LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 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-BF071317.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 4.663 468 472 482 rBV 208851 306613 10.80% 1.263%
2 5.122 545 550 563 rBY 2533940 2743200 96.58% 11.297%
3 6.181 725 730 744 rBV 2623172 2840276 100.00% 11.696%
4 6.293 744 749 752 rBVY 2744922 2634783 92.77% 10.850%
5 6.516 783 787 791 rBV 944271 810230 28.53% 3.337%
6 6.669 809 813 817 rBVY 2024728 2019913 71.12% 8.318%
7 7.081 878 883 886 rBY 1754378 1720787 60.59% 7.086%
8 7.798 1001 1005 1008 rBV 1266420 1040795 36.64% 4.286%
9 8.875 1183 1188 1192 rBV 2645988 2532091 89.15% 10.427%
10 9.269 1252 1255 1259 rBV 211653 186882 6.58% 0.770%
11 9.545 1297 1302 1305 rBV 904321 876601 30.86% 3.610%
12 9.998 1376 1379 1382 rVB 58347 48129 1.69% 0.198%
13 10.216 1412 1416 1419 rBvV2 23800 29741 1.05% 0.122%
14 10.328 1431 1435 1439 rBVY 1218057 1117698 39.35% 4.603%
15 10.469 1456 1459 1465 rBvV 78181 89159 3.14% 0.367%
16 10.916 1526 1535 1537 rBvV3 40683 51192 1.80% 0.211%
17 11.016 1546 1552 1555 rBvV 827635 696488 24.52% 2.868%
18 11.533 1637 1640 1644 rBvV 71906 72660 2.56% 0.299%
19 11.575 1644 1647 1654 rVV2 226385 216258 7.61% 0.891%
20 12.222 1754 1757 1762 rBV 68733 66681 2.35% 0.275%
21 12.357 1777 1780 1786 rBV6 34770 49401 1.74% 0.203%

22 12.445 1791 1795 1801 rVvVv 114296 114456 4._.03% 0.471%
23 12.604 1817 1822 1825 rBV 1721374 1663893 58.58% 6.852%

24 12.780 1849 1852 1856 rBV5 25423 34663 1.22% 0.143%
25 13.063 1898 1900 1906 rVB2 48594 79083 2.78% 0.326%
26 13.151 1912 1915 1917 rBV 29715 30507 1.07% 0.126%

27 13.516 1974 1977 1984 rVB 167392 205837 7.25% 0.848%
28 13.639 1994 1998 2002 rBV 710529 737252 25.96% 3.036%
29 14.145 2081 2084 2091 rBV 131487 205959 7.25% 0.848%
30 14.433 2131 2133 2136 rBV2 70355 75275 2.65% 0.310%

31 14.727 2180 2183 2185 rBV 151130 165564 5.83% 0.682%

32 14.998 2225 2229 2235 rBV 481256 587167 20.67% 2.418%
33 15.415 2297 2300 2304 rBV 196951 233912 8.24% 0.963%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 24283146
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097013.D
5.12
2500000

6.67
2000000
7.08

1500000

1000000 6.52

500000

4.66

L |

o~ e L e —

T
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
Abundance TIC: BF097013.D
8,87

2500000

2000000
12.60

1500000
(.80 10.33

1000000 9.55 11.02

500000 13.52

9.27 1157 45 13106
10.47 11.53 12.32. 12.78 15
10.0010.2 ol 10.9

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF097013.D

2500000

2000000

1500000

10000004.64 15.00

15.42
14.14 14.43

500000

o T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.66 7.57 ng 306613 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 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 12
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 471 (4.657 min): BF097013.D (-468) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 AR Ak Eon
440 4.60 4.80 5.00
e 200 L 830 | Tw/z 59.00 52.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L I R
59.0 440 460 480 5.00
m/z 101.10 13.93%
e 880 w0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 58.00 13.59%
410 101.0
15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R L ams o
43.0 440 4.60 4.80 5.00
m/z 41.10 9.01%
5000 57.0
29.0
101.0
"|”"|“"|“"|”"|“"|“"|”Zq?“"|“"w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 unknown6.29 Concentration Rank 1

