LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\

Data File : BF086480.D

Aca On - 28 Apr 2016 23:20

Operator : UM/SJ

3?22 le H2654-09 26WARD-2A-CS-18(6-12FTBGS
ALS Vial : 17 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 4.978 250 253 258 rBV 68795 114528 2.46% 0.287%
2 5.378 285 288 291 rBVY 2854637 3892182 83.70% 9.738%
3 6.430 376 380 382 rBY 3750674 4650019 100.00% 11.634%
4 6.556 388 391 393 rBVY 4051866 4141174 89.06% 10.361%
5 6.624 393 397 399 rVB 86905 96821 2.08% 0.242%
6 6.784 409 411 416 rBV 1087236 1013010 21.79% 2.534%
7 6.944 422 425 427 rBV 3348990 3146519 67.67% 7.872%
8 7.356 458 461 463 rBV 2647900 2895322 62.26% 7.244%
9 7.459 467 470 477 rVB 68596 160407 3.45% 0.401%
10 8.076 521 524 526 rBY 1089628 1265748 27.22% 3.167%

11 9.150 615 618 621 rBVY 3650317 3777405 81.23% 9.451%
12 9.550 651 653 655 rBv 360869 434072 9.33% 1.086%
13 9.767 670 672 674 rVB 103073 85636 1.84% 0.214%
14 9.825 675 677 679 rVV 1526776 1316416 28.31% 3.294%
15 10.270 711 716 717 rBV3 121328 220336 4.74% 0.551%

16 10.488 731 735 738 rBV 65536 120320 2.59% 0.301%
17 10.613 743 746 749 rVV 2432394 2498339 53.73% 6.251%
18 10.739 752 757 763 rVB 220343 353506 7.60% 0.884%
19 10.933 772 774 776 rBV2 30042 55112 1.19% 0.138%
20 11.185 792 796 797 rBV 157356 162417 3.49% 0.406%

21 11.208 797 798 802 rVB 41776 57052 1.23% 0.143%
22 11.310 805 807 810 rvv2 796320 1350656 29.05% 3.379%
23 11.379 810 813 818 rvVvB2 65451 142259 3.06% 0.356%
24 11.539 825 827 831 rBV 218419 226807 4._.88% 0.567%

25 11.608 831 833 837 rvB 88177 84304 1.81% 0.211%
26 11.916 858 860 865 rvB3 44098 69459 1.49% 0.174%
27 12.019 865 869 871 rBvV 37498 49010 1.05% 0.123%
28 12.362 897 899 901 rBvV 48431 79294 1.71% 0.198%

29 12.511 910 912 914 rBV 320144 312579 6.72% 0.782%
30 12.739 928 932 934 rBV 263739 378958 8.15% 0.948%

31 12.774 934 935 936 rVB 67399 50089 1.08% 0.125%
32 12.888 943 945 948 rBV 2277741 2793019 60.06% 6.988%
33 13.128 964 966 968 rvB2 120054 106655 2.29% 0.267%
34 13.471 994 996 997 rBV 131680 112790 2.43% 0.282%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\

Data File : BF086480.D

Aca On - 28 Apr 2016 23:20

Operator : UM/SJ

3?22 le H2654-09 26WARD-2A-CS-18(6-12FTBGS
ALS Vial : 17 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 13.791 1022 1024 1029 rBV 183110 268685 5.78% 0.672%

36 13.939 1034 1037 1044 rVvVv2 600838 1080746 23.24% 2.704%

37 14.111 1050 1052 1054 rBV 60315 65457 1.41% 0.164%
38 14.328 1068 1071 1075 rBv4 22503 56596 1.22% 0.142%
39 14.419 1077 1079 1082 rBV2 68153 108072 2.32% 0.270%
40 14.648 1095 1099 1101 rBV4 20877 53149 1.14% 0.133%

41 14.694 1101 1103 1107 rVv2 83572 154177 3.32% 0.386%
42 14.785 1109 1111 1114 rVB2 33252 49074 1.06% 0.123%
43 14.945 1122 1125 1130 rBVY 90909 199660 4._.29% 0.500%
44 15.025 1130 1132 1135 rBV2 130420 167257 3.60% 0.418%
45 15.219 1147 1149 1152 rBVY 54784 71554 1.54% 0.179%

46 15.277 1152 1154 1157 rBV 60472 81455 1.75% 0.204%
47 15.334 1157 1159 1162 rBV 553390 813994 17.51% 2.037%
48 15.780 1195 1198 1201 rBV 193656 279256 6.01% 0.699%
49 16.728 1278 1281 1284 rVV 134318 256550 5.52% 0.642%
50 18.008 1390 1393 1400 rVB7 19331 51307 1.10% 0.128%

