LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample = 15418-01

Misc :

ALS Vial : 3 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-BF092317.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 2.234 21 25 41 rVB 106442 185455 4.91% 0.532%
2 5.151 516 521 530 rVB 559864 748406 19.82% 2.146%
3 5.539 582 587 590 rBY 3178306 3464275 91.75% 9.933%
4 6.545 752 758 762 rVB 3076870 3501644 92.74% 10.041%
5 6.686 777 782 785 rBVY 3602543 3509783 92.96% 10.064%
6 6.916 817 821 824 rBV 1148246 913711 24.20% 2.620%
7 7.075 843 848 851 rBVY 2849403 2627280 69.58% 7.533%
8 7.481 911 917 919 rBVY 2107853 2249506 59.58% 6.450%
9 7.551 925 929 932 rVB 46727 41203 1.09% 0.118%
10 8.198 1035 1039 1042 rBV 1451467 1242280 32.90% 3.562%

11 9.275 1216 1222 1225 rBV 3682514 3775763 100.00% 10.827%
12 9.663 1283 1288 1291 rBV 543297 466661 12.36% 1.338%
13 9.951 1333 1337 1341 rBV 1464807 1350737 35.77% 3.873%

14 10.139 1365 1369 1372 rBV 43761 47726 1.26% 0.137%
15 10.374 1406 1409 1411 rVB 67125 51604 1.37% 0.148%
16 10.745 1464 1472 1475 rBV 2145933 2215481 58.68% 6.353%
17 10.845 1486 1489 1499 rBV 80422 81480 2.16% 0.234%
18 11.086 1526 1530 1535 rVB4 29871 44140 1.17% 0.127%

19 11.439 1586 1590 1593 rBV 1554797 1342242 35.55% 3.849%
20 11.698 1622 1634 1635 rBV6 42053 108505 2.87% 0.311%

21 11.716 1635 1637 1649 rVB2 54894 112698 2.98% 0.323%
22 11.951 1672 1677 1686 rBV 376333 452686 11.99% 1.298%

23 12.339 1734 1743 1750 rBV6 21440 66567 1.76% 0.191%
24 12.463 1756 1764 1771 rVB2 42268 105778 2.80% 0.303%
25 12.651 1792 1796 1801 rBV 44739 64169 1.70% 0.184%

26 12.739 1806 1811 1823 rVV 219094 251405 6.66% 0.721%
27 13.027 1855 1860 1863 rBV 3499106 3355047 88.86% 9.620%
28 13.421 1921 1927 1935 rBV3 51855 122845 3.25% 0.352%
29 13.568 1949 1952 1958 rVB 41435 41298 1.09% 0.118%
30 13.904 2006 2009 2013 rBV 165770 162668 4_.31% 0.466%

31 14.080 2035 2039 2042 rBV 1027729 951334 25.20% 2.728%

32 14.657 2132 2137 2142 rBV2 52207 89610 2.37% 0.257%
33 14.827 2163 2166 2174 rBV2 44228 78656 2.08% 0.226%
34 15.009 2193 2197 2205 rVB9 45099 95463 2.53% 0.274%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample = 15418-01

Misc :

ALS Vial : 3 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:\HPCHEMI\BNA F\METHODS\8270-BF092317 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.233 2231 2235 2239 rVB2 36391 53691 1.42% 0.154%

36 15.574 2287 2293 2305 rVB 570968 845656 22.40% 2.425%

37 16.545 2456 2458 2465 rVB3 32311 57545 1.52% 0.165%
Sum of corrected areas: 34874998
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3500000

