LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 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-BF032416_.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_973 233 235 242 rBvY 57735 87756 3.21% 0.334%
2 5.384 269 271 273 rBV 2464781 2536469 92.70% 9.667%
3 6.424 360 362 365 rBV 1971219 2427772 88.72% 9.253%
4 6.550 371 373 376 rBvV 2019830 2659851 97.20% 10.137%
5 6.790 392 394 396 rBVY 649322 656485 23.99% 2.502%
6 6.939 405 407 410 rBV 1770128 1940816 70.93% 7.397%
7 7.362 441 444 446 rBV 1238970 1761935 64.39% 6.715%
8 7.465 450 453 459 rVB 55286 77685 2.84% 0.296%
9 7.819 482 484 487 rBV2 16829 27731 1.01% 0.106%
10 8.070 504 506 509 rBVY 965581 890989 32.56% 3.396%

11 9.156 598 601 603 rBV 2261881 2736334 100.00% 10.429%
12 9.545 633 635 638 rBv 440766 423623 15.48% 1.615%
13 9.762 652 654 656 rBvY 78002 66080 2.41% 0.252%
14 9.830 657 660 662 rvVB 919663 952359 34.80% 3.630%
15 10.265 694 698 699 rBvV 86458 126121 4.61% 0.481%

16 10.482 713 717 720 rBV 39226 71471 2.61% 0.272%
17 10.619 726 729 731 rBV 1871874 1872080 68.42% 7.135%
18 10.733 737 739 744 rVB 148204 167885 6.14% 0.640%

19 10.928 754 756 758 rBV2 20260 34177 1.25% 0.130%
20 11.179 776 778 779 rBV 107722 90260 3.30% 0.344%
21 11.213 779 781 784 rVB 27282 39692 1.45% 0.151%
22 11.305 787 789 791 rBV 690436 968169 35.38% 3.690%
23 11.339 791 792 794 rvV 63945 60154 2.20% 0.229%
24 11.396 794 797 798 rVB2 17064 30089 1.10% 0.115%
25 11.602 813 815 818 rVB 47262 47052 1.72% 0.179%
26 11.842 834 836 842 rvv2 98745 107167 3.92% 0.408%
27 11.922 842 843 847 rVB 22705 38810 1.42% 0.148%
28 12.014 847 851 853 rvB2 20116 34622 1.27% 0.132%
29 12.516 894 895 898 rBvV 114929 168276 6.15% 0.641%
30 12.619 902 904 907 rBV 32159 57407 2.10% 0.219%

31 12.745 913 915 919 rBvV 127729 178615 6.53% 0.681%
32 12.894 925 928 931 rBV 2577648 2354423 86.04% 8.973%
33 13.065 941 943 946 rBV2 15360 39113 1.43% 0.149%
34 13.122 946 948 951 rvv2 42623 54041 1.97% 0.206%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 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-BF032416.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.179 951 953 957 rVB3 15578 33198 1.21% 0.127%
36 13.465 976 978 983 rVB 46664 49527 1.81% 0.189%

37 13.797 1004 1007 1011 rVB4 94427 154751 5.66% 0.590%
38 13.945 1017 1020 1025 rBV 795771 885475 32.36% 3.375%

39 14.105 1032 1034 1038 rBV3 24806 47381 1.73% 0.181%
40 14.688 1084 1085 1088 rBV3 16088 32002 1.17% 0.122%
41 14.780 1091 1093 1095 rVvB 46770 46482 1.70% 0.177%
42 14.962 1106 1109 1116 rBV 72576 160622 5.87% 0.612%
43 15.248 1132 1134 1137 rVB 48230 58866 2.15% 0.224%
44 15.305 1137 1139 1141 rVvVv 63142 80643 2.95% 0.307%
45 15.362 1141 1144 1152 rVB 445619 635791 23.24% 2.423%
46 16.391 1232 1234 1238 rVB2 19940 30841 1.13% 0.118%
47 16.734 1261 1264 1273 rVB2 31165 95905 3.50% 0.366%
48 17.145 1298 1300 1305 rVB 26716 57118 2.09% 0.218%
49 17.397 1320 1322 1327 rVB4 17620 54108 1.98% 0.206%
50 18.163 1387 1389 1395 rVB6 10826 30360 1.11% 0.116%
Sum of corrected areas: 26238579
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085925.D
2500000 5.38

55
2000000 6.45

6.94

1500000
7.36

1000000
6.79
500000

4.97 L .

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085925.D

2500000 12.89
9.16

2000000 10.62
1500000

1000000407 9.83
11.30

500000 9.54

10.73 12.75] 13.i
\ 9. 10.26 1 B 11’1 12. 13.47

D T e e R e L e e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085925.D

2500000

2000000

1500000

1000000

13.95

500000

16.39 16.73 17.15 17.40 18.16

0 T e T T T e e e

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 5

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

4.97 2.67 ng 87756 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 235 (4.973 min): BF085925.D (-233) (-) m/z 43.10 100.00%
a3
59
5000
101
4.60 4.80 5.00 5.20
83
o...,....,....,....','.'.-..??u.'li....,....,.-...,...:,....,. m/z 59.10 57.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L L IR B
59 460 480 500 520
m/z 101.10 22 .51%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.10 17.86%
101
o 15 25 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A Rmam e A
43 4.60 4.80 5.00 5.20
m/z 41.10 9.93%
5000 101
28 59
‘ 70 84
0 "'I'%?'I"lMW"' Nﬂ.l..,?ﬂlli....l.H.Zﬁ 'l"l'?§'|""|' S R LU I I
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 unknown6.55 Concentration Rank 1

