LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083487.D

Aca On : 4 Dec 2015 4:59

Operator : UM/I1Z

Sample : 64588-03

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-BF113015.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 4.636 256 258 268 rVB 416404 648008 11.57% 1.676%
2 5.116 298 300 320 rBVY 2680241 3012196 53.78% 7.792%
3 6.202 392 395 401 rBY 1819224 2054177 36.67% 5.314%
4 6.304 401 404 406 rBV 4886786 4919586 87.83% 12.726%
5 6.522 421 423 426 rBV 937639 1044398 18.65% 2.702%
6 6.682 435 437 440 rBV 3701757 4013005 71.64% 10.381%
7 7.105 471 474 476 rBV 3300433 3452641 61.64% 8.931%
8 7.219 482 484 493 rVB3 23160 60746 1.08% 0.157%
9 7 .505 507 509 516 rBVY5 115406 174918 3.12% 0.452%
10 7.813 534 536 539 rBY 1230491 1260587 22.51% 3.261%

11 8.259 573 575 578 rBV 89181 102430 1.83% 0.265%
12 8.339 580 582 585 rvB 64938 85626 1.53% 0.221%
13 8.568 599 602 606 rBvV 253204 341493 6.10% 0.883%
14 8.899 628 631 633 rBY 5859320 5601304 100.00% 14.489%
15 9.208 654 658 664 rBV6 21766 68514 1.22% 0.177%

16 9.299 664 666 668 rBvV 139885 126655 2.26% 0.328%
17 9.562 686 689 691 rBV 1392241 1327575 23.70% 3.434%

18 9.756 703 706 709 rBV 45030 74123 1.32% 0.192%
19 9.848 712 714 716 rVB2 57914 85198 1.52% 0.220%
20 9.996 724 727 730 rVB3 54730 86988 1.55% 0.225%

21 10.351 755 758 760 rBV 2834132 2914479 52.03% 7.539%
22 10.488 768 770 774 rVB2 36034 56220 1.00% 0.145%
23 10.831 798 800 804 rBvV 87688 121597 2.17% 0.315%
24 11.094 820 823 826 rBV 1071163 1071727 19.13% 2.772%
25 11.791 881 884 889 rBv3 106802 160413 2.86% 0.415%

26 12.865 975 978 987 rBV3 76898 159464 2.85% 0.412%
27 13.185 1002 1006 1009 rBV 3011500 4058164 72.45% 10.498%

28 14.705 1136 1139 1142 rBV 683535 883050 15.77% 2.284%
29 16.774 1317 1320 1326 rBV 498423 692760 12.37% 1.792%

Sum of corrected areas: 38658042
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF120315\

BF083487.D

4 Dec 2015 4:59

umsiz

G4588-03

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083487.D

Aca On : 4 Dec 2015 4:59

Operator : UM/I1Z

Sample : 64588-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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.

4.64 12.41 ng 648008 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 258 (4.636 min): BF083487.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 IR AR RS LR R
440 460 480 5.00
1/ R N -~ AN N B oy 2= N TO R TP
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 4.60 4.80 5.00
m/z 101.10 16.36%
15 31 101
o . 25.° 37, 53 83 \
miz--> N N A PPN
Abundance
43
- 440 460 480 500
5000 m/z 58.10 14.16%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol  Emas e L S R,
59 440 460 480 5.00
m/z 41.10 9.10%
5000 31 43 73 J\
0 25L\ 37\“H 53|, 67, 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083487.D

Aca On : 4 Dec 2015 4:59

Operator : UM/I1Z

Sample : 64588-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 2-Butenoic acid, 2-propenyl... Concentration Rank 4

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

8.57 5.42 ng 341493 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-propenvl ester 126 C7H1002 020474-93-5 53
2 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 36
3 1-Undecvn-4-ol 168 C11H200 022127-86-2 25
4 3-Butvn-2-ol. 2-methvl- 84 C5H80 000115-19-5 9
5 2,6-Octadien-1-ol, 3,7-dimethyl-_... 154 C10H180 000106-24-1 9

Abundance Scan 602 (8.568 min): BF083487.D (-599) (-) m/z 69.10 100.00%
6o
5000 a1 S
||| - . 8|7 951?3111 105 154 8.20 840 860 8.80 9.00
e | RS U m/z 41.10 37.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10823: 2-Butenoic acid, 2-propenyl ester
69
5000 AU RS SRR N
M 8.0 840 8.60 8.80 9.00
m/z 39.10 24 _.11%
18 28 5100 i 86 g7 1 126
mize> 15 2 3 40 50 60 70 80 90 100 110 130 130 140 120 160
Abundance
69
8.20 8.40 860 8.80 9.00
5000 m/z 43.10 18.01%
41
29 86
ol 15 49 S8 99 114
LR R R KA AR BN RRARN RARLN RRARA RARAS LA LRSS LARAS RALSE RARAN AR BA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #34597: 1-Undecyn-4-ol L B
69 8.20 840 860 8.80 9.00
m/z 87.10 15.26%
5000 a1 22
1
o \\ WLl 83 93 103 | 121129 141
m/z--> 10 20 3'0 40 50 60 7'0 80 90 100 110 120 130 140 150 160 8.20 840 860 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083487.D

