LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample = 14420-13

Misc :

ALS Vial : 14 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-BF072517.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 4.634 464 467 480 rBV 178666 273000 10.79% 1.174%
2 5.092 540 545 561 rBY 2278056 2529807 100.00% 10.881%
3 5.734 650 654 660 rBV 55297 61234 2.42% 0.263%
4 5.792 660 664 671 rBV 60249 69154 2.73% 0.297%
5 5.934 680 688 693 rBV 29163 43629 1.72% 0.188%
6 5.998 697 699 702 rVvv2 48750 48625 1.92% 0.209%
7 6.028 702 704 711 rVB 60884 65040 2.57% 0.280%
8 6.086 711 714 717 rBV 46607 45120 1.78% 0.194%
9 6.151 720 725 735 rBV 2226173 2461193 97.29% 10.586%
10 6.263 740 744 747 rVV 2469094 2332433 92.20% 10.033%

11 6.339 754 757 762 rVB 303169 277830 10.98% 1.195%
12 6.445 768 775 778 rBV5 25200 52005 2.06% 0.224%
13 6.486 778 782 786 rvV 786640 699043 27.63% 3.007%
14 6.522 786 788 791 rVB 265937 194374 7.68% 0.836%

15 6.563 791 795 799 rBV3 33042 47421 1.87% 0.204%
16 6.645 803 809 814 rBV 1860204 1774096 70.13% 7.631%
17 6.786 830 833 836 rvB 85114 81702 3.23% 0.351%
18 6.816 836 838 841 rVvB 76276 57052 2.26% 0.245%

19 6.851 841 844 847 rBV 132741 120795 4.77% 0.520%
20 6.898 847 852 857 rvVB 88464 115292 4_56% 0.496%

21 7.022 868 873 874 rBv4 30879 38483 1.52% 0.166%
22 7.057 874 879 882 rvVV 1636197 1566294 61.91% 6.737%
23 7.110 885 888 891 rvv 634867 530483 20.97% 2.282%

24 7.145 892 894 899 rVvB3 40061 51476 2.03% 0.221%
25 7.192 899 902 904 rBV2 33357 40942 1.62% 0.176%
26 7.222 904 907 911 rvVB2 63783 73767 2.92% 0.317%
27 7.292 917 919 925 rVB 99409 98884 3.91% 0.425%
28 7.345 925 928 934 rVB4 20214 31673 1.25% 0.136%
29 7.410 934 939 943 rBv4 41495 65502 2.59% 0.282%
30 7.481 946 951 954 rBV2 58473 75390 2.98% 0.324%
31 7.510 954 956 959 rVvB 42129 32909 1.30% 0.142%
32 7.545 959 962 966 rVB 84958 76778 3.03% 0.330%
33 7.592 966 970 972 rBV 43740 40292 1.59% 0.173%

34 7.769 996 1000 1004 rBV 1098051 1051726 41.57% 4.524%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample = 14420-13

Misc :

ALS Vial : 14 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-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 7.857 1012 1015 1018 rVB 71065 54413 2.15% 0.234%
36 8.216 1072 1076 1085 rVB 23606 26939 1.06% 0.116%

37 8.851 1179 1184 1187 rBV 2540189 2370251 93.69% 10.195%
38 9.245 1248 1251 1256 rBV 216569 172377 6.81% 0.741%
39 9.516 1292 1297 1304 rVB 864424 765374 30.25% 3.292%

40 9.969 1371 1374 1377 rVB 43448 34368 1.36% 0.148%
41 10.186 1405 1411 1414 rBV2 19179 28027 1.11% 0.121%
42 10.298 1427 1430 1439 rBV 1032848 1018225 40.25% 4 _380%
43 10.439 1450 1454 1460 rBV 62082 66379 2.62% 0.286%
44 10.886 1521 1530 1533 rBV2 26529 28523 1.13% 0.123%
45 10.986 1544 1547 1551 rBV 659416 583705 23.07% 2.511%
46 11.545 1639 1642 1645 rBVY 57413 53543 2.12% 0.230%
47 12.327 1772 1775 1780 rBV2 40767 42545 1.68% 0.183%

48 12.574 1812 1817 1820 rBV 1560616 1460566 57.73% 6.282%
49 13.486 1968 1972 1977 rBV 91122 119298 4.72% 0.513%
50 13.610 1989 1993 1997 rBV 621448 585630 23.15% 2.519%