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

6.55 81.03 ng 2659850 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 373 (6.550 min): BF085925.D (-371) (-) m/z 132.10 100.00%
132
5000 68
40 % 620 640 660 680
54 . : : :
o Qe [ asus W w/z 68.10  44.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L L R I
6.20 6.40 6.60 6.80
2 51 78 m/z 134.10 32.20%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 66.10 28.34%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine B
132 6.20 6.40 6.60 6.80
m/z 69.05 17.91%
5000
33 am o 105
0 ""'I"'w'ﬁq"" P" 'JI'M'%¥5I" U AR SR U S R U L I
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\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 4 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.65 ng 126121 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetradecane 198 C14H30 000629-59-4 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 698 (10.265 min): BF085925.D (-694) (-) m/z 57.10 100.00%
57
71
43
5000
113 127 141 10.00 10.20 10.40 10.60
o 135169 m/z 71.10 67.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
i f \\___,/\/J\.;,M'\/J\\N\/U
85
5000
10.00 10.20 10.40 10.60
29 99 m/z 43.10 59.65%
s [0 | 113127 141155 169 183 107 211 240
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240
Abundance
57
43 RN SRR SR B
71 10.00 10.20 10.40 10.60
5000 g5 m/z 85.10 50.05%
29
0 9 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane e BB AT LT L
57 10.00 10.20 10.40 10.60
43 m/z 41.10 28.88%
71
5000 85
ol 15 “ UL %9 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 10,00 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 5 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.47 ng 167885 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 739 (10.733 min): BF085925.D (-737) (-) m/z 57.10 100.00%
57
5000 85
113 10.40 10.60 10.80 11.00
0‘,1 o M e W/z 71.10 71.41%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 A BARAUARAA AR ARRE
10,40 10.60 10.80 11.00
29 m/z 43.10 67.62%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.10 47 .88%
85
29
0 113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- e R e RN
57 10.40 10.60 10.80 11.00
m/z 41.10 29.73%
5000 85
0 ‘ ’l \J]&3ﬂ41 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 ' 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 6 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.21 ng 107167 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 25
4 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 18
5 sec-Butyl isopentyl disulphide 192 C9H20S2 075203-67-7 15
Abundance Scan 836 (11.842 min): BF085925.D (-834) (-) m/z 73.00 100.00%
43 60 ®
5000 129
° 3 192 213
151 143157171 0y7 256 11,60 11.80 12.00 12.20
o} m/z 60.10 78.77%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43
5000 129 11,60 11.80 12.00 12.20
115 185 228 m/z 43.10 76.74%
9 143 457171
0 “ ‘\I |:T||||||||||||||||fl-|5|7|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,60 11.80 12.00 12.20
5000 129 m/z 55.05 65.03%
87 242
143 199
115 185
101 157171 213
O i e e L T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33929: N-Cyclooct-4-enylacetamide e RARREEE RS
3 82 11.60 11.80 12.00 12.20
60 m/z 57.10 63.04%
5000
o} R e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11/60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
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 7 2-Hepten-4-one, 6-hydroxy-2... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.50 ng 154751 Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hepten-4-one, 6-hydroxy-2-meth... 236 C15H2402 038043-98-0 90
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 83
3 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 80
4 1-Octadecanol 270 C18H380 000112-92-5 70
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 70
Abundance Scan 1007 (13.797 min): BF085925.D (-1004) (-) m/z 57.10 100.00%
57
111
155 230 13.40 13.60 13.80 14.00 14.20
ol —thbiioi?, " . Wm/z 43.10 72.13%
miz-> 0 100 200 300 400 500 600 700 800
Abundance #79850: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c...
2% 138
5000 AR UL UL UM B
13.40 13.60 13.80 14.00 14.20
218 m/z 71.10 68.67%
0 “}"'rt“"l""|""w"'|""|""|"'
miz-> 0 100 200 300 400 500 600 700 800
Abundance
57
13.40 13.60 13:80 14.00 14.20
5000 m/z 55.10 58.01%
111
NECTIIIIE el
miz-> 0 100 200 300 400 500 600 700 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo- A REAmE EEa
57 13.40 13.60 13.80 14.00 14.20
m/z 83.10 53.10%
5000
11
oL il ILM}§§}97 253205337  415457499543586 670 755 835
mz-> 0 100 200 300 400 500 600 700 800 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085925.D

Acq On : 31 Mar 2016 14:07

Operator : UM/SJ

Sample : H2075-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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]
2-Pentanone, 4-hy... 4_97 2.7 ng 87756 1 6.79 656485 20.0
unknown6 .55 6.55 81.0 ng 2659850 1 6.79 656485 20.0
Heptadecane 10.26 2.6 ng 126121 3 9.83 952359 20.0
Octacosane 10.73 3.5 ng 167885 4 11.32 968169 20.0
Tetradecanoic acid 11.84 2.2 ng 107167 4 11.32 968169 20.0
2-Hepten-4-one, 6... 13.80 3.5 ng 154751 5 13.95 885475 20.0
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