TIC: BF098900.D

5.54 6.55

3000000
2500000
2000000
1500000
1000000

5.15
500000 l

7.07

6.92

7.48

~A
0 T

4.50

5.00

5.50

Time-->

Abundance
3500000

TIC: BF098900.D

3000000

2500000
10.74

2000000

11.44

1500000  8:20 9.95

1000000
9.66

10.1410.37

11.95
10.85 11,09 1072 }L

500000

12.74
12,32.46.2.6& /

13.438.57

10.50 11.00 11.50 12.00 12.50

0t

Time--> 9.50 10.00

13.00

T
13.50

Abundance
3500000

TIC: BF098900.D

3000000
2500000
2000000

1500000
14.08
1000000
15.57
500000

13.90 14.664.835.0115.23 16.54

s

15.50 16.00 16.50 17.00 17.50 18.00

Time--> 14.00 14.50 15.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.23 4_.06 ng 185455 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 24 (2.228 min): BF098900.D (-21) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 871
i 670, 2.20 2.30 2.40 2.50 2.60
Ofrrprrrrprrrprrrerersprrprr e e e m/z 43.00 42.02%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- \L
73.0
5000 A IUNRIN IR AN IR IR
43.0 2.20 2.30 2.40 2.50 2.60
' 55.0 87.0 m/z 55.00 29.63%
o %D%O\‘ ‘ NO\‘%O
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
2.20 2.30 2.40 2.50 2.60
5000 43.0 87.0 m/z 87.10 24 .15%
15.0 72.0
o 37.0 52,0 59.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.20 2.30 2.40 2.50 2.60
55.0 m/z 71.10 12.83%
43.0
5000
27.0
0”PWP}ﬁﬂﬁ”W”“PmP”+LW”W”hM“P“W“'”l“ﬁﬁqP“W“Wm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60

8270-BF092317.M Fri Sep 29 13:13:10 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 16.38 ng 748406 1,4-Dichlorobenzene-d4 6.92
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 521 (5.151 min): BF098900.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS R R L
| 83.0 | 4.80 500 5.20 5.40
SN N 1NN | SR SN NS SN m/z 59.00 56.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I RN I L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.81%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 410 m/z 58.00 15.49%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate R e B
43.0 4.80 500 5.20 5.40

m/z 41.00 8.60%

5000

58.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

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

6.69 76.82 ng 3509780 1,4-Dichlorobenzene-d4 6.92
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 783 (6.692 min): BF098900.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PASERERARNE SRS AL
40.0 540 6.40 6.60 6.80 7.00
o..,....,....,....,....,.:..,.:I-.'...'..,?‘f‘.?,..!.,.-:..,1.1.“?9,....,"...,.. m/z 134.00 33.72%
m/z--> 10 20 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
5000 ISR R R
6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 32.50%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 21.19%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole a2 B

132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.61%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.95 6.75 ng 452686 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 25
Abundance Scan 1677 (11.951 min): BF098900.D (-1672) (-) m/z 72.95 100.00%
430 , 73.0
5000 1291 JA\‘
97.0
171.1 213.2 1'e0 1180 1500 1900
256.2 11.60 11.80 12.00 12.20
o Sz 93,2 m/z 43.05 97.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 AR AR AR BNRRE
83.0 nmnmnmnm
‘ 1570 1gso 2130 2560 | M/Z 59.95  92.86%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11'60 11.80 12.00 12.20
5000 129.0 m/z 57.00 79 .15%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid T T
43.0 730 11.60 11.80 12.00 12.20
m/z 41.05 73.91%
B T xA,jL\‘”/
0 I R EEmEL T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.74 3.75 ng 251405 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1811 (12.739 min): BF098900.D (-1806) (-) m/z 43.00 100.00%

43.0 730

5000 129.1

-

12.40 12.60 12.80 13.00
m/z 73.00 98.62%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
3.0

:

12.I40 12.I60 12.I8O 13.I00
m/z 59.95 84.23%

5000

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
B ERERE RS e
43.0 12.40 12.60 12.80 13.00
5000 m/z 57.05 82.07%

129.0
185.0 228.0

157.0

97.0

§

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid e e e !

60.0 12.40 12.60 12.80 13.00

m/z 55.00 75.23%
5000
157.0 185.0 213.0 256.0
0 LS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 7 Sulfurous acid, butyl dodec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.42 2.58 ng 122845 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 86
2 Docosane. 1l-decvl- 451 C32H66 055401-55-3 86
3 Tricosane 324 C23H48 000638-67-5 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 1927 (13.421 min): BF098900.D (-1921) (-) m/z 57.00 100.00%