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

6.29 65.04 ng 2634780 1,4-Dichlorobenzene-d4 6.52
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 749 (6.293 min): BF097013.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 P SNERE SRR AR AL
401 540 | 6.00 6.20 6.40 6.60
bbbl 78011060 W Th77 68.10  39.46%
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 N
5000 RS AR L
6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.84%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
600 620 6.40 6.60
5000 67.0 m/z 66.00 25.38%
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
Abundance #14144: 5-Fluoro-2-chloropyrimidine R s
132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.14%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8|0 9 100 110 12'0 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 4 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.47 2.56 ng 89159 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 64
4 Eicosane 282 C20H42 000112-95-8 64
5 Heptacosane 380 C27H56 000593-49-7 59
Abundance Scan 1459 (10.469 min): BF097013.D (-1456) (-) m/z 57.10 100.00%
57.1
5000
85.0
131, 71020 1040 1060 1080
. m/z 43.10 73.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
5000 LI UL UL UL UL
85.0 1020 1040 10.60 10.80
29.0 m/z 71.10 50.06%
| ‘ | 180 1410 1690 1970 2250 2530 2960
m/z--> 25 4b eb éo 160 150 110 160 180 200 220 240 260 2§o 300
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.05 33.67%
85.0
29.0
113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57.0 10.20 10.40 10.60 10.80

m/z 41.00 31.07%

5000
85.0
29.0
‘ 113.0 141.0

‘ | lily A 184 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 cis-9-Hexadecenoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.09 ng 72660 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 87
2 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 87
3 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 87
4 7Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 80
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 80
Abundance Scan 1639 (11.528 min): BF097013.D (-1637) (-) m/z 55.00 100.00%
58.0
83.0 e
110.1 137.0 198.2 1120 11140 11.60 11.80
m/z 69.05 61.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105678: cis-9-Hexadecenoic acid
55.0
5000 83.0 LN SULRULE UL B IS
nmnmnmnm
m/z 41.10 51.87%
=00 1 H\ |10 30 ses0 10a0 2360
|||||‘|‘||‘I‘|‘||‘ ‘ “ [ [l H\ ‘HH ‘H\ IMIH\III\I 16|5|(|)| —r |2|1|3|0|” .|.2.5.5.|0.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
11.20 11.40 11.60 11.80
5000 m/z 43.00 38.18%
83.0
110 1380 1650 1020 236.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #93925: Oxacyclotetradecane-2,11-dione, 13-methyl- L B
55.0 11.20 11.40 11.60 11.80
m/z 42.10 27.02%
5000 599 83.0
BN
A ,\i,,,‘\ Al Al 38010801000 2220000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.57 6.21 ng 216258 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1646 (11.569 min): BF097013.D (-1644) (-) m/z 43.10 100.00%
41 730
5000
129.1 irrrd S e e
9r.1 1572 1851 2132 o560 11.20 11.40 11.60 11.80
. m/z 60.00 83.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN SRR I DML BN
umumnmum
256.0 m/z 73.00 81.79%

83.0
157.0 1850 213.0 .
4 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730

11. 20 11.40 11. 60 11.80

5000 129.0 m/z 57.00 77.74%
171.0
97.0
5o 1520 214.0
AR L L e A BARAAREREE LSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 11.20 11.40 11.60 11.80

m/z 55.10 74 .34%

5000 129.0

15.0 L_“u'
B e o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl3.06 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.06 2.15 ng 79083 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-5-naphthoic acid 202 C12H1003 007498-58-0 41
2 1-Naphthalenecarboxvlic acid. 2-... 202 C12H1003 000947-62-6 38
3 I1.2.51-0Oxadiazolol3.4-alcinnoli... 202 C10H10N40 1000260-59-4 22
4 4-Carbamovl-3-methoxvauinoline 202 C11H10N202 020844-05-7 14
5 BH-[1]Pyrindine-4-carboxylic aci... 247 C12H13N303 1000302-65-0 14
Abundance Scan 1900 (13.063 min): BF097013.D (-1898) (-) m/z 202.10 100.00%
20p.1

