LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 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-BF101015.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 4.983 247 249 252 rBV 513679 821704 50.64% 4_.279%
2 5.417 285 287 289 rBVY 1196515 1206353 74.34% 6.282%
3 5.817 320 322 325 rVB 20199 17895 1.10% 0.093%
4 6.457 376 378 381 rBVY 1123109 1106157 68.17% 5.760%
5 6.583 387 389 392 rBV 925803 1292475 79.65% 6.730%
6 6.823 408 410 412 rBV 494883 428500 26.41% 2.231%
7 6.983 421 424 426 rBV 792096 1056369 65.10% 5.501%
8 7.395 457 460 462 rBV 784297 801935 49.42% 4_.176%
9 7.486 466 468 474 rVB2 15247 25947 1.60% 0.135%
10 8.115 520 523 525 rBV 615022 578369 35.64% 3.012%

11 9.189 615 617 620 rBV 1657854 1622762 100.00% 8.450%
12 9.589 650 652 654 rBvY 293271 240081 14.79%% 1.250%
13 9.875 674 677 679 rBvV 613534 691369 42.60% 3.600%

14 10.252 708 710 713 rBV2 41618 51281 3.16% 0.267%
15 10.298 713 714 716 rVB 34126 25909 1.60% 0.135%
16 10.515 729 733 737 rBV 11913 23246 1.43% 0.121%

17 10.663 743 746 748 rBV 1066869 1041150 64.16% 5.422%
18 10.778 754 756 760 rVB 90386 117065 7.21% 0.610%
19 10.972 771 773 775 rBV 79508 113740 7.01% 0.592%

20 11.155 786 789 792 rBV3 9503 20390 1.26% 0.106%
21 11.224 793 795 796 rvVv 49687 45812 2.82% 0.239%
22 11.246 796 797 800 rVvB 19321 22083 1.36% 0.115%
23 11.361 805 807 809 rBvV 755919 703656 43.36% 3.664%
24 11.646 830 832 834 rBV 45633 46255 2.85% 0.241%
25 11.818 844 847 849 rBvV2 14775 35786 2.21% 0.186%
26 11.898 851 854 857 rBvV2 56834 123200 7.59% 0.642%
27 12.058 867 868 870 rBvV 62400 54598 3.36% 0.284%
28 12.344 891 893 894 rBvV 32533 47676 2.94% 0.248%
29 12.447 900 902 904 rBV 46775 70285 4_.33% 0.366%

30 12.961 945 947 950 rBV 1327420 1577636 97.22% 8.215%

31 13.921 1029 1031 1034 rVB 167718 240062 14.79% 1.250%
32 14.092 1044 1046 1048 rBvV 416862 509943 31.42% 2.655%
33 14.961 1120 1122 1124 rBV 266404 394135 24.29% 2.052%
34 15.670 1182 1184 1193 rVB 408664 900016 55.46% 4.687%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.795 1193 1195 1198 rBV 194910 296357 18.26% 1.543%
36 16.355 1241 1244 1252 rVB 502232 1308139 80.61% 6.812%

37 16.778 1278 1281 1289 rVB 567797 1212933 74.74% 6.316%
38 17.338 1328 1330 1334 rVB 163185 332443 20.49% 1.731%

Sum of corrected areas: 19203712
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101615\

BF082304.D

15 Oct 2015 12:47

umsiz

G4016-09

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance TIC: BF082304.D
1500000
5.42
6.46
1000000 6.58
6.98 7.39
8.11
4.98
500000 6.82
o 5.82 L L 7.49
L e e e e e o IESLANL A e e o s e S e T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082304.D
9.19 12|96
1500000
14.96
10.66
1000000
9.87
500000
9.59
0.780.9
0 J_L A L AA OSJE\LJ\— Ny
—— e e . —— ——— T T T
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082304.D
1500000 15.67
1000000
500000
O ——— 77— T T ——— ——— T T T T T
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

4.98 38.35 ng 821704 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 249 (4.983 min): BF082304.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
o 460 480 500 520 5.40
o...,....,....,....',':.~..,..'!.|,..??-,9...?.37:1..,...:,|....,. m/z 59.10 62.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR LS AR
59.0 460 480 500 520 540
m/z 101.10 19.00%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.10 15.93%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.62%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ ‘\ \‘ 510“‘ . “ 98.0 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown6.58 Concentration Rank 1

