LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082514.D

Acq On : 24 Oct 2015 15:24

Operator : UM/1Z

Sample : G4117-15

Misc :

ALS Vial : 21 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-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 height area % max. total
1 4.914 240 243 254 rBV 741069 1120631 48.68% 5.947%
2 5.360 279 282 284 rBV 1628659 1896470 82.38% 10.065%
3 5.749 314 316 319 rVB 24670 23487 1.02% 0.125%
4 6.412 371 374 376 rBV 1831769 1990371 86.46% 10.563%
5 6.526 382 384 387 rBvV 2148154 1925759 83.65% 10.220%
6 6.754 402 404 407 rBvY 582038 499655 21.70% 2.652%
7 6.915 415 418 420 rBV 1396193 1540877 66.93% 8.178%
8 7.326 451 454 457 rBV 1007722 1060549 46.07% 5.629%
9 8.046 514 517 519 rBV 765209 651125 28.28% 3.456%
10 9.132 609 612 614 rBV 1724837 2302099 100.00% 12.218%

11 9.520 644 646 649 rBV 329541 328204 14.26% 1.742%
12 9.806 668 671 673 rBvY 586161 676897 29.40% 3.592%

13 10.229 707 708 710 rVB 35355 27970 1.21% 0.148%
14 10.595 737 740 743 rBVY 1052757 975434 42 _.37% 5.177%
15 10.709 748 750 754 rVB 33505 49883 2.17% 0.265%
16 11.155 787 789 790 rBV 36737 33037 1.44% 0.175%
17 11.292 799 801 803 rBV 574160 565954 24.58% 3.004%
18 12.698 922 924 926 rBV 108708 89802 3.90% 0.477%
19 12.881 937 940 942 rBVY 1942826 1768339 76.81% 9.385%
20 13.407 984 986 988 rBV 70429 60973 2.65% 0.324%
21 13.829 1020 1023 1031 rVB2 25809 64985 2.82% 0.345%
22 13.944 1031 1033 1036 rBV 492593 545704 23.70% 2.896%
23 14.435 1073 1076 1079 rBV2 15065 25830 1.12% 0.137%
24 14.835 1107 1111 1113 rBV 33278 48208 2.09% 0.256%
25 15.418 1159 1162 1169 rVB 388145 501740 21.79% 2.663%
26 15.853 1197 1200 1203 rBV 15223 28316 1.23% 0.150%
27 16.321 1238 1241 1249 rVB4 13849 39897 1.73% 0.212%
Sum of corrected areas: 18842196
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082514.D

Acq On : 24 Oct 2015 15:24

Operator : UM/I1Z

Sample : G4117-15

Misc :

ALS Vial : 21 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082514.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082514.D

Acq On : 24 Oct 2015 15:24

Operator : UM/I1Z

Sample : G4117-15

Misc :

ALS Vial : 21 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

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.

4.91 44 .86 ng 1120630 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 243 (4.914 min): BF082514.D (-240) (-) m/z 43.10 100.00%
43
59
5000
i ik 4k0 sho 850
sl SSll e 83 | "m/z 59.10 64.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IRBENRARE SRR LS SRR
4.60 4.80 5.00 5.20
59 m/z 101.10 20.20%
21 37 | 53 ‘ 67 77 83 o1 }?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 4.80 500 520
5000 m/z 58.10 16.09%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4—methy|— LI L B L B
50 4.60 4.80 5.00 5.20
m/z 41.10 9.03%
5000 41
31
69 87
s L los ] o0
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520

8270-BF101015.M Mon Oct 26 19:30:15 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082514.D

Acq On : 24 Oct 2015 15:24

Operator : UM/I1Z

Sample : G4117-15

Misc :

ALS Vial : 21 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

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 unknown6.53 Concentration Rank 1

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

6.53 77.08 ng 1925760 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 384 (6.526 min): BF082514.D (-382) (-) m/z 132.10 100.00%
132
5000 68
6 rTTTrTTTTT T T T T T T T
40 _ 54 | 75 104 6.20 6.40 6.60 6.80
..,....,....,...:,".'.‘.‘7.,:.'..?%:.-.',..':.,..?‘.7,....,.':..,.1.1:‘3.,...., b m/z 68.10  41.24%
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 ISR RSN SRR
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.10 32.95%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 27.47%
104
66
14 27 37 4451 5 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R B
132 6.20 6.40 6.60 6.80
m/z 69.10 17.19%
117
5000
39 91
51 g5 ‘
27 77 105
..,....,...‘.,....‘,‘....i‘:‘..5.8,a‘l‘..,...‘:‘,.8.4..‘ ‘..?ﬁa‘a‘..,..ll,.l.zﬁ‘,‘ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082514.D

