LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122515\
Data File : BF084140.D

Aca On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 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-BF122415.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 4.978 250 253 264 rBB 205631 289049 15.96% 2.113%
2 5.413 289 291 294 rBV 961191 1387914 76.65% 10.144%
3 6.453 380 382 384 rBVY 1327665 1349801 74.54% 9.865%
4 6.567 390 392 395 rBVY 1259549 1419640 78.40% 10.376%
5 6.796 410 412 415 rBV 350675 291885 16.12% 2.133%
6 6.956 424 426 428 rBVY 1278165 1249240 68.99% 9.130%
7 7.367 459 462 464 rBV 897560 1007449 55.64% 7.363%
8 8.076 523 524 527 rBV 290475 365635 20.19% 2.672%
9 9.162 616 619 621 rBY 1854215 1810812 100.00% 13.235%
10 9.550 651 653 655 rBV 310955 306364 16.92% 2.239%
11 9.768 671 672 675 rVB 16909 18654 1.03% 0.136%
12 9.836 675 678 680 rBV 441557 423164 23.37% 3.093%
13 10.270 714 716 718 rVB 49161 37445 2.07% 0.274%
14 10.488 731 735 738 rBV 16052 28034 1.55% 0.205%
15 10.625 744 747 749 rBV 989623 960269 53.03% 7.018%
16 10.739 756 757 761 rBV 48335 60479 3.34% 0.442%
17 11.185 795 796 798 rBV2 26343 29046 1.60% 0.212%

18 11.322 805 808 810 rBV 286051 397331 21.94% 2.904%
19 12.728 929 931 933 rVB 115921 117504 6.49% 0.859%

20 12.796 936 937 940 rVB 30324 28899 1.60% 0.211%
21 12.899 944 946 948 rBV 1470146 1312891 72.50% 9.596%
22 13.425 990 992 994 rVB 100498 85954 4._.75% 0.628%
23 13.802 1022 1025 1029 rBV2 40152 55096 3.04% 0.403%
24 13.951 1036 1038 1041 rBV 308183 293502 16.21% 2.145%
25 14.111 1051 1052 1055 rVB 16774 21807 1.20% 0.159%
26 14.419 1076 1079 1082 rBV 26505 27127 1.50% 0.198%
27 14.717 1102 1105 1107 rVB 18815 18860 1.04% 0.138%

28 15.368 1160 1162 1170 rVB 204850 288214 15.92% 2.107%

Sum of corrected areas: 13682065
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084140.D

Aca On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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: BF084140.D

1500000

642 696

1000000 5.41 7.37

500000
6.80

4.98

Ottt ettt et d e e

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: BF084140.D

1500000 12.90

1000000 10.62

500000 9.84
8.08 9.55 11.32

12.73 13.43
ot ——~= e e e e e A

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084140.D

1500000

1000000

500000

13.95
15.37

8.80]| 14.11 14.42 1472
O e S L e e B e S A e o R TR

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\BF122515\
Data File : BF084140.D

Aca On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 19.81 ng 289049 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 253 (4.978 min): BF084140.D (-250) (-) m/z 43.10 100.00%
43
59
5000
101
AL U S
ey 83 4.60 4.80 5.00 5.20 5.400
S R R SR AN AR AR RARSA RARAN AARAN LALA SALRS RS RARRY m/z 59.10 68.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL S R
59 460 4.80 5.00 520 5.40
m/z 101.10 27 .98%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 5.40
0
5000 101 m/z 58.10 15.87%
28 59
70 84
0 15 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester i ma s )
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.87%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084140.D

Aca On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.57 97.27 ng 1419640 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 392 (6.567 min): BF084140.D (-390) (-) m/z 132.00 100.00%
5000 68
40 ‘ 75 % 620 6.40 6.60 6.80 7.00
54 104 . . . . .
438
Ol et ,::.'.|,....,..??,..I'.,....,.1.1.5.,...., b M/z 68.10  43.01%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |||||||/\|||||||||||||
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.09%
31
38 44
0 ‘ N | H | !
R B E B B  RERASBA LSS S S
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance
132
R A M
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 28.63%
63 81
31 37 44 50 57 75 | 88 g4 101 112
Ol P e et e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine S B R B B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.34%
5000
3B 44 0 g7 105
78
. 50 e | |
R B B e e  RASA AR R R ARREE
m/z--> 30 40 50 70 80 90 100 110 120 130 140 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\BF122515\
Data File : BF084140.D

Aca On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.04 ng 60479 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 757 (10.739 min): BF084140.D (-756) (-) m/z 57.10 100.00%
57
43 | 11
5000