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

6.58 60.33 ng 1292480 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.583 min): BF082304.D (-387) (-) m/z 132.00 100.00%
132.0
5000 68.1
101 511 9.1 J 620 640 660 680 7.00
0 e B o m/z 68.10 47 .63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80 7.00
310 510 m/z 66.10 31.77%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 31.70%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T T
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.56%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.33 ng 117065 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tetratriacontane 479 C34H70 014167-59-0 90
Abundance Scan 756 (10.778 min): BF082304.D (-754) (-) m/z 57.10 100.00%
57.1
5000
| lle 01 . 1040 10,60 10580 1100
ob—tb il 9 S o m/z 43.10 61.60%
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57.0
5000 AU UL UG R
10 40 10. 60 10. 80 11.00
99.0 m/z 71.10 60.90%
2Lk \\ ] }41 0 1830 2250 281.0 337.0  394.0
m/z--> éo 100 150 260 2%0 360 3éo
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 38.41%
027-0 R0 1410 18202120
m/z--> éo 160 1%0 260 250 360 3éo
Abundance #107652: Eicosane
57.0 10.40 10.60 10.80 11.00
m/z 41.10 31.24%
5000
Prol 1y 20 e
m/z--> 5'0 1(')0 1&1;0 200 250 3(')0 3&'30 ' 10 40 10. 60 10. 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Pentadecane, 7-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.97 3.23 ng 113740 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 80
2 Pentadecane 212 C15H32 000629-62-9 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 773 (10.972 min): BF082304.D (-771) (-) m/z 57.10 100.00%
51.1
5000
85.1
112.1 10,60 10.80 11.00 11.20
168.2
- .J'..,'!‘..."..'!'. e e | M/z 71.10  70.97%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73980: Pentadecane, 7-methyl-
57.0
5000 AU SR R
85.0 10.60 10.80 11.00 11.20
29.0 m/z 43.10 53.01%
‘ 11201400
0 0 R s 0 4 S —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
10.60 10.80 11.00 11.20
0
5000 85.0 m/z 85.10 30.90%
29.0

113.0 141.0 169.0 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane N
57.0 10.60 10.80 11.00 11.20
m/z 41.10 26.76%
5000 85.0
29.0 113.0
0 T 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
P”qnupnqunpn.””.”.””.”.“”.“.””.“.””.“.”“.. e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 60 10. 80 11. OO 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.90 3.50 ng 123200 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 854 (11.898 min): BF082304.D (-851) (-) m/z 73.10 100.00%
73.1
43.1
5000 129.1
213.2
157.1 185.2 256.2 B e
' 11.60 11.80 12.00 12.20
0 m/z 60.00 75.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 A
5000 LI UL SULLIL BN B
nmnmnmnm
120.0 256.0 m/z 43.10 71.71%
oI, . Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12,00 12.20
m/ 55.10 70.67Y%
5000 1290 4 0
185.0 228.0
97.0
o 166.0
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid R B LA M e e
43.0 , 73.0 11.60 11.80 12.00 12.20
m/z 57.10 69.77%
5000
1290 242.0
| o]
o .-l--‘.‘-‘--‘“ oy L gs20170 T a2sg | st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.92 9.42 ng 240062 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 Dichloroacetic acid, tetradecyl ... 324 C16H30CI1202 083005-02-1 91
Abundance Scan 1031 (13.921 min): BF082304.D (-1029) (-) m/z 57.10 100.00%
57.1 83.1
5000
139.2 230.1 13.60 13.80 14.00 14.20
167.2 201.2 , 324.3
ol 268229535213 384 "n/z 55.10 92.75%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55.0
83.0
5000 SR NI R SN SUNR
13.60 13.80 14.00 14.20
111.0 m/z 83.10 88.31%
o 200) | || | | 139.0167.0106.02230252.0280.0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
69.0 SR NI R SN SUNR
97.0 13.60 13.80 14.00 14.20
5000 m/z 43.10 87.61%
125.0
o 153.0 196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester R e R RR B
510 57, 13.60 13.80 14.00 14.20
' m/z 69.10 70.62%
5000
125.0
29.0
oL Ll ‘ | 15401820 22200 2970 360.0
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 13-Docosenamide, (Z2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.96 8.76 ng 394135 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 87
2 Tetradecanamide 227 C14H29NO 000638-58-4 78
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 68
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
Abundance Scan 1122 (14.961 min): BF082304.D (-1120) (-) m/z 59.05 100.00%
5d.0
5000
97.1 460 14.80 15.00 1520
126.1 14.60 14.80 15.00 15.20
o Ll 061 1932 240.2 277.33083337.33663 | no7 72 10 64.77%
m/z--> 50 100 150 200 250 300 350
Abundance #135945: 13-Docosenamide, (2)-
59.0
5000 AR AR

