LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 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-BF041717 .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 3.931 335 339 352 rVB 319624 391963 15.26% 1.567%
2 4.325 403 406 422 rBV 2157971 2333921 90.84% 9.332%
3 4.642 457 460 467 rBV 159887 182064 7.09% 0.728%
4 5.401 584 589 602 rBY 2336908 2395987 93.25% 9.580%
5 5.519 605 609 615 rBY 2566983 2524057 98.24% 10.092%
6 5.760 647 650 654 rBV 647454 598302 23.29% 2.392%
7 5.942 676 681 684 rBY 2026683 1936022 75.35% 7.741%
8 6.413 756 761 764 rBVY 1570479 1556349 60.57% 6.223%
9 6.589 787 791 798 rBV 32144 36714 1.43% 0.147%
10 7.254 900 904 907 rBV 891753 770998 30.01% 3.083%
11 7.278 907 908 916 rVB 72087 50913 1.98% 0.204%
12 8.578 1124 1129 1132 rBV 2764779 2569335 100.00% 10.273%
13 8.772 1157 1162 1165 rBV 30342 33715 1.31% 0.135%

14 9.083 1210 1215 1223 rBV 776566 739203 28.77% 2.956%
15 9.389 1260 1267 1271 rBV 852246 838963 32.65% 3.354%

16 9.425 1271 1273 1277 rVB 40712 39184 1.53% 0.157%
17 9.648 1308 1311 1316 rBV 24536 26629 1.04% 0.106%
18 9.983 1365 1368 1373 rVB 53633 45427 1.77% 0.182%
19 10.066 1378 1382 1387 rVB 46900 46615 1.81% 0.186%
20 10.260 1408 1415 1418 rBv4 21263 32861 1.28% 0.131%
21 10.366 1429 1433 1441 rBV 1136046 1254344 48.82% 5.015%
22 10.566 1463 1467 1470 rBV 60204 66419 2.59% 0.266%
23 11.124 1558 1562 1565 rVB 36768 36498 1.42% 0.146%

24 11.213 1573 1577 1580 rBV 710465 703901 27.40% 2.814%
25 11.242 1580 1582 1587 rVV 266495 232827 9.06% 0.931%

26 11.307 1587 1593 1597 rVvV 70345 78829 3.07% 0.315%
27 11.519 1622 1629 1633 rBV2 25481 40543 1.58% 0.162%
28 11.560 1633 1636 1645 rVvVv 117683 172022 6.70% 0.688%
29 11.648 1648 1651 1659 rVB 30006 35054 1.36% 0.140%
30 11.836 1680 1683 1686 rBV 36613 41452 1.61% 0.166%
31 11.871 1686 1689 1692 rVB 44148 38718 1.51% 0.155%
32 11.948 1695 1702 1704 rBV3 86160 119374 4._.65% 0.477%
33 11.966 1704 1705 1709 rVB 61498 45910 1.79% 0.184%
34 12.518 1795 1799 1802 rBV2 26619 33267 1.29% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.571 1802 1808 1815 rBV 388869 543670 21.16% 2.174%

36 12.707 1827 1831 1836 rBV 309585 339121 13.20% 1.356%
37 12.918 1863 1867 1869 rBV3 24633 29917 1.16% 0.120%
38 12.977 1873 1877 1881 rVB 299890 329805 12.84% 1.319%
39 13.189 1909 1913 1917 rBV 1605961 1689694 65.76% 6.756%

40 13.395 1946 1948 1956 rVB 54572 66347 2.58% 0.265%
41 13.477 1960 1962 1965 rBVY 31053 29975 1.17% 0.120%
42 13.524 1967 1970 1975 rVv4 31284 48680 1.89% 0.195%

43 13.783 2010 2014 2019 rVB 96681 126222 4.91% 0.505%
44 14.360 2108 2112 2119 rBV3 74805 131557 5.12% 0.526%
45 14.465 2125 2130 2133 rBV2 570241 700064 27.25% 2.799%

46 14.495 2133 2135 2137 rVV 73083 63774 2.48% 0.255%
47 15.695 2336 2339 2342 rBVY 112356 160269 6.24% 0.641%
48 15.983 2386 2388 2394 rVB 81523 88012 3.43% 0.352%

49 16.042 2395 2398 2403 rVB 104487 127060 4_95% 0.508%
50 16.095 2403 2407 2411 rBV 453657 487996 18.99% 1.951%

Sum of corrected areas: 25010543
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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: BF094754.D
5.52

2500000 5.40

4.32
5.94
2000000

6.41
1500000

1000000 7.05
5.76

500000 503
4.64
A, k_g, N L L | 659 28

o1t e e e N

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: BF094754.D
8|58

2500000

2000000
13.19

1500000

10.37

1000000
9.39
9.08 11.21

500000 12
o 1571 12.98
8.77 42 965  9198070.2p 10.57 11, 1311%& % 12, 12.942 13382

R e L LM W L A S N L et

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: BF094754.D

2500000

2000000

1500000

1000000
14.47 16.09

500000 15.69 13684

r

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\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.93 13.10 ng 391963 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 339 (3.931 min): BF094754.D (-335) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 AR SRR RS SRR
| 831 3.60 3.80 4.00 4.20
rrrprererprrer e el e m/z 59.10 59.65%
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 L L AL UL L
59.0 360 3.80 400 420
0
150 4, 1010 m/z 101.10 22 .75%
1y ‘. ' Il 83'0 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 4.20
5000 41.0 m/z 58.10 15.00%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0 3.60 3.80 4.00 4.20
m/z 41.10 8.94%
5000
101.0
150 310 | BPg90 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20

