LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19 Instrument :

Operator : UM/1Z E?Afs el
- _ lentosampleld :

3?22'6 : 63559-01 MGP226BR-10-20

ALS Vial : 46 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-BF090115.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 4.410 243 247 260 rvVB 549712 1071114 50.40% 6.392%
2 4.913 288 291 293 rBV 1505552 1873672 88.16% 11.181%
3 6.033 384 389 391 rBV 1641426 2125376 100.00% 12.683%
4 6.124 395 397 399 rBV 1918671 1743827 82.05% 10.406%
5 6.353 415 417 420 rVB 390840 350223 16.48% 2.090%
6 6.513 428 431 433 rBV 1464249 1291050 60.74% 7.704%
7 6.936 465 468 470 rBV 1147737 1149890 54.10% 6.862%
8 7.644 528 530 532 rBVY 544496 452749 21.30% 2.702%
9 8.730 622 625 627 rBV 1902665 1732384 81.51% 10.338%
10 9.130 658 660 663 rBY 318362 268426 12.63% 1.602%

11 9.382 680 682 685 rvB 473297 454744 21.40% 2.714%
12 10.170 748 751 753 rBV 1239508 1184599 55.74% 7.069%

13 10.319 762 764 767 rBV 22448 24840 1.17% 0.148%
14 10.845 808 810 813 rBV 446869 450393 21.19% 2.688%
15 11.428 859 861 866 rBvV 52412 65353 3.07% 0.390%

16 12.296 934 937 939 rVB 124593 145101 6.83% 0.866%
17 12.365 942 943 946 rVB 36937 37158 1.75% 0.222%
18 12.433 946 949 952 rBV 1399570 1314870 61.87% 7.846%
19 12.994 996 998 1000 rBV 113255 105654 4.97% 0.630%
20 13.039 1000 1002 1003 rVvVv 25810 23924 1.13% 0.143%

21 13.359 1028 1030 1036 rBV 61922 114395 5.38% 0.683%
22 13.451 1036 1038 1041 rBV 320157 339064 15.95% 2.023%

23 13.679 1056 1058 1060 rBV 47525 45064 2.12% 0.269%
24 13.976 1082 1084 1087 rBV 36617 41038 1.93% 0.245%
25 14.274 1106 1110 1112 rBV 34611 39121 1.84% 0.233%
26 14.548 1132 1134 1137 rBV 20147 27005 1.27% 0.161%
27 14.765 1151 1153 1155 rBV 210637 242721 11.42% 1.448%
28 14.834 1157 1159 1162 rVB 19248 22377 1.05% 0.134%
29 15.154 1184 1187 1190 rBV 16565 21288 1.00% 0.127%
Sum of corrected areas: 16757420
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081467.D

1500000 491 6.51

6.94

1000000

4.41 7.64
500000 6.35

i B S 1

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081467.D
8|73

1500000 12.43
10.17

1000000

500000 9.38 10.84
9.13 13.45

14.77
12.3 12.99
10.32 11.43 i) 18.04 13. 13;\.68 13.98 14.2714.55 4.8

Time--> 8.50 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: BF081467.D

1500000

1000000

500000

15.15

I
Time--> 15.00 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\BF090415\
Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

Sample - G3559-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 3

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

4.41 61.17 ng 1071110 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-0Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 247 (4.410 min): BF081467.D (-243) (-) m/z 43.10 100.00%
a3
59
5000
101 RS SARRERARBESELEE SN
4.00 420 4.40 4.60 4.80
Ol sl S8l 69 8 m/z 59.10 59.66%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRBI SR
4.00 420 4.40 4.60 4.80
m/z 58.10 15.25%
o 25 3t 37 | 83 g3 M
L UL SUR LI SURLELEL SR SR UL UL SURBLELS SURILELE I B
m/z--> 10 40 50 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 101.10 14 .94%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T
59 4.00 420 4.40 4.60 4.80
m/z 41.10 8.81%
5000 41
31
H [
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' [ e
m/z--> 10 20 30 40 50 70 80 90 100 110 4.00 420 4.40 4.60 4.80
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MGP226BR-10-20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown6.12 Concentration Rank 1