14.60 14.80 15.00 15.20
m/z 55.10  44.54%

29.0 97.0 126.0 337.0
h‘w ) ) 16601980 2340 276.0308.0 |
0 4 N
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
R B
14.60 14.80 15.00 15.20
5000 m/z 43.10 27.16%
29.0 97.0 128.0 1840 227.0
bbb e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #91513: Hexadecanamide e REREE
59.0 14.60 14.80 15.00 15.20
m/z 41.10 26.45%
5000
— T T T R B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknownl15.80 Concentration Rank 9

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

15.80 6.59 ng 296357 Perylene-d12 15.67

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.4-Benzenediol. 2-T(1.4.4a.5.6.... 314 C21H3002 039707-55-6 32

2 Pentanoic acid. 4-methvl-2-(2.5-._.. 278 C13H18N403 1000294-63-5 16

3 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 14

4 2H-Pvran-2.2-dicarboxvlic acid. ... 242 C12H1805 024588-59-8 14

5 5-(1-1sopropenyl-4,5-dimethylbic... 332 C22H3602 1000195-69-8 14
Abundance Scan 1195 (15.795 min): BF082304.D (-1193) (-) m/z 191.20 100.00%

191.2
95.1
5000 149.2

55.1

15.40 15.60 15.80 16.00 16.20
223.2 259.2 321.3355.4 4024
0! j“w‘%‘—v‘—r‘-r-*—v—r‘v—'—v-v‘—v—vﬁ-"‘-’—#‘-ﬁ-v—r—v—v— m/z 95.10 76 .48%

m/z--> 50 100 150 200 250 300 350 400
Abundance #125207: 1,4-Benzenediol, 2-[(1,4,4a,5,6,7,8,8a-octahydro-...
191.0
41.0 123.0
5000 LANL I L L L L INL L  L
15. 40 15 60 15. 80 16. 00 16. 20
91.0 161.
\H M ‘ ‘ T 3140 m/z 81.10 63.01%
0 “ ‘ “ ” I
m/z--> 200 250 300 350 400
Abundance
191.0
R B LN B
15.40 15.60 15.80 16.00 16.20
50001 43.0 m/z 67.10 42 .39%
107.0 233.0
o 73.0 149.0 278.0
T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #60308: (-)-Neoclovene-(11), dihydro- R e REEAREEEEE R
81.0 163.0 15.40 15.60 15.80 16.00 16.20
41.0 ‘ m/z 149.20 41 .45%
5000 23.0
J \ 06.0
0 p O —
m/z--> 50 100 150 200 250 300 350 400 15. 40 15 60 15. 80 16. 00 16. 20

8270-BF101015.M Fri Oct 16 17:31:53 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 28-Nor-17.beta.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.36 29.07 ng 1308140 Perylene-di12 15.67

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 62
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 40
3 Phenanthrene. 9-dodecvltetradeca... 360 C26H48 055334-01-5 40
4 _beta.-iso-Methvl i1onone 206 C14H220 1000285-40-2 37
5 9H-Fluorene-9-carbonitrile 191 C14HOSN 001529-40-4 35

Abundance Scan 1244 (16.355 min): BF082304.D (-1241) (-) m/z 191.20 100.00%

5000

=
©
N

383.4 415 4 16.00 16.20 16.40 16.60

245.3 288.3

342.3

0 m/z 177.20 42 .42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191.0
5000 LI L L L N L L L L B
109.0 16.00 16.20 16.40 16.60
398.0 m/z 95.10 40.84%
‘ M 49.0 260.0 350 ||
0..,.... L “‘” P s S S
m/z--> 50 150 200 250 300 350 400
Abundance
95.0 191.0
B LA e B o
43.0 16.00 16.20 16.40 16.60
5000 | m/z 81.10 38.72%
135.0 %AJ\\_M/\\
0 2220 264.0 303.0
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #145077: Phenanthrene, 9-dodecyltetradecahydro- B LA e B o
95.0 191.0 16.00 16.20 16.40 16.60
‘ m/z 123.10 29.96%
so00) 12 \/\/\—‘J\M
135.0
264.0 360.0
o S I - . Mt S—
m/z--> 50 100 150 200 250 300 350 400 16. 00 16 20 16. 40 16. 60

