LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 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-BF110715.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 5.036 254 258 260 rBY 2009044 3118324 50.71% 5.379%
2 5.459 292 295 297 rBVY 4540948 5883279 95.68% 10.148%
3 6.476 381 384 387 rBVY 4047497 6148821 100.00% 10.606%
4 6.613 393 396 399 rBVY 5385480 5194816 84.48% 8.961%
5 6.842 414 416 419 rBV 1343778 1486951 24.18% 2.565%
6 7.002 428 430 433 rVB 4122485 3948993 64.22% 6.812%
7 7.413 462 466 468 rBVY 3035631 4030599 65.55% 6.953%
8 8.133 526 529 531 rBVY 2355775 2067996 33.63% 3.567%
9 9.208 621 623 626 rVB 3928947 5347349 86.97% 9.224%
10 9.608 655 658 660 rBY 1711905 1543192 25.10% 2.662%

11 9.882 680 682 685 rBY 1563136 2003358 32.58% 3.456%
12 10.305 717 719 720 rBV 132689 112367 1.83% 0.194%
13 10.671 748 751 754 rBV 3366863 3540108 57.57% 6.107%
14 10.808 761 763 767 rVB 91291 140792 2.29% 0.243%
15 11.254 800 802 803 rBvV 114760 107348 1.75% 0.185%

16 11.368 809 812 814 rBV 2532786 2180105 35.46% 3.761%
17 11.905 857 859 864 rBV2 244864 319365 5.19% 0.551%
18 12.579 915 918 919 rBV 53879 62447 1.02% 0.108%
19 12.694 925 928 931 rBV 72556 87439 1.42% 0.151%
20 12.785 934 936 939 rVB2 244502 288917 4._.70% 0.498%

21 12.865 939 943 945 rVvB2 76610 84250 1.37% 0.145%
22 12.957 948 951 953 rBV 5456471 4909782 79.85% 8.469%
23 13.494 996 998 1001 rBV 230856 222747 3.62% 0.384%
24 13.745 1016 1020 1022 rBV3 68743 119733 1.95% 0.207%
25 13.871 1027 1031 1034 rBV2 236479 453378 7.37% 0.782%

26 13.997 1040 1042 1045 rBV 1477960 2084537 33.90% 3.596%
27 14.191 1056 1059 1065 rVB2 51271 91770 1.49% 0.158%
28 14.500 1083 1086 1089 rBV2 79337 163979 2.67% 0.283%
29 15.117 1138 1140 1142 rBV 93644 116617 1.90% 0.201%
30 15.425 1164 1167 1170 rBV 1161498 1516434 24.66% 2.616%

31 15.905 1206 1209 1211 rBV 38435 64462 1.05% 0.111%
32 15.951 1211 1213 1217 rBV4 23233 63911 1.04% 0.110%
33 16.385 1247 1251 1257 rVB3 25703 72822 1.18% 0.126%
34 17.231 1321 1325 1331 rVB7 29990 90971 1.48% 0.157%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.403 1336 1340 1343 rBV5 31536 90115 1.47% 0.155%
36 17.608 1354 1358 1363 rVB7 24579 65132 1.06% 0.112%
37 18.409 1422 1428 1431 rBV6 17196 62570 1.02% 0.108%
38 19.334 1504 1509 1518 rVB6 21041 86809 1.41% 0.150%

Sum of corrected areas: 57972585

8270-BF110715.M Mon Nov 09 18:14:24 2015 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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: BF082798.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.04 41.94 ng 3118320 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 258 (5.036 min): BF082798.D (-254) (-) m/z 43.10 100.00%
a3
59
5000
il ko sho 5ko oo
83 : : : :
Ol i ..~!|,..7.1.,~....-,....,....,....,....,....,?97.. m/z 59.10 63.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL RS I I I
59 480 500 520 5.40
m/z 101.10 22 .39%
31 ‘ g3 101
0'”'I“M'w'”*I'”'I*”'J'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 480 500 520 540
5000 m/z 58.10 16.58%
29 101
o 15 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T
50 4.80 5.00 5.20 5.40
m/z 41.10 9.59%
5000 41
0 \‘\‘ \‘M ¢9 1?6 142
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1