J

10.40 10.60 10.80 11.00
m/z 71.05 68.81%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57

5000
10.40 10.60 10.80 11.00

99 m/z 43.10 63.46%

o 113127141155169183197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57

71 1040 1060 10.80 11.00
5000 85 m/z 85.05 50.42%

29 99
113127141155169183107211295 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82608: Heptadecane
57 10.40 10.60 10.80 11.00
43 71 m/z 41.10 37.66%
85
5000
29 99
113
s | ) || \ 1?7141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084140.D

Aca On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.73 8.01 ng 117504 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 86
2 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 59
3 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 43
4 Nordextromethorphan 257 C17H23NO 051195-74-5 37
5 Benz[c]acridine, 5,9-dimethyl- 257 C19H15N 003518-03-4 35

Abundance Scan 931 (12.728 min): BF084140.D (-929) (-) m/z 56.10 100.00%
56
257
5000
IIIIIIIIIIAIIIIIIII
3 157 185 213 12.40 12.60 12.80 13.00
O Frrr i AL m/z 57.10 62 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 SABABSRUNABSUNNERUN -A-u
1240 12.60 12.80 13.00
29 129 257 m/z 257.30 55.44%
0 L h H dey | 157 185 213 2:\39 N
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
12.40 12,60 12.80 13.00
5000 " m/z 41.10 47 .55%
239 957
& 129
oL 8 %1137 157 185 213 o8y 312
R RN LR RS LA LA AR LA AR LA LA ALY LA LR AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester R R
56 12.40 12.60 12.80 13.00

m/z 43.10 41 .00%

5000
29 73

257
‘ | ‘“\‘ s mllﬁw 157 s 13 2?9 281 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084140.D

Aca On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.43 5.86 ng 85954 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 87
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Cvclopropane. 1-(l1-methvlethvD)-... 210 C15H30 041977-39-3 38
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 38
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 38

Abundance Scan 992 (13.425 min): BF084140.D (-990) (-) m/z 56.10 100.00%
56
5000

13.20 13.40 13.60 13.80

0! m/z 57.10 66.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 |||A|||||||||||||||||||
13.20 13.40 13.60 13.80
29 129 m/z 43.10 46.76%
185 267 285
ot H ooty AL 080 213 21 T o 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
R A ABRRL RS
13.20 13.40 13.60 13.80
5000 m/z 41.10 41 .41%
229
73
101 0 s 284
o 39 157 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 M
Abundance #63060: Cyclopropane, 1-(1-methylethyl)-2-nony!- e e

56 13.20 13.40 13.60 13.80

m/z 55.10 36.45%

5000

83

| | 1}1 154 182 210

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084140.D

Aca On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Ethanol, 2-(dodecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.75 ng 55096 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 72
2 Tritetracontane 605 C43H88 007098-21-7 72
3 Nonahexacontanoic acid 999 C69H13802 040710-32-5 64
4 Nonadecane 268 C19H40 000629-92-5 58
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 53
Abundance Scan 1025 (13.802 min): BF084140.D (-1022) (-) m/z 57.10 100.00%
57
5000
5 1840 12180 1280 14100 130
ob by = e m/z 71.10 71.64%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #76356: Ethanol, 2-(dodecyloxy)-
57
5000 -
13.40 13.60 13.80 14.00 14.20
m/z 43.10 65.17%
‘ h140
0 “W.U,Mlﬂ.2??”,....,”..,....“...,..”,....,”..,.
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance
57
13.40 13.60 13.80 14.00 14.20
5000 m/z 85.10 50.29%
0 127 197 267 337 463 533 604
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #174887: Nonahexacontanoic acid AR EEmaan
57 13.40 13.60 13.80 14.00 14.20
m/z 55.10 46.83%
5000
25
o }ﬁ11“%97 267 350 899 998
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 13.40 13.60 13.80 14.00 14.20

8270-BF122415.M Tue Dec 29 10:27:35 2015 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122515\
Data File : BF084140.D

Acq On : 25 Dec 2015 20:40

Operator : UM/SJ

Sample : G4920-04

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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 19.8 ng 289049 1 6.80 291885 20.0
unknown6 .57 6.57 97.3 ng 1419640 1 6.80 291885 20.0
Nonadecane 10.74 3.0 ng 60479 4 11.32 397331 20.0
Hexadecanoic acid... 12.73 8.0 ng 117504 5 13.95 293502 20.0
Octadecanoic acid... 13.43 5.9 ng 85954 5 13.95 293502 20.0
Ethanol, 2-(dodec... 13.80 3.8 ng 55096 5 13.95 293502 20.0
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