5000

12.80 13.00 13.20 13.40
m/z 199.10 65.95%

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

Abundance #62539: 3-Methoxy-5-naphthoic acid
202.0
5000
12.80 13.00 13.20 13.40
159.0 m/z 213.10 56.90%
450 770 10301570 ‘\ |
A B aE B o e e N RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
202.0
12.80 13.00 13.20 13.40
5000 m/z 159.10 53.13%
114.0 143.0
490 770
170.0
mﬁﬁmﬁﬁmﬁwﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J
Abundance #62200: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8-... e B B R
202.0 12.80 13.00 13.20 13.40
m/z 284.20 46.62%
30.0
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 13-Tetradecen-1-ol acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.52 5.58 ng 205837 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 1978 (13.522 min): BF097013.D (-1974) (-) m/z 57.10 100.00%
57.1
5000 /\_V\__IJ'J\M‘M
126.0 mm 250 1 13.20 13.40 13.60 13.80
. h '-H gy 22AA0 8L Tm/z 43.00 80.22%
m/z--> 50 150 200 250 300 350
Abundance #105686. 13-Tetradecen-1-ol acetate
43.0
5000 U DR SR DU
anmnmnm
250 m/z 55.10 65.66%
! \H 1 m_ "Cisa0_ssnomomsio
m/z--> 150 200 250 360 3éo
Abundance
57.0
97.0 13.20 1340 13.60 13.80
5000 m/z 69.10 56.53%
27,0 1260 1680 2100 2520 297.0 3480 MwmmjwwwAM$JLMNNMJWMwaW
m/z--> 55 160 1éo 200 250 360 3éo '
Abundance #215904: Octacosanol e A REEEEEasS
57.0 13.20 13.40 13.60 13.80
m/z 97.10 49 _72%
N } W\J\M\‘Ww\/—/\/
27,0]| | ‘l ‘ J‘ A J J\l ) 1181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> % 1é 2& 2% 3& 3% ' anmwmnm'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Oxalic acid, isobutyl penta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.15 5.59 ng 205959 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
2 1-Docosene 308 C22H44 001599-67-3 89
3 1-Eicosene 280 C20H40 003452-07-1 89
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 89
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 83
Abundance Scan 2085 (14.151 min): BF097013.D (-2081) (-) m/z 57.10 100.00%
57.1
5000 97.1 M
39.2 183.1 240.1 284.2 13 80 14. 00 14 20 14. 40
335.2 370.1 410.3 77 55 10 8> 80
m/z--> 50 100 150 200 250 300 350 400
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57.0
5000 SRR SRR B B
13.80 14.00 14.20 14.40
970 m/z 43.10 76 .53%
26‘10\\\ J \\H \N \\‘H [ 148.0182.0 25\50
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0
13.80 14.00 14.20 14.40
5000 m/z 71.10 53.16%
308.0
139.0
26.0 181.0 223.0 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #127767: 1-Eicosene B B .
43.0 13.80 14.00 14.20 14.40
83.0 m/z 83.05 49_14%
5000
.l 25.0 280.0
,,HH mJ h167°l209024oo,,_Im.l.ml.l N
m/z--> 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14 .43 2.56 ng 75275 Perylene-d12 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 60
3 Heptadecane 240 C17H36 000629-78-7 49
4 Heneicosane 296 C21H44 000629-94-7 49
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 49
Abundance Scan 2132 (14.427 min): BF097013.D (-2131) (-) m/z 71.10 100.00%
71.1
267.2
5000 . .
. ' "' 1420 14.40 14.60 14.80
4 m/z 57.10 98.67%
m/z--> 0 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
5000 L B LR B B
mmmmmmmm
99.0 m/z 267.20 59.75%
27r°¢ h |4y | 1410 1830 2260
m/z--> 0 100 1%0 200 250 300 3%0
Abundance
57.0
"' 1420 14.40 14.60 14.80
5000 m/z 56.05 46.57%
99.0 253.0
27.0 141. 0 ]_83 0 296.0
mz-> 0 50 100 150 200 250 300 350
Abundance #94346: Heptadecane LI L L B B BB
57.0 14.20 14.40 14.60 14.80
m/z 110.15 44 .91%
5000
99.0
mz> 0 50 100' B iéo' T A He we " 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.73 5.64 ng 165564 Perylene-d12 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexacosane 366 C26H54 000630-01-3 89
3 Pentadecane. 3-methvl- 226 C16H34 002882-96-4 83
4 Eilcosane 282 C20H42 000112-95-8 83
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 83
Abundance Scan 2183 (14.727 min): BF097013.D (-2180) (-) m/z 57.10 100.00%
57.1
5000 ,V*ijh‘dﬂjkwﬂ\vWﬂv,vJ\VMmf
lgg'o 1561 2031 2521 2952 339.3373.1 426.4 14.40 1460 14.80 1500
b b 0 (2031 P 205.2 33933731 4264 n/z 43.10 57.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202660: Heptacosane
57.0
5000 AU IS L IR
14.40 14.60 14.80 15.00
‘ 99.0 m/z 71.10  47.88%
1410 380.0
150 | || 1| 110 1830 2250 2670 3090 FHO
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
1440 1460 14.80 15.00
5000 m/z 85.10 38.04%
99.0
141.0 183.0 225.0 267.0 309.0 060 ﬁﬂwhkaVAﬂthNwvawjthf
mz-> 50 100 150 200 250 300 350 400
Abundance #83037: Pentadecane, 3-methyl- R a R mamEE L
57.0 14.40 14.60 14.80 15.00
m/z 55.10 15.51%
5000
| ] o0
miz--> ""so""loo' 150 200 250 300 350 400 1440 14.:60 14.:80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097013.D