Sum of corrected areas: 39969209
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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:\DATABASEN\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF086480.D
4000000 6.46/56
6.94
3000000 5.38
7.36
2000000
6.78
1000000
4,98 .62 7.46
oS T e e e e e e ey
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: BF086480.D
4000000
9.15
3000000
10.61 12.89
2000000
9.82
8.08
1000000 11.31
9.55 12.51
10.74 12.74
o A QﬂmJ\gm%ﬁﬂﬁﬁﬁlnmm 1236) 17 l”“ 1347
O I A o B e I e e e B e L e e e e e e e
Time-->  8.00 8.50 9.00 9.5 10.00 10.50 11.00 1150 12.00 12.50 13.00 13.50
Abundance TIC: BF086480.D
4000000
3000000
2000000
1000000
13.94 15.33
15.78
%79\ 14,111 4154212 4560749P 38 i 1673 18.01
O o e i T B e e e e B e e e
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\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

4.98 2.26 ng 114528 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 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Butane 58 C4H10 000106-97-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 253 (4.978 min): BF086480.D (-250) (-) m/z 43.05 100.00%
43.0
5000 591
| o 450 4B0 8b0 520 540
1L L m/z 59.10 49.92%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 ARSE SRR RAARS RARSS R
460 4.80 5.00 5.20 5.40
m/z 101.10 14.76%
31.0 83.0 101.0
0'“l“'w'“'w'”T“'ﬁ““'w'“|“'w'“'w”“|“'wh“'w
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.00 13.86%
101.0
. 150 310 %80 690 860
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #223: Butane A BEEEEEEE R ]
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 7.90%
5000 29.0
15.0 ‘ 58.0
0"'%Q'W'J”I'J'P"“l*”l”'”ﬁ"%'”'l”"P"W"”I' AL S R
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 2 unknown6.56 Concentration Rank 1

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

6.56 81.76 ng 4141170 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 391 (6.556 min): BF086480.D (-388) (-) m/z 132.10 100.00%
130.1
5000 68.0 A
%0 " e &0 ok 6k ok
01 et el e e m/z 68.05 48.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.58%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.05 33.21%
o 15.0 39.0 63.0 78.0 104.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T . e
57.0 132.0 6.20 6.40 6.60 6.80

m/z 69.10 20.04%

74.0
116.0
5000 98.0
o aseoaseo
0...,....,....,....,”..,...., B I

m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 4 Hexanoic acid, 2-ethyl- Concentration Rank 11

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

7.46 2.53 ng 160407 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
3 1.4-Dioxane 88 C4H802 000123-91-1 38
4 Octanoic acid. 2-methvl-. methvl... 172 C10H2002 002177-86-8 36
5 Methyl 2-methylhexanoate 144 C8H1602 002177-81-3 33

Abundance Scan 470 (7.459 min): BF086480.D (-467) (-) m/z 73.00 100.00%
73.0
5000 41.0 M
m‘ o Tl T 1k T
29.1
ol ',-l-.'..-.,|.|1.~..,....,....,....,.... m/z 88.10 81.96%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73.0
0001 410 T 140 780 780
101.0 m/z 57.05 42.38%
o Il g |l heoo
m/z--> 50 100 150 200 250 300 350
Abundance
430 880

7.20 7.40 7.60 7.80
5000 m/z 41.05 39.45Y%

115.0142.0 173.0  214.0242.0 272.0 313.0 355.0

oLy A e e e e 2 2,
m/z--> 50 100 150 200 250 300 350

Abundance #1982: 1,4-Dioxane B Al M

28.0 7.20 7.40 7.60 7.80
m/z 43.05 24 _00%

88.0
5000 58.0

T — e

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.27 3.35 ng 220336 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 716 (10.270 min): BF086480.D (-711) (-) m/z 57.10 100.00%
57.1
5000
85.1
oo T 1000 1020 1040 10160
ol : m/z 43.10 70.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
57.0
5000 L UL SR B B
85.0 10 00 10. 20 10.40 10.60
29.0 m/z 71.10 52.24%
o Ul \ | 1180 141 0 169 0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
10,00 10.20 10.40 10.60
5000 85.0 m/z 85.10 35.40%
29.0
0 113.0 1410 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane LA L L L L L
57.0 10.00 10.20 10.40 10.60
m/z 41.10 32.68%
5000
85.0
29.0
0 | ‘\ H oy I 1130 . 141 0 1840
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250 1000 1020 1040 10%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 7 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.18 2.41 ng 162417 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Eicosane 282 C20H42 000112-95-8 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 796 (11.185 min): BF086480.D (-792) (-) m/z 57.10 100.00%
57.1
5000
M1y 1924 10180 11100 1120 1140
o : m/z 43.10 74.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #91035: Octadecane
57.0
5000 85.0 UL SURRSR UL IS B
10,80 11.00 11.20 11.40
20.0 m/z 71.10 49 .44%
oAb e 1410 169.0 197.0 225,0 2540
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
10.80 11.00 11.20 11.40
5000 m/z 85.10 35.41%
85.0
29.0
0 113.0 141.0 169.0 282.0
A L R R AR AN LAY AR LARAN LARAY LARAS AR AL ULALS LALRN LARRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane B BB B I B
57.0 10.80 11.00 11.20 11.40
m/z 41.10 34.90%
5000 85.0
29.0
o | 1130 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> %&eb%ﬁmmmmmmmnmmmmmmmmo 10,80 11.00 11.20 1140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 8 Cyclododecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.54 3.36 ng 226807 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 Cl1l2H24 000294-62-2 97
2 1-Tetradecene 196 C14H28 001120-36-1 94
3 Cvclododecane. ethvl- 196 C14H28 028981-49-9 93
4 5-Tetradecene. (2)- 196 C14H28 041446-62-2 91
5 1-Hexadecene 224 C16H32 000629-73-2 90