51 14.115 2076 2079 2083 rBV5 20050 27844 1.10% 0.120%
52 14.962 2218 2223 2227 rBvV 438273 492933 19.49% 2.120%
53 15.809 2364 2367 2373 rBv7 27417 75094 2.97% 0.323%
54 17.433 2642 2643 2646 rBV3 24706 32890 1.30% 0.141%
55 17.956 2729 2732 2733 rBV3 25061 26161 1.03% 0.113%
56 18.339 2795 2797 2800 rBV3 26717 28926 1.14% 0.124%
57 18.721 2858 2862 2863 rBVv4 24621 31283 1.24% 0.135%
Sum of corrected areas: 23248738
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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\BFO072817\

BF097154.D

28 Jul 2017 15:06

SJ/Ju

14420-13

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.63 7.81 ng 273000 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 466 (4.628 min): BF097154.D (-464) (-) m/z 43.00 100.00%
43.0
5000 59.0
| es0 oM 420 440 4.60 480 500
SMEEEEEERNRMRRECA N V'SR Y 4§ SRSt HE m/z 59.00 48.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 420 440 460 480 500
0
150 a0 1010 m/z 58.00 14.41%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 480 500
5000 m/z 101.10 12.72%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol e
59.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.42%
5000 310 73.0
| ‘ L N 84.0 101.0
m/z--> 10 20 3'0 40 50 6|O 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.26 Concentration Rank 1

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

6.26 66.73 ng 2332430 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 743 (6.257 min): BF097154.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
90 5o | 9%.1 Tebo 620 640 650
et it J8L L age0 W m/z 68.10  41.88%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U S UL I
6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.22%
'“'V'M\J'wl“'w'J|“?%q“'w'“|“'w'“'w'“|““l“'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 620 640 6.60
5000 67.0 m/z 66.00 27.17%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14144: 5-Fluoro-2-chloropyrimidine e  ma e e
132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.70%
5000
33.0 44.0 00 105.0
0% a0 | | uso
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library
TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BFO072817\
BF097154.D

28 Jul 2017 15:06

SJ/JU

14420-13

14 Sample Multiplier: 1

d : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 Decane Concentration Rank 4

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

6.34 7.95 ng 277830 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 83
2 Nonane 128 C9H20 000111-84-2 83
3 Nonane. 2-methvl- 142 C10H22 000871-83-0 80
4 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 72
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 64

Abundance Scan 757 (6.339 min): BF097154.D (-754) (-) m/z 43.10 100.00%
431 57.0
5000
71.0
| &l 6.00 6.20 6.40 6.60
98.1 : : :
..,....,....,....',!...,..|.|.,....'I....,....,....,...1.}.2.?.,1.2}‘?.1,...?‘,‘.2..2.,. m/z 57.05 96.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19158: Decane
43.0 57.0
5000
71.0 6.00 6.20 6.40 6.60
29.0 85.0 m/z 41.10 43 .58%
15.0 \‘ {1 “ ‘\ 99.0 113.0 142.0
s 1o 2% 30 b 55 60 30 8 95 100 130 130 130 140
Abundance
43.0
57.0
6.00 6.20 6.40 6.60
5000 m/z 71.05 27 .05%
29.0 71.0 850
15.0 99.0 128.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19164: Nonane, 2-methyl-
430 579 6.00 6.20 6.40 6.60
m/z 56.10 19.19%
5000
29.0 71.0
85.0 9g0
H UL L ‘ \ | 1130 1270 1420
m/z--> 15 25 §o 45 55 éo fo 8b gb 160 110 150 1§o 150 ' 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexane, 1-(hexyloxy)-5-methyl- Concentration Rank 10

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

6.79 2.34 ng 81702 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 1-(Chexvloxv)-5-methvl- 200 C13H280 074421-19-5 56
2 Heptane. 2.3.5-trimethvl- 142 C10H22 020278-85-7 53
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 50
4 Hexadecane 226 C16H34 000544-76-3 50
5 Heptane, 4-ethyl- 128 C9H20 002216-32-2 42

Abundance Scan 834 (6.792 min): BF097154.D (-830) (-) m/z 57.05 100.00%
57.0

43.1

5000 L\J
85.1

%8.1 6.40 6.60 6.80 7.00 7.20

125.1
..,....,....,|!...,..!.,....,....,..'..,....|',....,....,.... e — m/z 43.10 66.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #61362: Hexane, 1-(hexyloxy)-5-methyl-
43.0 57.0 LA/
5000