57.0

5000

-

13.20 13.40 13.60 13.80

0 m/z 43.05 68.34%
m/z--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57.0
5000 LA B L L L L L L LB
13.20 13.40 13.60 13.80
m/z 71.10 67.43%
99.0
St R e N
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
L B
13.20 13.40 13.60 13.80
5000 m/z 85.10 53.02%
99.0
o 1410 1830 2250  280.0°°%338.0 378.0
A i e LA e B e
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane RS EmmEs o L
57.0 13.20 13.40 13.60 13.80
m/z 41.00 22.77%
- W\//\/\/LWWA
99.0
324.0
0 %?EOJ ,L u‘N‘.N, ' 34}'?H ! .1?7{2 230 250 ) e
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.42 ng 162668 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 2008 (13.898 min): BF098900.D (-2006) (-) m/z 43.05 100.00%
1 /\,VJ\W,}\‘A/\/\/
5000
111.1
RN BN U
91.1 229 0 13.60 13.80 14.00 14.20
OI\LMILIF : M — m/z 55.00 96.08%
m/z--> 50 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55.0
5000 111.0 R e S I
Bmmmmmmm
m/z 57.05 94 _.79%
0 27\“0\‘\ \\ ‘ H \\ \13? 0‘16801960 23802660
m/z--> 50 ' 200 2%0 360 3%0
Abundance
57.0
97.0 SR AR IR BN SUM
13.60 13.80 14.00 14.20
5000 m/z 83.00 87.58%
29.0 125.0
. 154.0182.0210.0 2559 356.0
m/z--> 55 160 1%0 200 2%0 360 3%0
Abundance #175127: Trifluoroacetoxy hexadecane BB E N BRI
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.05 81.52%
5000
29.0 125.0
o L h 1540 196.0224.0 269.0 3200
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098900.D

Aca On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample : 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl5.01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.26 ng 95463 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide. 3-o0xo0-3-phenvl-N-(4... 273 C15H12CINO2 000962-08-3 9
2 lIsothiourea. 2-I2-(5-methoxv-1H-... 249 C12H15N30S 1000310-63-3 9
3 Malonic acid. di(3-heptvl) ester 300 C17H3204 1000349-16-3 9
4 2-Furancarboxamide. N-I2-(5.5-di... 301 C17H19NO4 1000337-74-9 9
5 6-Azaspiro[2.5]octa-4,7-diene-6-... 207 C12H17NO2 034995-40-9 9
Abundance Scan 2197 (15.009 min): BF098900.D (-2193) (-) m/z 43.05 100.00%
43.0
95.0
5000 14501731 2131
6 241127523012 353.4 R
| 14.60 14.80 15.00 15.20 15.40
ob—— bl m/z 57.00 65.42%
m/z--> 50 100 150 200 250 300 350
Abundance #121821: Propanamide, 3-oxo-3-phenyl-N-(4-chlorophenyl)-
105.0
77.0
5000 AR A BRI SURBLRS B
14.60 14.80 15.00 15.20 15.40
51.0 ‘ 273.0 m/z 55.00 63.42%
ol J Ay MT0a770 20902380
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
160.0 LRI DA SUNIUN B
14.60 14.80 15.00 15.20 15.40
5000 76.0 m/z 95.00 63.27%
117.0
1910 ,350
O e e T B R B E S e T
m/z--> 50 100 150 200 250 300 350
Abundance #144559: Malonic acid, di(3-heptyl) ester A B o
57.0 14.60 14.80 15.00 15.20 15.40
105.0 m/z 41.00 55.97%
5000 19304730
0%ﬂ| | {mw 243.0271.0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40

8270-BF092317.M Fri Sep 29 13:13:15 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092817\
Data File : BF098900.D

Acq On : 28 Sep 2017 11:24

Operator : SJ/JU

Sample - 15418-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.23 4.1 ng 185455 1 6.92 913711 20.0
2-Pentanone, 4-hy... 5.15 16.4 ng 748406 1 6.92 913711 20.0
unknown6 .69 6.69 76.8 ng 3509780 1 6.92 913711 20.0
n-Hexadecanoic acid 11.95 6.8 ng 452686 4 11.44 1342240 20.0
Octadecanoic acid 12.74 3.8 ng 251405 4 11.44 1342240 20.0
Sulfurous acid, b... 13.42 2.6 ng 122845 5 14.08 951334 20.0
n-Nonadecanol-1 13.90 3.4 ng 162668 5 14.08 951334 20.0
unknown15.01 15.01 2.3 ng 95463 6 15.57 845656 20.0
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