8270-BF101015.M Fri Oct 16 17:31:54 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
Quant Title : 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 11 _beta.-iso-Methyl ionone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.78 26.95 ng 1212030  Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 60
2 28-Nor-17_.beta. (H)-hopane 398 C29H50 036728-72-0 50

055401-75-7 50
1000197-08-4 40
000127-43-5 38

3 Anthracene. 9-dodecvltetradecahv... 360 C26H48
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220

Abundance Scan 1281 (16.778 min): BF082304.D (-1278) (-) m/z 191.20 100.00%
191.2
5000 95.1
55.1 37.2 e
16.40 16.60 16.80 17.00
231.2 397.4
0 2733 3303 m/z 95.10 42.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000128.0 L B e e s e )
16.40 16.60 16.80 17.00
950 1350 m/z 81.10 35.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
 REEE e T R A T
16.40 16.60 16.80 17.00
5000 m/z 69.10 29.01%
109.0
398.0
J4s.0 260.0 355.0
ot e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- e ma E e AR
95.0 191.0 16.40 16.60 16.80 17.00
m/z 123.10 22.91%
43.0
5000
| J Lo
o d b Ay 1 o | o0 a0 0
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF101015.M Fri Oct 16 17:31:55 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101615\
Data File : BF082304.D

Aca On : 15 Oct 2015 12:47

Operator : UM/I1Z

Sample : 6G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 12 unknownl7.34 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.34 7.39 ng 332443 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220

1000197-08-4 47
055401-75-7 38
000127-43-5 35

1000298-18-2 27

4 2-(2-((2-Chloro-6-fluorobenzvl)s. ..
5 2"-Fluoro-6"-(trifluoromethyl)-a. ..

334 C17H16CIFN2S

206

C9H6F40

174013-29-7 27

Abundance Scan 1330 (17.338 min): BF082304.D (-1328) (-) m/z 191.20 100.00%
191.2
95.1
5000
551 137.1
232.2064.2 3133 369.4 411.4 17.00 17.20 17.40 17.60
0 m/z 95.10 55.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191.0
5000 LI L L L L LB LB L B}
43.0 17.00 17.20 17.40 17.60
123.0 m/z 81.10 53.46%
91.0 ‘
b L0, L1
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
95.0 R R e e EEERE R )
17.00 17.20 17.40 17.60
5000 430 m/z 205.20 43.52%
135.0
o 222.0 2640 3030 3600
T T T e e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) S L o T
191.0 17.00 17.20 17.40 17.60
m/z 109.10 32.94%
5000 57.0
107.0 149.0
ol b L N —
m/z--> 50 100 150 200 250 300 350 400 17.00 17. 20 17. 40 17.60

8270-BF101015.M Fri Oct 16 17:31:55 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
Data File : BF082304.D

Acq On : 15 Oct 2015 12:47

Operator : UM/1Z

Sample - G4016-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 38.4 ng 821704 1 6.82 428500 20.0
unknown6 .58 6.58 60.3 ng 1292480 1 6.82 428500 20.0
Octacosane 10.78 3.3 ng 117065 4 11.36 703656 20.0
Pentadecane, 7-me... 10.97 3.2 ng 113740 4 11.36 703656 20.0
n-Hexadecanoic acid 11.90 3.5 ng 123200 4 11.36 703656 20.0
5-Eicosene, (E)- 13.92 9.4 ng 240062 5 14.09 509943 20.0
13-Docosenamide, ... 14.96 8.8 ng 394135 6 15.67 900016 20.0
unknown15.80 15.80 6.6 ng 296357 6 15.67 900016 20.0
28-Nor-17_.beta.(H... 16.36 29.1 ng 1308140 6 15.67 900016 20.0
-beta.-iso-Methyl... 16.78 26.9 ng 1212930 6 15.67 900016 20.0
unknownl17 .34 17.34 7.4 ng 332443 6 15.67 900016 20.0
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