85.0 6.40 6.60 6.80 7.00 7.20

70.0 0
29.0 ‘ ‘ 97.0 m/z 85.10 22 .52%
N \ H 115.0 129.0 157.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 41.00 17.57%
43.0
29.0 71.0
850 %80 1139 142.0
mmmmwwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38334: Undecane, 6-methyl- L o
57.0 6.40 6.60 6.80 7.00 7.20
m/z 98.10 14 .40%
5000
43.0
29.0 71.0 98.0
l g, ‘3” 850 | 113.0126.0 141.0 155.0 170.0 -
T e e e e e e e e e T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.40 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decane, 2,9-dimethyl- Concentration Rank 7

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

6.85 3.46 ng 120795 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 78
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 64
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 64

Abundance Scan 844 (6.851 min): BF097154.D (-841) (-) m/z 43.05 100.00%
43.0
e s o
112.1 6.60 6.80 7.00 7.20
...,....',| ..-“-,.."..,-..9..?....,...1.41.2... | M/Z 57.05  97.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38340: Decane, 2,9-dimethyl-
43.0
5000
.0 6.60 6.80 7.00 7.20
m/z 71.10 45_.92%
260 | | | ‘ 99.0 127.0 1550
m/z--> 20 Jo éo 80 160 150 140 160 180 200 220
Abundance
57.0
6.60 6.80 7.00 7.20
5000 m/z 41.05 45_69%
85.0
29.0
113.0 141 0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane R man ettt
57.0 6.60 6.80 7.00 7.20
m/z 85.05 25_45%
5000
85.0
29.0
! “ L4 w 120 w0 1810 L—¢AA4%A¥¥¥¥A£¥+fPJL¥##A#
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Decane, 3-methyl- Concentration Rank 8

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

6.90 3.30 ng 115292 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 78
2 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 64
3 Undecane. 3.4-dimethvl- 184 C13H28 017312-78-6 59
4 Dodecane. 2.5-dimethvl- 198 C14H30 056292-65-0 59
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 53

Abundance Scan 852 (6.898 min): BF097154.D (-847) (-) m/z 57.05 100.00%
57.0
43.0
71.1
5000 85.0
‘ 98.1 126.1 6.60 6.80 7.00 7.20
SN S Mt m/z 43.05 63.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28436: Decane, 3-methyl-
57.0
43.0
71.0
5000
29.0 85.0 6.60 6.80 7.00 7.20

m/z 71.10 48 .49%

127.0
\‘ ] Il 98.0 1120 ~' 140.0 156.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 570
6.60 6.80 7.00 7.20
5000 71.0 m/z 41.00 38.89%
85.0
29.0
99.0 1130 127.0 155.0
mmﬁmmwwmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #48857: Undecane, 3,4-dimethyl- T T e
43.0 57.0 6.60 6.80 7.00 7.20
71.0 m/z 85.05 37 .45%
85.0
5000
29.0 126.0
97.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane Concentration Rank 3

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

7.11 15.18 ng 530483 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Tridecane 184 C13H28 000629-50-5 78
4 Tetradecane 198 C14H30 000629-59-4 78
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 64

Abundance Scan 888 (7.110 min): BF097154.D (-885) (-) m/z 57.05 100.00%
57.0
5000
85.1
39 6.80 7.00 7.20 7.40
,..-'..,:|...-~,.1.1.3.1.... A2 e m/z 43.05 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28421: Undecane
57.0
5000
850 6.80 7.00 7.20 7.40
20.0 : m/z 41.10 37.80%
“ ‘ \‘ \‘ 1l 1130 1560
miz--> "'z"""""e'o""s'o"'ic')d"izc')"iié"ieé"isé"ééd"ééé'"
Abundance
57.0
'6.80 7.00 7.20 7.40
5000 m/z 71.05 35.19%
85.0
29.0
1130 1410 169.0 197.0 226.0
m/z--> 25 Jo éo éo 160 120 140 1&0 180 260 250
Abundance #48831: Tridecane
57.0 6.80 7.00 7.20 7.40
m/z 85.10 20.41%
5000
29.0 85.0
“ i “ . 1130 1410 1840
m/z--> 5 ' éo éo 160 120 140 160 180 260 250 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.44 2.27 ng 66379 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 1454 (10.439 min): BF097154.D (-1450) (-) m/z 57.05 100.00%