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

6.12 99.58 ng 1743830 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 397 (6.124 min): BF081467.D (-395) (-) m/z 132.10 100.00%
132
5000 68
75 % 580 600 620 640
104 : - : :
0 ..,....,....,...:,“.'.‘.‘7," Shdl ot 874wl S WL m/z 68.10 50.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AR LR LR LR
5.80 6.00 6.20 6.40
3 78 m/z 66.10 33.96%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 134.10 32.10%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R L
132 5.80 6.00 6.20 6.40
m/z 69.10 20.68%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 n-Decanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.43 2.90 ng 65353 Phenanthrene-d10 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 50
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 3-Ethylheptanoic acid 158 C9H1802 014272-47-0 43
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 43
Abundance Scan 861 (11.428 min): BF081467.D (-859) (-) m/z 43.10 100.00%
60 73
5000 129
85
% 115 213
| 157 171 185 11.20 11.40 11.60 11.80
ol VIS S N S Y N m/z 60.00 92.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37189: n-Decanoic acid
60 73
5000 41 I AL SRR RN B
129 11.20 11.40 11.60 11.80
29 8 e m/z 55.10 90.51%
172
o8 Il A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
11.20 11.40 11.60 11.80
5000 43 m/z 73.10 88.90%
29 85 129 143
115 186
0 "%?""|""|""|"'?i""| ""I"}?7}§?' T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid B B B
60 7 11.20 11.40 11.60 11.80
43 m/z 57.10 86 .05%
5000 129
85 157
29 101 115
“ ‘ 143 ‘ 171 200
ok |1|5| .‘.‘. .‘i‘a‘. .”l“‘.‘l‘.‘. IHM i *h‘l“' i ‘. . ‘. S .‘. |]|'8|3| S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

8270-BF090115.M Tue Sep 08 11:48:44 2015 S

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 5 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.30 8.56 ng 145101 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 80
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 52
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 35
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 937 (12.296 min): BF081467.D (-934) (-) m/z 56.10 100.00%
56
5000
257 DS U7\ | S
129
3 i HI | L 157 185 213 12.00 12.20 12.40 12.60
B AP BN T MY SN SR SN — m/z 57.10 60.20%
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 SR U R BN R
12.00 12.20 12.40 12.60
29 257 m/z 43.05 37.82%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ ‘ 283 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.00 12.20 12.40 12.60
5000 m/z 41.05 35.20%
29 73
o 97113 157 185 213 239257 L4 32
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57 12.00 12.20 12.40 12.60
m/z 55.05 30.93%
5000 4
{ 239 957
213 ‘ H

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z--> 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Pentafluoropropionic acid, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.36 2.19 ng 37158 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 59
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 58
3 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 53
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 53
5 Cyclotetradecane 196 C14H28 000295-17-0 52
Abundance Scan 943 (12.365 min): BF081467.D (-942) (-) m/z 43.10 100.00%
43
5000 769 g3 97
12.00 12.20 12.40 12.60
O m/z 55.10 57.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43 57
5000
1 83 12.00 12.20 12.40 12.60
29 o7 m/z 97.10 40.04%
o J b Il m h 1%5139154167181195 224 252
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240
Abundance
55
43 69 oo 12.00 12.20 12.40 12.60
5000 97 m/z 69.10 39.36%
29 111
o 125139154168181195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34745: 4-Undecene, 6-methyl- —v—rv—v—v—v-éw——
55 12.00 12.20 12.40 12.60

m/z 57.10 37 .75%

5000
4 o 97
29

|

I A \\ L 112955 140 154 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

Sample - G3559-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 7 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.99 6.23 ng 105654 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
3 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 35
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 35

Abundance Scan 998 (12.994 min): BF081467.D (-996) (-) m/z 56.10 100.00%
56
5000
73 g7 129 085
3 185 241 267 12.60 12.80 13.00 13.20 13.40
Oy m/z 57.10 62.60%
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 SRR UL SRR B
12.60 12.80 13.00 13.20 13.40
29 m/z 43.10 41.68%
85 267285
fo ) h H \M\ \h\ uh 157 1 213 241 | \‘ 311 340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
12.60 12.80 13.00 13.20 13.40
5000 m/z 41.10 33.84%
28
. 8 111 140 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72506: Pentadecane, 8-methylene-
12.60 12.80 13.00 13.20 13.40
m/z 55.10 32.24%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.60 12.80 13.00 13.20 13.40
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MGP226BR-10-20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 8 Tetracontane, 3,5,24-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.36 6.75 ng 114395 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 90
2 Decane 142 C10H22 000124-18-5 52
3 Dotriacontane 451 C32H66 000544-85-4 50
4 10-Methylnonadecane 282 C20H42 056862-62-5 50
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 47
Abundance Scan 1030 (13.359 min): BF081467.D (-1028) (-) m/z 57.10 100.00%
57
5000
85
USSR B SR
3149 207 13.00 13.20 13.40 13.60
0“..u.hlhin.“.....”,.”.,”..“.....”,.”.,”..“ m/z 43.10 75.20%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172669: Tetracontane, 3,5,24-trimethyl-
57
5000
85 13.00 13.20 13.40 13.60
m/z 55.10 44 .33%
o b \‘ ‘Hﬁ% 41160 200238 805 547
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
13.00 13.20 13.40 13.60
5000 m/z 71.10 44 .27%
85
29
113142
oy - e e
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #164413: Dotriacontane
57 13.00 13.20 13.40 13.60
m/z 41.10 34.12%
5000
85
29
0 | 113141169197225253 295 337365393421 450
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 3&'30 400 4&'30 5(')0 séo 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\
Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