Aca On : 25 Jul 2017 4:12

Operator : SJ/JU

Sample : 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tricosane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.42 7.97 ng 233912 Perylene-di12 15.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 83
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 2301 (15.421 min): BF097013.D (-2297) (-) m/z 57.10 100.00%
57.1
[JJ%1“M1%12%MM13mM%2wn 1620 15.40 1560 1580
0....,.hnanhif,nn..,.... P A e e e T m/z 43.10 55.68%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 LI SR BULILIL SUBUL IR
1520 15.40 15.60 15.80
m/z 71.10 51.60%
250 | | ‘gﬂ 0‘ 141.0 183.0 225.0 267.0 323.0  380.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43.0
' 15.20 15.40 15.60 15.80
5000 m/z 85.10 43.61%
85.0
127.0 169.0 211.0 253 0 2950 5359
mz-> 0 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl- RS EmmEs o L
43.0 15.20 15.40 15.60 15.80
m/z 55.00 21.85%
5000
} 85.0
,J.-. LA IS ae00 D0 ess0
mz-> 0 50 100 150 200 250 300 350 400 1520 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF072417\
Data File : BF097013.D

Acq On = 25 Jul 2017 4:12

Operator : SJ/JU

Sample - 14360-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
2-Pentanone, 4-hy... 4 .66 7.6 ng 306613 1 6.52 810230 20.0
unknown6 .29 6.29 65.0 ng 2634780 1 6.52 810230 20.0
Heneicosane 10.47 2.6 ng 89159 4 11.02 696488 20.0
cis-9-Hexadecenoi... 11.53 2.1 ng 72660 4 11.02 696488 20.0
n-Hexadecanoic acid 11.57 6.2 ng 216258 4 11.02 696488 20.0
unknown13.06 13.06 2.1 ng 79083 5 13.64 737252 20.0
13-Tetradecen-1-o0... 13.52 5.6 ng 205837 5 13.64 737252 20.0
Oxalic acid, isob... 14.15 5.6 ng 205959 5 13.64 737252 20.0
Hexadecane 14.43 2.6 ng 75275 6 15.00 587167 20.0
Heptacosane 14.73 5.6 ng 165564 6 15.00 587167 20.0
Tricosane, 2-methyl- 15.42 8.0 ng 233912 6 15.00 587167 20.0
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