LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\

Data File : BF088219.D

Aca On : 21 Jun 2016 18:18 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3697-04 St
Misc i EB-GW-02

ALS Vial : 5 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-BF060716.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 1.644 4 5 14 rVB 175773 306814 8.31% 1.477%
2 1.758 14 15 70 rVB 1595423 3691387 100.00% 17.776%
3 2.730 97 100 107 rVB 172594 294050 7.97% 1.416%
4 3.370 153 156 164 rVB 28381 58244 1.58% 0.280%
5 4.787 277 280 286 rBV 79683 104543 2.83% 0.503%
6 5.244 318 320 329 rVB 591123 800331 21.68% 3.854%
7 6.307 411 413 418 rBV 328561 528976 14.33% 2.547%
8 6.422 420 423 425 rBV 1615422 1489298 40.35% 7.172%
9 6.650 441 443 446 rBV 515809 432727 11.72% 2.084%
10 6.730 448 450 454 rvVv 36623 42134 1.14% 0.203%
11 6.810 454 457 459 rvv 1371061 1570946 42.56% 7 .565%
12 7.062 476 479 485 rBV 33092 75609 2.05% 0.364%
13 7.222 490 493 495 rBVY 1270182 1247082 33.78% 6.005%
14 7.359 503 505 510 rBV 34824 58989 1.60% 0.284%

15 7.725 533 537 543 rBvV2 62275 122161 3.31% 0.588%

16 7.930 554 555 558 rvB 447458 568197 15.39% 2.736%

17 8.170 574 576 577 rBV 46430 43440 1.18% 0.209%
18 8.193 577 578 583 rVB 49431 63771 1.73% 0.307%
19 8.330 584 590 594 rBV 94745 172045 4.66% 0.828%
20 8.468 598 602 605 rBvV 25885 73223 1.98% 0.353%
21 8.570 608 611 617 rVB3 19372 44528 1.21% 0.214%
22 8.719 623 624 633 rVB3 26216 43714 1.18% 0.211%
23 8.890 635 639 642 rBvY 53594 89385 2.42% 0.430%
24 9.016 647 650 652 rVvB 2415206 2416815 65.47% 11.638%
25 9.416 683 685 687 rBvV 43465 37995 1.03% 0.183%
26 9.462 687 689 692 rvVv 33738 48406 1.31% 0.233%
27 9.519 692 694 702 rVB4 14053 37336 1.01% 0.180%
28 9.679 706 708 711 rVB 482092 660569 17.89% 3.181%
29 10.079 741 743 744 rBV 52719 48607 1.32% 0.234%
30 10.102 744 745 749 rVB2 52559 62183 1.68% 0.299%

31 10.479 775 778 780 rBV 1100705 1287503 34.88% 6.200%
32 11.165 836 838 840 rBV 791079 682194 18.48% 3.285%
33 11.736 886 888 890 rvB 166439 137001 3.71% 0.660%
34 12.754 974 977 979 rBV 1899468 2263924 61.33% 10.902%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 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-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.668 1053 1057 1061 rBV2 20719 44299 1.20% 0.213%

36 13.794 1065 1068 1072 rVB 669902 688513 18.65% 3.316%
37 15.165 1185 1188 1193 rBV 345463 428968 11.62% 2.066%

Sum of corrected areas: 20765907
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062116\

BF088219.D

21 Jun 2016 18:18

UM/SJ

H3697-04

5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3 Methyl Isobutyl Ketone Concentration Rank 5

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

2.73 13.59 ng 294050 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl Isobutvl Ketone 100 C6H120 000108-10-1 86
2 2-Hexanone 100 C6H120 000591-78-6 80
3 2-Hexanone. 4-hvdroxv-5-methvl-3... 172 C10H2002 061141-74-0 40
4 Acetvlacetone 100 C5H802 000123-54-6 35
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 28

Abundance Scan 100 (2.730 min): BF088219.D (-97) (-) m/z 43.05 100.00%
43
5000 58 \
85 e N REEEEEE R
| o &7 HI)O 240 260 2.80 3.00
Y S 1 - S AR RN A— 'Y 52 =Y 0 {0 B - e To 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3869: Methyl Isobutyl Ketone
43
5000 L L UL R I
%8 240 260 2.80 3.00
85 100 m/z 57.10 26.71%
29
LB T | s e
B AN IR SULI SULI SV SRR LI LI UL BRI L S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
240 260 280 3.00
5000 58 m/z 41.10 22.71%
29
o 51 71 85 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39608: 2-Hexanone, 4-hydroxy-5-methyl-3-propy!- B R Ry
43 240 2.60 2.80 3.00
m/z 85.10 19.73%
5000 58
27 72
o WJ 36| 50 | 65 | 8 100 493 135
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown4.79 Concentration Rank 7