Sample - G3559-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 9 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.68 2.66 ng 45064 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 1058 (13.679 min): BF081467.D (-1056) (-) m/z 57.10 100.00%
7
5000
85
113 07 13.40 13.60 13.80 14.00
o bbby e 2 | M/Zz 43.10 57.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 LB B BN B S
85 1340 13.60 13.80 14.00
29 m/z 71.10 47 .06%
ol ‘ L H113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 100 150 260 2éo 360 3éo 460 !
Abundance
57
13.40 13.60 13.80 14.00
5000 m/z 85.10 35.02%
85
29
0 113 141 169 282
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #162744: Hentriacontane
57 13.40 13.60 13.80 14.00
m/z 41.10 23.25%
5000
85
29 113 149
oL2 Wyt 169 197 225 253 280 309 351 379 407 436
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 ! 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 10 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.42 ng 41038 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 72
3 Octane, 2,4,6-trimethyl- 156 Cl11H24 062016-37-9 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 1084 (13.976 min): BF081467.D (-1082) (-) m/z 57.10 100.00%
57
5000
85
| 113 13.60 13.80 14.00 14.20
o e m/z 43.05 59.53%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LN SUNIU SURREE I
85 13.60 13.80 14.00 14.20
29 m/z 71.10 48 .38%
ol hp i e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.60 13.80 14.00 14.20
5000 m/z 85.10 34.39%
85
o 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #27141: Octane, 2,4,6-trimethyl- At
57 13.60 13.80 14.00 14.20
m/z 55.05 22.96%
5000
85
29 "
ol d by, 2186
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 11 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .27 3.22 ng 39121 Perylene-d12 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratriacontane 479 C34H70 014167-59-0 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1110 (14.274 min): BF081467.D (-1106) (-) m/z 57.10 100.00%
57
5000
9
|, 141 207 14.00 14.20 14.40 14.60
- e m/z 43.10 63.07%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57

5000 LA L L L L L L L L L
14.00 14.20 14.40 14.60
m/z 71.10 49 _.49%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
.”.,.”,”.w.”...” e AR el
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
14.00 14.20 14.40 14.60
5000 m/z 85.10 35.57%

99
26 141 183 225 281 323 379 421 463 506

(U1 RE A H i e LR —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane — e e
57 14.00 14.20 14.40 14.60

m/z 55.10 26.04%

5000

99
26 ] |, 141 183 225 281 337 394 ]

e M —— e | I

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/I1Z

ﬁ?ggle i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 12 Hexatriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .55 2.23 ng 27005 Perylene-d12 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1134 (14.548 min): BF081467.D (-1132) (-) m/z 57.10 100.00%
57
5000
| 9 208 14.20 14.40 14.60 14.80
ol e e | /2 43.10  59.91%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 LA I B DAL
14.20 14.40 14.60 14.80
m/z 71.10 47 .48%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 85.10 34 .69%

99
26 141 183 225 281 323 379 421 463 506

(U1 RE A H i e LR —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane e
57 14.20 14.40 14.60 14.80

m/z 55.10 24 .14%

5000

99
26 ] |, 141 183 225 281 337 394

e M —— .

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090415\

Data File : BF081467.D

Acq On : 5 Sep 2015 16:19

Operator : UM/1Z

3?22'6 i 63559-01 MGP226BR-10-20
ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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... 4.41 61.2 ng 1071110 1 6.35 350223 20.0
unknown6.12 6.12 99.6 ng 1743830 1 6.35 350223 20.0
n-Decanoic acid 11.43 2.9 ng 65353 4 10.84 450393 20.0
Hexadecanoic acid... 12.30 8.6 ng 145101 5 13.45 339064 20.0
Pentafluoropropio... 12.36 2.2 ng 37158 5 13.45 339064 20.0
Octadecanoic acid... 12.99 6.2 ng 105654 5 13.45 339064 20.0
Tetracontane, 3,5... 13.36 6.8 ng 114395 5 13.45 339064 20.0
Octacosane 13.68 2.7 ng 45064 5 13.45 339064 20.0
Eicosane 13.98 2.4 ng 41038 5 13.45 339064 20.0
Tetratetracontane 14 .27 3.2 ng 39121 6 14.77 242721 20.0
Hexatriacontane 14 .55 2.2 ng 27005 6 14.77 242721 20.0
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