Abundance Scan 827 (11.539 min): BF086480.D (-825) (-) m/z 55.10 100.00%
5000
167.1 i athessediiestednantandy
1251939 1 | 196.2 11.20 11.40 11.60 11.80
ol U R S . 4 m/z 43.10 90.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34707: Cyclododecane
55.0
69.0
28.0 830
5000 97.0 1120 11140 11.60 11.80
111.0 m/z 57.10 75.86%
LA =LY Y Y
0|""i*"“'|""'|"""l| . B R R
m/iz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
S0 o 1120 11140 11.60 11.80
s000] 290 ' m/z 41.05 74 .38%
97.0
111.0
. 1250140.0154.0168.0 ~ 196.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53647: Cyclododecane, ethyl- N R e m SR
55.0 11.20 11.40 1160 11.80
69.0 m/z 69.10 67.70%
97.0
5000
29.0 111.0
5.0 166.0 196.0
0|....|... “‘ " ‘. ”ml k‘..1.4‘i0.0...|.H‘...|...l|. M e i
m/z--> 20 100 120 140 160 180 200 11.20 11.40 11.60 11.80

8270-BF042716.M Fri Apr 29 13:21:23 2016

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 9 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.09 ng 112790 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 87
Abundance Scan 996 (13.471 min): BF086480.D (-994) (-) m/z 57.10 100.00%
57.1
5000
9.1 13.20 13.40 13.60 13.80
141.1
ol J A e T2 21902440 3001 0 Tnzz 43.10  71.39%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 LI SRR DL BN SR
13.20 13.40 13.60 13.80
m/z 71.10 54 _41%
0 270\ | hgﬂo‘ 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 85.10 38.94%
0 27.0 90 1410 1830 250 2820
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane B B B L R
57.0 13.20 13.40 13.60 13.80
m/z 41.10 26.16%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 10 Heptadecanoic acid, heptade... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.79 4.97 ng 268685 Chrysene-di12 13.94

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. heptadecvl e... 509 C34H6802 036617-50-2 91
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 90
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 83

Abundance Scan 1024 (13.791 min): BF086480.D (-1022) (-) m/z 57.10 100.00%

5000 7.1

.

y | l 1 39.2 230 R 13.40 13.60 13.80 14.00 14.20
0 ..,...w....“...,”..,.”.,..”,...w....“...,” m/z 43.10 90.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #169189: Heptadecanoic acid, heptadecy! ester

F

5000 7.0 LA L B L B L B L L L L
13. 40 13 60 13. 80 14. OO 14 20
‘ m/z 55.10 64.32%
271.0
bbb ygm0 gm0 0 s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
IR i o e
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 41.10 49.39%
° g . - 271.0309.0 '/\/LL\M
TR e o LA B e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L e e e e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 47 .14%
97.0
5000

%

1390 1820 238.0 5539

T . — S

m/z--> 50 100 150 200 250 300 350 400 450 500 13. 40 13 60 13. 80 14. OO 14 20

8270-BF042716.M Fri Apr 29 13:21:24 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 11 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.69 3.79 ng 154177 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 80
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Dodecanamide 199 C12H25N0 001120-16-7 53
4 d-Glucosamine 179 C6H13NO5 000090-77-7 53
5 Hexadecanamide 255 C16H33N0 000629-54-9 50
Abundance Scan 1103 (14.694 min): BF086480.D (-1101) (-) m/z 59.10 100.00%
549.1
5000 /\\
Bt "ot vils e el
213.1 242.1 : : : :
ol 1922 2811 7z 72.10  60.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 BN A SR B -/\---
14.40 14.60 14.80 15.00
m/z 55.10 52.26%
0 200 ‘ | 830 114013601570 1840 2200 2530 281.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59.0
14,40 14.60 14.80 15.00
5000 m/z 43.10 38.85%
29.0 97.0 128.0 1520 184.0 227.0 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55486: Dodecanamide Al B R
54.0 14.40 14.60 14.80 15.00
m/z 41.10 34_.37%
0 2%0 H LU ‘\ 86\0 1140 1560 1990
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 14,40 14.60 14.80 15.00

