LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\

Data File : BF086499.D

Aca On : 29 Apr 2016 18:31

Operator : UM/SJ

3?22'6 : H2654-16 26WARD-2A-CS-12(6-12FTGBS
ALS Vial : 8 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 4.967 250 252 259 rBV 101357 156558 3.56% 0.337%
2 5.379 285 288 290 rBVY 4093962 4360641 99.14% 9.393%
3 6.419 376 379 382 rBVY 3346105 4257209 96.79% 9.170%
4 6.544 388 390 393 rBVY 3843042 4101144 93.24% 8.834%
5 6.613 394 396 398 rVB 83241 77622 1.76% 0.167%
6 6.773 408 410 413 rBVY 1754664 2015236 45.82% 4.341%
7 6.933 421 424 427 rBV 3412597 3273716 74.43% 7.052%
8 7.344 457 460 462 rBV 2667358 2818516 64.08% 6.071%
9 7.459 466 470 476 rVB 84753 197036 4._.48% 0.424%
10 8.065 520 523 525 rBVY 2829445 2649621 60.24% 5.707%
11 8.179 532 533 539 rvB4 26235 45725 1.04% 0.098%

12 9.139 614 617 620 rBV 3223813 4398539 100.00% 9.475%
13 9.539 650 652 654 rBvY 858450 738169 16.78% 1.590%
14 9.756 669 671 673 rBvV 122745 96973 2.20% 0.209%
15 9.813 674 676 679 rvv2 2050435 2587449 58.83% 5.574%

16 10.259 711 715 716 rBV2 166854 236122 5.37% 0.509%
17 10.476 730 734 737 rBV 73672 122748 2.79% 0.264%
18 10.602 742 745 748 rBV 2303388 2357516 53.60% 5.078%
19 10.728 754 756 760 rVB 244226 278758 6.34% 0.600%

20 10.876 766 769 771 rVB2 26622 45829 1.04% 0.099%
21 10.922 771 773 775 rBV2 35167 53494 1.22% 0.115%
22 11.173 793 795 796 rBV 161990 122182 2.78% 0.263%
23 11.208 796 798 801 rVvB 43822 60861 1.38% 0.131%
24 11.299 804 806 808 rBvV 2213195 2198807 49.99%% 4_.736%
25 11.356 810 811 815 rvB2 43783 68725 1.56% 0.148%

26 11.528 824 826 830 rBV 211249 218009 4._.96% 0.470%
27 11.596 830 832 838 rvVvB 82716 96928 2.20% 0.209%
28 12.499 909 911 913 rBV 139331 148802 3.38% 0.321%
29 12.728 927 931 933 rBV2 137864 238065 5.41% 0.513%
30 12.888 942 945 947 rBV 2072578 3042009 69.16% 6.553%

31 13.116 962 965 967 rVB3 31769 50889 1.16% 0.110%
32 13.414 989 991 993 rBV 68808 73850 1.68% 0.159%
33 13.459 993 995 998 rvv 49364 71357 1.62% 0.154%

34 13.779 1021 1023 1030 rVB 341314 408197 9.28% 0.879%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086499.D

Aca On : 29 Apr 2016 18:31

Operator : UM/SJ

Sample : H2654-16

Misc :

ALS Vial : 8 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-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.928 1033 1036 1043 rVV 1636813 1931411 43.91% 4._.160%

36 14.099 1050 1051 1053 rBV 47257 50006 1.14% 0.108%
37 14.408 1076 1078 1081 rBV2 72834 118894 2.70% 0.256%
38 14.557 1089 1091 1094 rBVZ2 49185 77494 1.76% 0.167%
39 14.774 1108 1110 1112 rVB 50028 57072 1.30% 0.123%

40 14.934 1121 1124 1128 rVB 49692 114632 2.61% 0.247%

41 15.014 1129 1131 1135 rBV3 53341 101711 2.31% 0.219%
42 15.334 1156 1159 1161 rBV 872082 1417641 32.23% 3.054%
43 15.768 1194 1197 1199 rBV 82869 126448 2.87% 0.272%
44 16.717 1276 1280 1283 rBVY 289758 570545 12.97% 1.229%
45 17.985 1388 1391 1399 rVB2 60308 190948 4._.34% 0.411%

Sum of corrected areas: 46424104
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086499.D

Aca On : 29 Apr 2016 18:31

Operator : UM/SJ

Sample : H2654-16

Misc :

ALS Vial : 8 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086499.D

Aca On : 29 Apr 2016 18:31

Operator : UM/SJ

Sample : H2654-16

Misc :

ALS Vial : 8 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 unknown6.54 Concentration Rank 1