57.0

- m
85.1

113.0140 1 10,20 10,40 10.60 10.80

,,I,",|',,, S SR m/z 43.00 63.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #83025: Hexadecane }\AW\MJ
T w

5000 B R A A
10.20 10.40 10.60 10.80

29.0 8.0 m/z 71.10 42 .38%
“m‘wﬂwmmm%mmnm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0

10.20 10.40 10.60 10.80
5000 85.0 m/z 41.10 31.11%

23.0 113.0
"~ 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

B N B R L R R R R RN LR R R R L na na]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #117637: Nonadecane B s B
57.0 10.20 10.40 10.60 10.80
m/z 85.10 25.38%
85.0
5000
29.0
‘ oy ,\1130141016901970 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.07 ng 119298 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 11-Tricosene 322 C23H46 052078-56-5 83
3 Carbonic acid. heptadecvl isobut... 356 C22H4403 1000314-61-4 72
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 64
5 1,2-0Octadecanediol 286 C18H3802 020294-76-2 64

Abundance Scan 1973 (13.492 min): BF097154.D (-1968) (-) m/z 57.05 100.00%

5000

1521 1931 281.2 13.20 13.40 13.60 13.80
m/z 55.05 75.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

13.I20 13.I40 13.I60 13.I80
m/z 43.00 67.78%

5000

196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
e
13.20 13.40 13.60 13.80
5000 83.0 m/z 83.05 58.12%
111.0

140.0 168.0 196.0 224.0  266.0 294.0 322.0

WTWWWW—WWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #188249: Carbonic acid, heptadecy! isobuty! ester I EAmEmEEE RS
.0 13.20 13.40 13.60 13.80

m/z 97.05 57.81%

5000

111.0
139.0 1680  210.0 239.0

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097154.D

Aca On 28 Jul 2017 15:06

Operator : SJ/JU

Sample : 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl15.81 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.05 ng 75094 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 000473-19-8 22
2 2.6-Dimethvl-9-(1-methvlethvl)-1... 224 C15H280 038601-98-8 16
3 2.3-Dimethvl-8-oxo-non-2-enal 182 C11H1802 1000186-82-6 16
4 4-1sobenzofuranol. octahvdro-3a.... 170 C10H1802 054382-58-0 14
5 Cyclohexaneacetic acid, 3-oxo-, ... 170 C9H1403 002808-12-0 14
Abundance Scan 2367 (15.809 min): BF097154.D (-2364) (-) m/z 131.05 100.00%

55.0 97.1 1311

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #16973: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95.0

1811 265.1

5000 211.1 2399 307.1

15.40 15.60 15.80 16.00 16.20
m/z 97.10 99.33%

67.0

5000 410 L L B
15.40 15.60 15.80 16.00 16.20

m/z 55.00 86.77%

123.0

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

41.0
69.0 e
15.40 15.60 15.80 16.00 16.20

m/ 95.00 80.25%
5000 950 1400 1810 z 1

224.0

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

Abundance #46981: 2,3-Dimethyl-8-oxo-non-2-enal A B o
109.0 15.40 15.60 15.80 16.00 16.20
430 m/z 109.10  79.77%
5000
81.0
‘ ‘ 182.0
S AT P O R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 40 15. 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
Data File : BF097154.D

Acq On 28 Jul 2017 15:06

Operator : SJ/JU

Sample - 14420-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
Quant Title : 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]
2-Pentanone, 4-hy... 4.63 7.8 ng 273000 1 6.49 699043 20.0
unknown6 .26 6.26 66.7 ng 2332430 1 6.49 699043 20.0
Decane 6.34 8.0 ng 277830 1 6.49 699043 20.0
Hexane, 1-(hexylo... 6.79 2.3 ng 81702 1 6.49 699043 20.0
Decane, 2,9-dimet... 6.85 3.5 ng 120795 1 6.49 699043 20.0
Decane, 3-methyl- 6.90 3.3 ng 115292 1 6.49 699043 20.0
Undecane 7.11 15.2 ng 530483 1 6.49 699043 20.0
Hexadecane 10.44 2.3 ng 66379 4 10.99 583705 20.0
Trichloroacetic a... 13.49 4.1 ng 119298 5 13.61 585630 20.0
unknown15.81 15.81 3.0 ng 75094 6 14.96 492933 20.0
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