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

4.79 4.83 ng 104543 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 280 (4.787 min): BF088219.D (-277) (-) m/z 43.00 100.00%
43
59
5000
101 N
4.40 4.60 4.80 500 5.20
83
0 o1 m/z 59.10 64.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA S SR SRR
440 4.60 4.80 500 5.20
59 m/z 101.10 25.75%
101
0"w"“|'“'|“'w"“?}“' “q?v"'E?“?}“‘”“"v"w"“ LA IARAE RARSS SARS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
- 440 460 480 500 520
5000 m/z 58.10 16.89%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R L,
59 440 4.60 4.80 500 5.20
m/z 41.10 9.40%
5000
43
0 L %P 8 o8 123 141 159
m/z--> 1'0 2'0 3'0 4'0 50 6|O 7'0 8|0 9'0 1(')0 11'0 150 13'0 14'10 1&'30 1('30 4.110 4.|60 4.80 5.60 5.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.42 Concentration Rank 3

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

6.42 68.83 ng 1489300 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 423 (6.422 min): BF088219.D (-420) (-) m/z 132.00 100.00%
32
5000 68
05 || e 100 e 650 650 Gh0 ko 6k
O R e e e i A e m/z 68.10 35.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R L AR
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.86%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 67 m/z 66.10 22.81%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁwﬁmﬁwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A ma s e R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 14 _.45%
5000
104
o 14 27 37 4451 58 % T 8597 | 115
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptanoic acid Concentration Rank 9

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

7.06 3.49 ng 75609 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 78
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 3-Methvl-hexanoic acid 130 C7H1402 1000365-65-4 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 42
5 3,4-Altrosan 162 C6H1005 1000129-76-4 42

Abundance Scan 479 (7.062 min): BF088219.D (-476) (-) m/z 60.00 100.00%
60
73
5000 a1
87
| | s9 I | 101 6.80 7.00 7.20 7.40
o s 1 | m/z 73.00 54_10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13414: Heptanoic acid
60
5000 73
41 6.80 7.00 7.20 7.40
87 m/z 41.10 40.93%
21 “ 4 101
SR N Lt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60
6.80 7.00 7.20 7.40
5000 o7 a1 73 m/z 43.05 37.98%
87
53 80 99
G R R R AR RS AR ARARS NARRS RARAN LRSS RSN SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13424: 3-Methyl-hexanoic acid I o
80 6.80 7.00 7.20 7.40
m/z 55.10 36.83%
43
5000
70 87
0 ‘ \ 54‘\\ \‘\ 101 115 129 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 9 Hexanoic acid, 2-ethyl- Concentration Rank 13

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

7.36 2.08 ng 58989 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 50
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
4 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 40
5 1,4-Dioxane 88 C4H802 000123-91-1 37

Abundance Scan 505 (7.359 min): BF088219.D (-503) (-) m/z 73.00 100.00%
7B
5000
41
101 R A UL R
m‘ d | I 7.00 7.20 7.40 7.60
o— vy m/z 88.00 81.33%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
R I 700 720 740 7.60
101 m/z 57.05 31.00%
oLaol Wl A a0
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
700 720 740 7.60
5000 m/z 41.05 29.63%
69
ob—d iy Ji | {109 136155173 214 242 272234313 355
m/z--> 50 100 150 200 250 300 350
Abundance #30204: Heptanoic acid, 2-ethyl- A
88 7.00 7.20 7.40 7.60
m/z 87.00 21.40%
5000
41
6
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octanoic acid Concentration Rank 8

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

7.72 4_.30 ng 122161 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 43
4 Heptanoic acid 130 C7H1402 000111-14-8 38
5 Pentanoic acid 102 C5H1002 000109-52-4 38

Abundance Scan 537 (7.725 min): BF088219.D (-533) (-) m/z 60.00 100.00%
60
73
5000 43
‘ 85 101 A
115 7.40 7.60 7.80 8.00
51
o..,....,....,....|i!:..,-.-..".l'...-.|i.!.'.,':'!L'.,...-.-,|..'..,.-.|..,:...,....,....,.. m/z 73.00 72.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20837: Octanoic acid
60
73
5000
43 7.40 7.60 7.80 8.00
29 85 101 15 m/z 43.10 39.92%
o S N R ‘....‘,.i..,ﬂ.‘.‘.,9.?..,‘....,..‘..,...1.23...,1.‘.“.‘.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
740 7.60 7.80 8.00
5000 7 41 73 m/z 41.10 35.68%
87
0 50 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8127: Pentanoic acid, 3-methyl- B Emma B B
60 7.40 7.60 7.80 8.00
m/z 55.05 31.71%
5000
41
29 87
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 12