8270-BF042716.M Fri Apr 29 13:21:25 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 13 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.78 6.86 ng 279256 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 1198 (15.780 min): BF086480.D (-1195) (-) m/z 57.10 100.00%
57.1
>0 JL
L BRI B BRI L I
141.2 15.40 15.60 15.80 16.00
oL AL ’ l' LSl 1882 2252 2642 0 “m/z 43.10 64.87%
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 R DR SRR UL B R
15.40 15.60 15.80 16.00
m/z 71.10 55.36%
‘ 0 239.0
ol ul |y 1410 1830 268.0 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 40.50%
99.0
o 27.0 141.0 1830 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane e AR EEE
57.0 15.40 15.60 15.80 16.00
m/z 55.10 20.13%
- ﬂ/\v/\wA’\/\/\m/\
99.0
0 27,0 I L 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086480.D

Aca On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample : H2654-09

Misc :

ALS Vial : 17 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 14 unknownl6.73 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.73 6.30 ng 256550 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestane-3.6-diol. (3.beta..5.... 404 C27H4802 041083-77-6 35
2 Bicvcloll10.4.0lhexadecane. 14.15... 278 C20H38 1000155-81-5 25
1-I3-Fluoro-4-I4-(toluene-4-sulf... 404 C21H25FN203S 333751-65-8 25
4 2-Amino-4.6-dimethvl-5-1odopvrim... 249 C6H8IN3 002033-47-8 22
5 10H-Phenothiazin-3-ol, 2-chloro- 249 C12H8CINOCS 016770-99-3 22
Abundance Scan 1281 (16.728 min): BF086480.D (-1278) (-) m/z 249.15 100.00%
43.1 249.2
95.0
5000 181.1 215.2
389.4
204.1 16.40 16.60 16.80 17.00
0 m/z 43.10 91.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157464: Cholestane-3,6-diol, (3.beta.,5.alpha.,6.alpha.,1...
55.0
107.0
215.0
5000 404.0 DA RS AR RS
165.0 16.40 16.60 16.80 17.00
m/z 55.05 72.62%
W, g o
0...‘1‘ H\ ‘ \HH\H [ " ‘ | ‘.l‘....l‘....l..“.“.l‘..
m/z--> 50 250 300 350 400
Abundance
55.0 249.0
123.0 LRI A SRR
16.40 16.60 16.80 17.00
5000 m/z 95.05 65.25%
0125:0 93.0 165.0 207.0 279.0 qﬁNV\nﬂv~%//\wJ\Mvwva\/
m/z--> 5|0 1CI)O 1é0 2(I)O 250 3(I)O 3é0 4(I)O
Abundance #157314: 1-[3-Fluoro-4-[4-(toluene-4-sulfonyl)-piperazin-1... R R ma AR
249.0 16.40 16.60 16.80 17.00
m/z 81.10 60.60%
56.0
5000
910 404.0
ol L 9292080 | 2700 361.0
m/z--> 5|0 1CI)O 1é0 200 25|O 3(I)O 3é0 4(I)O 16. 40 16. 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042816\
Data File : BF086480.D

Acq On : 28 Apr 2016 23:20

Operator : UM/SJ

Sample - H2654-09

Misc :

ALS Vial : 17 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]
2-Pentanone, 4-hy... 4._.98 2.3 ng 114528 1 6.78 1013010 20.0
unknown6 .56 6.56 81.8 ng 4141170 1 6.78 1013010 20.0
Hexanoic acid, 2-... 7.46 2.5 ng 160407 2 8.08 1265750 20.0
Hexadecane 10.27 3.4 ng 220336 3 9.82 1316420 20.0
Octadecane 11.18 2.4 ng 162417 4 11.31 1350660 20.0
Cyclododecane 11.54 3.4 ng 226807 4 11.31 1350660 20.0
Heptacosane 13.47 2.1 ng 112790 5 13.94 1080750 20.0
Heptadecanoic aci... 13.79 5.0 ng 268685 5 13.94 1080750 20.0
9-Octadecenamide, ... 14.69 3.8 ng 154177 6 15.33 813994 20.0
Heptadecane, 9-oc... 15.78 6.9 ng 279256 6 15.33 813994 20.0
unknownl16.73 16.73 6.3 ng 256550 6 15.33 813994 20.0
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