Acq On : 24 Oct 2015 15:24

Operator : UM/I1Z

Sample : G4117-15

Misc :

ALS Vial : 21 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

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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.70 3.29 ng 89802 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 83
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 40
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 35

Abundance Scan 924 (12.698 min): BF082514.D (-922) (-) m/z 56.10 100.00%
56
5000
73 A
129 239 257 U AL SN BRI UL
3 97 157 185 213 12.40 12.60 12.80 13.00
e m/z 57.10 62.31%
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
12.40 12.60 12.80 13.00
29 129 ya0 257 m/z 43.10 41.75%
| h H ety 157 185 213 T | 83 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 41.10 39.89%
29 73
97113 157 185 213 289257 g gpp
R R R R A L K LA LA LA AR LA EALA LAY LA RN LA
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 12.40 12.60 12.80 13.00
m/z 55.05 30.45%
5000 4( -
257
18, H JH i n\lﬁ'\ 157 185 213 ‘ H 282 312 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082514.D

Acq On : 24 Oct 2015 15:24

Operator : UM/I1Z

Sample : G4117-15

Misc :

ALS Vial : 21 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

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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.41 2.23 ng 60973 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 90
2 n-Butyl myristate 284 C18H3602 000110-36-1 59
3 2-Methyl-1-octadecene 266 C19H38 061868-20-0 38
4 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 27

Abundance Scan 986 (13.407 min): BF082514.D (-984) (-) m/z 56.10 100.00%
96
5000
73
97 129 285 |""|""|""|""7T*
3 | 185 oa1 267 13.00 13.20 13.40 13.60 13.80
Frorprre m/z 57.10 58.28%
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 LRI RS BN BN B
13.00 13.20 13.40 13.60 13.80
29 129 m/z 43.10 41.53%
‘ ‘ 185 267 285
|‘|||‘||||‘ h H \M\ I\I‘\\ \ \h TR N ||]|-|57|||| ”” |2|EI-|3|||2|4|1||| |‘||| l‘”l |3|]|-:!- |||3|4|0||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.05 31.71%
229
73 211
129 284
39 101 157 255
Tmmﬂvmmmmwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
1 I I I I

Abundance #98173: 2-Methyl-1-octadecene e s S
13.00 13.20 13.40 13.60 13.80

m/z 55.10 31.65%

5000

s

111

139155 182 210 238 266
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60 13.80

8270-BF101015.M Mon Oct 26 19:30:18 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082514.D

Acq On : 24 Oct 2015 15:24

Operator : UM/I1Z

Sample : G4117-15

Misc :

ALS Vial : 21 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

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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.38 ng 64985 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 59
2 1-Tridecanol 200 C13H280 000112-70-9 50
3 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 38
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 35
5 2-Cyclohexen-1-ol, 1-methyl- 112 C7H120 023758-27-2 35
Abundance Scan 1023 (13.829 min): BF082514.D (-1020) (-) m/z 55.10 100.00%
43 60 2 o7
5000 111
125
13.60 13.80 14.00 14.20
2o | m/z 83.10 89.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53621: Cyclotetradecane
41 55
69 oo A
%0001 5 o7 1360 13.80 14.00 14.20
111 m/z 97.10 81.14%
[T \‘ | H\ X \‘ 1?5 139 153 168 196
m/z--> 20 40 60 80 100 120 140 160 180 260
Abundance
55
41
69 13.60 13.80 14.00 14.20
5000 31 83 m/z 69.10 80.80%
97
111
125 139 154 182
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17393: Cyclopentane, 2-isopropyl-1,3-dimethy!- e RARREEE RS
55 13.60 13.80 14.00 14.20
41 97 m/z 43.10 80.54%
83
5000 69
T b ] e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082514.D

Acq On : 24 Oct 2015 15:24

Operator : UM/1Z

Sample : G4117-15

Misc :

ALS Vial : 21 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 .91 44.9 ng 1120630 1 6.75 499655 20.0
unknown6 .53 6.53 77.1 ng 1925760 1 6.75 499655 20.0
Hexadecanoic acid... 12.70 3.3 ng 89802 5 13.94 545704 20.0
Octadecanoic acid... 13.41 2.2 ng 60973 5 13.94 545704 20.0
Cyclotetradecane 13.83 2.4 ng 64985 5 13.94 545704 20.0
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