Aca On : 4 Dec 2015 4:59

Operator : UM/I1Z

Sample : 64588-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 7

Peak Number 5 unknownl10.83

R.T. EstConc Area Relative to ISTD R.T.
10.83 2.27 ng 121597 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid.butv... 142 C8H1402 054947-39-6 45
2 Pentane. 1.5-dibromo- 228 C5H10Br2 000111-24-0 42
3 4-Heptanol. 2.6-dimethvl- 144 C9H200 000108-82-7 36
4 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 36
5 Cyclopropanecarboxylic acid, pro... 128 C7H1202 060128-01-0 36

Abundance Scan 800 (10.831 min): BF083487.D (-798) (-) m/z 69.10 100.00%
69
5000
41 149 A T S e
107 10.60 10.80 11.00 11.20
55
N '..,.-'|...,'.'...1,2.2.1?.4,..|.-.,.1.7.1.,....,....,...., m/z 41.10 22.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19010: Cyclopropanecarboxylic acid,butyl ester
69
41
87
5000 LRI SN B B
56 1060 10.80 11,00 11.20
m/z 43.10 16.64%
Il h\\ \‘H I L 99
0"'l""‘l N RS SRS R SRS SRR SRR SRR LR
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
69
4 IR SN BN IR B
10.60 10.80 11.00 11.20
5000 m/z 87.10 13.33%
27 150
55
o g1 93 107 15 135 163 230
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20274: 4—Heptan0|, 2,6—dimethy|— LIS L B |/|\ A
69 10.60 10.80 11.00 11.20
m/z 149.10 12 .49%
5000 43 87
oL 15 H \‘ I 111 126
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083487.D

Aca On : 4 Dec 2015 4:59

Operator : UM/I1Z

Sample : 64588-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.99 ng 160413 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 27
4 _alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 14
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 10
Abundance Scan 884 (11.791 min): BF083487.D (-881) (-) m/z 43.10 100.00%
5000
129
85 97 115 213 [TTTTpT T T T T T T
143 157 171 185 199 297 11.40 11.60 11.80 12.00 12.20
o} m/z 73.10 97 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65565: Tridecanoic acid
60 73
43
5000 129
29 g5 171 11.40 11.60 11.80 12.00 12.20
115 214 m/z 60.10 82.83%
‘ 97 143 157 | 185
ok I .‘l : .‘i‘.‘. 'HM‘ : ‘l‘.‘. Iuh L I‘;‘HIMI .“H ! il I" : l‘.‘ i .‘. |1|9|7| : .“. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 783
41 R PSR SN SR BN
11.40 11.60 11.80 12.00 12.20
5000{ 29 129 m/z 41.10 80.34%
87
101 115 143, 172
O e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12419: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- I RREEEEEES T
43 0 11.40 11.60 11.80 12.00 12.20
m/z 57.10 71.19%
129
5000
28
87 101
0'|""|""|"'7'6|""l"ll'z'l""l SEBU SRRV SREBY SR N LRI B SRS SO B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083487.D

Aca On : 4 Dec 2015 4:59

Operator : UM/I1Z

Sample : 64588-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.87 2.98 ng 159464 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Amvl Nitrite 117 C5H11NO2 000110-46-3 38
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 38
Abundance Scan 978 (12.865 min): BF083487.D (-975) (-) m/z 43.05 100.00%

73

5000

-

12.60 12.80 13.00 13.20
m/z 73.10 88.79%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

43 57 73

3

5000

29 12.60 12.80 13.00 13.20
m/z 57.10 76 .52%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 o S IRJLAA S m i o
57 12.60 12.80 13.00 13.20
5000 129 m/z 60.10 73.96%
29 185 228

87
101115 143157171 199,54

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56047: Dodecanoic acid e A
73 12.60 12.80 13.00 13.20
m/z 55.10 62.67%
43
51
5000
129
29 157 200
‘ ‘ T71011 ‘ 143 | 171
SIS N8 I Y S8 R [ oot s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12. 80 13. 00 13. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120315\
Data File : BF083487.D

Acq On : 4 Dec 2015 4:59

Operator : UM/1Z

Sample - G4588-03

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.64 12.4 ng 648008 1 6.52 1044400 20.0
2-Butenoic acid, ... 8.57 5.4 ng 341493 2 7.81 1260590 20.0
unknown10.83 10.83 2.3 ng 121597 4 11.09 1071730 20.0
Tridecanoic acid 11.79 3.0 ng 160413 4 11.09 1071730 20.0
Pentadecanoic acid 12.87 3.0 ng 159464 4 11.09 1071730 20.0
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