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

6.54 40.70 ng 4101140 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 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 390 (6.544 min): BF086499.D (-388) (-) m/z 132.05 100.00%
132
5000 68
40 96 ISR R LR SRR
54 6.20 6.40 6.60 6.80
7
ol fe lsus o h/7 68.10  50.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 USSR SRR S A
6.20 6.40 6.60 6.80
70 m/z 66.05 34.92%
31 414 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 620 6.40 6.60 680
5000 m/z 134.10 32.77%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R RaE e L R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.81%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 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 : BF086499.D

Aca On : 29 Apr 2016 18:31

Operator : UM/SJ

Sample : H2654-16

Misc :

ALS Vial : 8 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.73 2.54 ng 278758 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 86

Abundance Scan 756 (10.728 min): BF086499.D (-754) (-) m/z 57.10 100.00%

g7
5000

10.40 10.60 10.80 11.00

113
o.,....-,...|,..'..,'....~',...‘.,...1.49...1.?.9. e | m/z 43.10  81.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73965: Hexadecane
57
5000 ADABRUABSUNABRA AR

85 10 40 10. 60 10. 80 11.00
4 m/z 71.10 52.05%

2# Ll ‘113 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
L ELEEEREREREE S
10.40 10.60 10.80 11.00
5000 m/z 41.10 34.21%
41 85
0 113 141 169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73991: Dodecane, 2-methyl-6-propy!- R EREEEEEEEs s
57 10.40 10.60 10.80 11.00
m/z 85.10 34.03%
85
5000 4
113 140 182
0 l “ | | , | 156 205 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086499.D

Aca On : 29 Apr 2016 18:31

Operator : UM/SJ

Sample : H2654-16

Misc :

ALS Vial : 8 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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 4.23 ng 408197 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 93
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1023 (13.779 min): BF086499.D (-1021) (-) m/z 57.10 100.00%
57
83
41
L BUSR PNLR SN UL I
139 230 13.40 13.60 13.80 14.00
Obrrrprrrer 108 198210 315 m/z 43.10 94.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55
5000 DAL U AR R
29 Bmmmwmmm
m/z 55.10 89.07%
Obrrerebier
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 LU PNLR RUN UL B
97 13.40 13.60 13.80 14.00
5000 m/z 83.10 67.70%
125
ol 26 153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148859: Trichloroacetic acid, pentadecy! ester R SRR ms R
13.40 13.60 13.80 14.00
m/z 69.10 60.79%
5000 —_AAAM~R~‘_JA\v¢f~NJ\~ﬁ#
o 139155 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086499.D

Aca On : 29 Apr 2016 18:31

Operator : UM/SJ

Sample : H2654-16

Misc :

ALS Vial : 8 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 unknownl6.72 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.72 8.05 ng 570545 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-I3-Fluoro-4-lI4-(toluene-4-sulf... 404 C21H25FN203S 333751-65-8 30
2 Cholestane-3.6-diol. (3.beta..5.... 404 C27H4802 041083-77-6 25
3 2.4.6(1H.3H.5H)-Pvrimidinetrione... 264 C14H20N203 055044-42-3 25
4 Benzene. l-nitro-2-hydroxv-4-(p-... 249 C12H8FNO0O4 189214-56-0 25
5 10H-Phenothiazin-3-ol, 2-chloro- 249 C12H8CINOS 016770-99-3 22
Abundance Scan 1280 (16.717 min): BF086499.D (-1276) (-) m/z 249.20 100.00%
249
5000 j\
® 540 1660 1650 10
201 : : : :
0 7129, 319, 338 m/z 43.10  69.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157314: 1-[3-Fluoro-4-[4-(toluene-4-sulfonyl)-piperazin-1...
249
56
5000 IR AR R SRR
mmmmmmﬂm
o1 404 m/z 55.10 64 .64%
o3 | | 122 1%0 178 208229 | 278 333 3613 |
m/z--> éo 160 1éo 200 250 300 350 460
Abundance
55 g1
107 UL A SR
215 16.40 16.60 16.80 17.00
5000 404 m/z 81.10 56 .48%
135 165
189 248 278 304 347 371
oy Gl Ty e M e o W L ) T L
m/z--> éo 160 150 260 250 360 3%0 460
Abundance #96647: 2,4,6(1H,3H,5H)-Pyrimidinetrione, 5-(1-cyclohexen-... L L e e
249 16.40 16.60 16.80 17.00
m/z 107.10 52.59Y%
5000
81
13 ‘JL
136156
m/z--> 50 100 150 200 250 300 3m 400 mmmmmmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042916\
Data File : BF086499.D

Acq On : 29 Apr 2016 18:31

Operator : UM/SJ

Sample : H2654-16

Misc :

ALS Vial : 8 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 .54 6.54 40.7 ng 4101140 1 6.77 2015240 20.0
Hexadecane 10.73 2.5 ng 278758 4 11.30 2198810 20.0
1-Docosene 13.78 4.2 ng 408197 5 13.93 1931410 20.0
unknownl16.72 16.72 8.1 ng 570545 6 15.33 1417640 20.0
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