53.69%
95
o 27 43 6374 111 124137 150 53175
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49343: Methy! diselenide e TR T
9 190 11.60 11.80 12.00 12.20
m/z 94.60 32.82%
175
5000
0....|....|....|... ‘H H“ R i I
m/z--> 20 40 60 8 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086503.D

Aca On : 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 5 unknownl5.97 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.08 ng 150668 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 43
2 5-(7a-Isopropenvl-4.5-dimethvl-o... 288 C20H320 1000193-54-1 37
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 32
4 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 25
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 25
Abundance Scan 1215 (15.974 min): BF086503.D (-1213) (-) m/z 191.15 100.00%
191
5000 55 8t 123
264
163 NI RN SRR BN I
0 244 309 330 383 15.60 15.80 16.00 16.20
ol 4 218 Mo T77395 11 Tnzz 81.10  50.77%
m/z--> 50 100 150 200 250 300 350
Abundance #87373: Anthracene, 9-butyltetradecahydro-
95 191
41
67
5000 NI RN SRR DU I
15.60 15.80 16.00 16.20
135 248 m/z 177.20  48.24%
oLy 1 [ 18317 | 210 | e
m/z--> 50 100 150 200 250 300 350
Abundance
95 191
a1 149 15.60 15.80 16.00 16.20
5000 6 121 m/z 95.10 46.94%
173 | 210231 255 288
O T T T e e e o T e
m/z--> 50 100 150 200 250 300 350
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... R AR L
191 15.60 15.80 16.00 16.20
m/z 123.15 41.81%
50007 43
123
149
AR T
0.‘.‘.|“.“‘.U.‘.M|H.t.“.“.‘i.‘.“. e ———— NN
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086503.D

Aca On : 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 6 unknownl6.37 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.37 4.10 ng 200670 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 35
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 32
4 Phenol. 3.5-bis(1l.1-dimethvlethvI)- 206 C14H220 001138-52-9 27
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 27
Abundance Scan 1250 (16.374 min): BF086503.D (-1247) (-) m/z 191.15 100.00%
191
5000 g5
123 163 284 RUNNMUNSESUAUU SRS
A 218238 2 327 369 397 16.00 16.20 16.40 16.60
0 m/z 95.10 50.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 RUNNMUNSESUAUU RS
16.00 16.20 16.40 16.60
o 95 135 163 m/z 81.10 46 .27%
0...|.. # "‘|“" ‘.‘“.“‘.‘i.‘.“. ‘ M T
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
41 RUNNMUNSESURU SRS
7 16.00 16.20 16.40 16.60
5000 m/z 55.10 39.59%
135 274
o 115 161 217 243
m/z--> 55 160 150 200 2éo 360 3%0 460
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen B e e N
191 16.00 16.20 16.40 16.60
m/z 69.10 28.16%
5000
43 9 123 149
0..‘.“l“.g‘.g“.‘.“‘l“‘.‘.‘l.i‘.‘tl.“.i.\‘.... T e
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042916\
Data File : BF086503.D

Acq On 29 Apr 2016 20:27

Operator : UM/SJ

Sample : H2757-02 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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 .53 6.53 7.6 ng 393974 1 6.77 1031810 20.0
Benzaldehyde, 3,5... 11.90 3.3 ng 298165 4 11.30 1823780 20.0
unknown15.97 15.97 3.1 ng 150668 6 15.32 979871 20.0
unknown16 .37 16.37 4.1 ng 200670 6 15.32 979871 20.0
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