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

8.19 2.24 ng 63771 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxv-1-methvy... 148 C7H1603 020324-32-7 72
2 2.4-Diethvl-6-methvl-1.3.5-trioxane 160 C8H1603 117888-04-7 56
3 2-Propanol. 1-Tl1l-methvl-2-(2-pro... 174 C9H1803 055956-25-7 50
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 45
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 43

Abundance Scan 578 (8.193 min): BF088219.D (-577) (-) m/z 59.10 100.00%
50
5000
45
‘ ‘ 108 7.80 8.00 8.20 8.40 8.60
73 83 115 : : : :
0 ...,....-,\N:..~.';..-.-.,-....,||:..~.,....,....,...., m/z 57.05  31.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23089: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
50
5000 RN A LA U
45 73 103 7.80 8.00 8.20 8.40 8.60
31 m/z 45.05 30.09%
oL “M “ J 89 “ 117 130
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 23.88%
45
31 103
oL 15 74 87 115 131 145 159
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]- R A B a B
509 7.80 8.00 8.20 8.40 8.60
m/z 103.10 17.86%
5000 41
103
31
oL 15 R 117 129 143 159 174
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 8.0 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Nonanoic acid Concentration Rank 6

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

8.33 6.06 ng 172045 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Octanoic acid 144 C8H1602 000124-07-2 59
3 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 53
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 Hexanoic acid 116 C6H1202 000142-62-1 43

Abundance Scan 590 (8.330 min): BF088219.D (-584) (-) m/z 60.00 100.00%
60
5000 41 j\\wﬂ\
g5 1° ERE VAN AR AR SR
\ \ 8.00 8.20 8.40 8.60
o e | m/z 73.00 93.03%
m/z--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid
60
41
5000 NS AR AR RARSE AR
8.00 8.20 8.40 8.60
‘ a7 115 m/z 57.10 65.26%
0 |15| “.‘ WIH“ u‘l‘\lh‘l n‘i\ .‘. — ?‘5|8| ——————
m/z--> 50 100 150 200 250 300 350
Abundance
60
'800 820 840 8.60
5000 a1 m/z 41.10 46 .45%
101
oL15 83 129
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #102674: Octanoic acid, silver(1+) salt A B
60 8.00 8.20 8.40 8.60
m/z 55.05 45 . 49%
127
5000
‘T WJ{/\WM
IR 0 0 0 S <IN 7 . .] N Do
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088219.D

Aca On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample : H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 13 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 10

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

8.89 2.71 ng 89385 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 59
2 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 56
3 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 47
4 Butanoic acid. decvl ester 228 C14H2802 005454-09-1 45
5 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15NO03 059906-54-6 43

Abundance Scan 639 (8.890 min): BF088219.D (-635) (-) m/z 71.10 100.00%
!
43
5000
98 ISR LRSS SR L
111 129 143 173 8.60 8.80 9.00 9.20
of m/z 43.05 71.54%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71
43
5000 LN UL UL R LR

8.60 8.80 9.00 9.20
56 m/z 56.10 32 .34%

27 83 o8 1 173
ob el I L 127 143 150 173185108 215 243
T T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
71
43 8.60 8.80 9.00 9.20
5000 m/z 83.10 32.26%
56
83
98111 143 173
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20963: Butanoic acid, 2-methylpropy! ester PP T ARG
mn 8.60 8.80 9.00 9.20
m/z 55.05 24 .32%
5000
89
0 H “ Il ‘101114 129
,,,,,,,, AR A RAS RREE e RARE R
m/z--> 80 100 120 140 160 180 200 220 240 8.60 8.80 900 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062116\
Data File : BF088219.D

Acq On : 21 Jun 2016 18:18

Operator : UM/SJ

Sample - H3697-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Methyl Isobutyl K... 2.73 13.6 ng 294050 1 6.65 432727 20.0
unknown4 .79 4.79 4.8 ng 104543 1 6.65 432727 20.0
unknown6 .42 6.42 68.8 ng 1489300 1 6.65 432727 20.0
Heptanoic acid 7.06 3.5 ng 75609 1 6.65 432727 20.0
Hexanoic acid, 2-... 7.36 2.1 ng 58989 2 7.93 568197 20.0
Octanoic acid 7.72 4.3 ng 122161 2 7.93 568197 20.0
2-Propanol, 1-(2-... 8.19 2.2 ng 63771 2 7.93 568197 20.0
Nonanoic acid 8.33 6.1 ng 172045 2 7.93 568197 20.0
2,2,4-Trimethyl-1_._. 8.89 2.7 ng 89385 3 9.68 660569 20.0
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