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

6.61 69.87 ng 5194820 1,4-Dichlorobenzene-d4 6.84
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 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 396 (6.613 min): BF082798.D (-393) (-) m/z 132.10 100.00%
68
5000
40 47 5 g || 75 ¥ 620 640 6.60 6.80 7.00
Ol b S 87 L S M5 W Tm/z 68.10 54.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRR R LR
620 6.40 6.60 6.80 7.00
78 m/z 66.10 33.78%
31 4 51
OW'”'A'”\J'WM”'P'JI”'W'”'P'”I“'W'”'P'”I“'W'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 6.80 7.00
5000 m/z 134.10 32.82%
33 44 g7 105
51 60 7078 g 115
O T T T e
miz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #2743: 2—Cyc|0hexen—l—one | LS DAL B A L N B
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.93%
5000
96
40
o A a7 % | a1 s
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 150 1:130 14'10 620 6110 660 6|80 7'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 4 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.93 ng 319365 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 859 (11.905 min): BF082798.D (-857) (-) m/z 73.10 100.00%
43 60 78
5000
129
01115 213 1160 11.80 12.00 12.20
143157171185 227 . . . .
O 199 2% m/z 43.10 95.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid
43 60 73
29
5000 UL AR R SRR SRR
242 nmnmnmnm
129 199 m/z 60.10 86.69%
olerr ol 01115 | 1431571711857 213506
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 go 73
1160 11.80 12,00 12.20
5000 29 m/z 57.10 76.40%
129
256
. o7 115 143157171185199213227
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid A B R B
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 72.09%
5000 129
29
ol 15
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\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 6

R.T. EstConc Area Relative to ISTD R.T.
12.79 2.77 ng 288917 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 72
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 38
Abundance Scan 936 (12.785 min): BF082798.D (-934) (-) m/z 56.10 100.00%
56

5000 41 \J\

129
185902218 239 257

12.40 12,60 12.80 13.00 13.20
m/z 57.10 56.80%

157
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124073: Hexadecanoic acid, butyl ester \NM
56

5000 R RN EEEE s E e e
12. 40 12. 60 12. 80 13. OO 13. 20

29 m/z 43.10 44 _74%

101
e e s s 2y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56

12. 40 12. 60 12. 80 13. OO 13. 20

o

5000 m/z 41.10 43.04%
29 73
129
o 97113 157 185 213 2927 55 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- R B o o e L
56 12. 40 12. 60 12. 80 13. 00 13. 20

m/z 55.10 35.07%

30 129
14 82 100 {

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 7

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.14 ng 222747 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 72
3 2-Methvl-1-octadecene 266 C19H38 061868-20-0 38
4 Cvclopropane. 1-(l1-methvlethvl)-... 210 C15H30 041977-39-3 38
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38

Abundance Scan 998 (13.494 min): BF082798.D (-996) (-) m/z 56.10 100.00%
56
5000
73
97 129

155 185 513 241 267285 13.20 13.40 13.60 13.80

0 m/z 57.10 58.09%
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 LA L L L L L L LB
13 20 13. 40 13. 60 13. 80
29 129 m/z 43.10 42.13%
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
T
13.20 13.40 13.60 13.80
5000 m/z 55.10 34.01%
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
T T T T

Abundance #98173: 2-Methyl-1-octadecene T
13.20 13.40 13.60 13.80

m/z 41.10 32.20%

5000

&

111

139155 182 210 238 266
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1320 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082798.D

Aca On > 7 Nov 2015 9:08

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 1-Hexadecanol, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.35 ng 453378 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
4 Cvclopentadecane 210 C15H30 000295-48-7 83
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 81
Abundance Scan 1031 (13.871 min): BF082798.D (-1027) (-) m/z 57.10 100.00%

83
5000 4

:

13.60 13.80 14.00 14.20
m/z 43.10 78.37%

o 139155 183 210 247 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92325: 1-Hexadecanol, 2-methyl-

:

5000 LA L L L L LN
13.60 13.80 14.00 14.20
m/z 83.10 63.62%
ol 2 139 168185 210 238954
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R o e e
83 13.60 13.80 14.00 14.20
5000 41 m/z 55.10 56.07%
111
. 18 127 15,168 196 227 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
T T T T

Abundance #129672: 1-Hexadecanesulfonyl chloride T
7 13.60 13.80 14.00 14.20

83 m/z 71.10 55.76%

5000

139

:

167 196 224 253271 589 307323
R e R g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110815\
Data File : BF082798.D

Acq On > 7 Nov 2015 9:08

Operator : UM/1Z

Sample - G4246-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.04 41.9 ng 3118320 1 6.84 1486950 20.0
unknown6 .61 6.61 69.9 ng 5194820 1 6.84 1486950 20.0
Pentadecanoic acid 11.91 2.9 ng 319365 4 11.37 2180110 20.0
Hexadecanoic acid... 12.79 2.8 ng 288917 5 14.01 2084540 20.0
Octadecanoic acid... 13.49 2.1 ng 222747 5 14.01 2084540 20.0
1-Hexadecanol, 2-_... 13.87 4.3 ng 453378 5 14.01 2084540 20.0
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