8270-BF041717.M Tue May 02 19:11:49 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Ethanol, 2-butoxy- Concentration Rank 5

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

4.64 6.09 ng 182064 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 74
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 53
3 Propanoic acid. 2-methvlpropvl e... 130 C7H1402 000540-42-1 16
4 n-Butvl ether 130 C8H180 000142-96-1 16
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 12

Abundance Scan 460 (4.642 min): BF094754.D (-457) (-) m/z 57.10 100.00%
54.1
5000 45.1 {
87.1
75.0 100.1 440 4.60 4.80 5.00
e o L R m/z 45.10 38.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57.0
5000
45.0 4.40 4.60 4.80 5.00
290 87.0 m/z 41.05 35.34%
18\'0 \\‘ | ‘ ! N \75\.0 109'0 118.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
45.0
440 4.60 4.80 5.00
5000 m/z 87.10 18.88%
29.0 75.0
18.0 87.0 100.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13526: Propanoic acid, 2-methylpropyl ester A m
57.0 440 4.60 4.80 5.00
m/z 75.00 8.23%
29.0
5000
41.0 ‘ 75.0
"I'"'I""I"'”J”"'I"'*I'"'I'J:'I'éjf?"}9?¥?"l""I"" U U R L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 84 .37 ng 2524060 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 609 (5.519 min): BF094754.D (-605) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 ®0 S5 oo ok 5ho
: I B e B B m/z 68.10 39.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 T ok ik
0 70 7o m/z 134.00 32.75%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
520 540 560 580
5000 m/z 66.00 23.80%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! A REEEmsmas
57.0 132.0 5.20 5.40 5.60 5.80
m/z 69.10 15.46%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| S ERREEE R
m/z--> 20 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.56 4.89 ng 172022 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 96
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 1-Tetradecene 196 C14H28 001120-36-1 91
4 2-Tetradecene. (E)- 196 C14H28 035953-54-9 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 91

Abundance Scan 1636 (11.560 min): BF094754.D (-1633) (-) m/z 55.10 100.00%

541  83.0

5000

-

11.20 11.40 11.60 11.80
m/z 83.05 87.37%

139.0

165.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58280: Cyclotetradecane
55.0
83.0
5000 T T
290 11.20 11.40 11.60 11.80

HJO m/z 43.05 84 .45%

1390  168.0 196.0
i

m/z--> 100 120 140 160 180 200 220
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
97.0 11.20 11.40 11.60 11.80
5000 £ m/z 69.10 83.22%
125.0
26.0 1540 196.0 2240
S o L LT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58276: 1-Tetradecene A RamE
43.0 11.20 11.40 11.60 11.80
m/z 57.05 75.99%
69.0
5000
97.0
125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.95 3.39 ng 119374 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1702 (11.948 min): BF094754.D (-1695) (-) m/z 73.00 100.00%

430 , 30
5000 129.1

213.2

157.1
185.2 256.2 11.60 11.80 12.00 12.20

m/z 60.00 88.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
AN
5000 1290 LA L L L L L LB L

11.60 11.80 12.00 12.20
60 | M/z 43.05 81.93%

157.0 1g50 213.0

s .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 L B e o
11.60 11.80 12.00 12.20
5000 129.0 m/z 55.05 69.80%
185.0
97.0 228.0
15.0 157.0 2090
R B A B e o e AR RERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid Al BREEE
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.05 68.70%
5000 129.0
15.0 L_“u'

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\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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-Heptadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.57 15.45 ng 543670 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 1-Heptadecene 238 C17H34 006765-39-5 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 1808 (12.571 min): BF094754.D (-1802) (-) m/z 55.10 100.00%

83.0

5000

%

12.20 12.40 12.60 12.80
m/z 43.05 96.62%

1391 168.1 206.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1
55.0 83.0

5

5000

12.20 12.40 12.60 12.80
m/z 83.05 96.04%

29.0

139.0 168.0

210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0 83.0
12.|20 12.I4O 12.|60 12.|80 I
5000 m/z 69.05 92.15%
20.0 111.0

140.0 168.0 210.0 238.0
wﬁwﬁmﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance #131391: n-Nonadecanol-1 T e e
55.0 83.0 12.20 12.40 12.60 12.80
m/z 57.10 91 .59%
5000
29.0
Il 1390 1680 1060 2380 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 4,8,12,16-Tetramethylheptad... Concentration Rank 9

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

13.78 3.61 ng 126222 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 87
2 Tetrahvdrofuran-2-one. 3-I2-pent... 168 C10H1602 1000132-08-6 59
3 Phosphonofluoridic acid. methvl-... 224 C10H22F02P 211192-74-4 50
4 Hexanoic acid. 4-hexadecvl ester 340 C22H4402 1000282-83-8 50
5 Hexanoic acid, but-3-yn-2-yl ester 168 C10H1602 1000299-35-1 50
Abundance Scan 2013 (13.777 min): BF094754.D (-2010) (-) m/z 99.00 100.00%

99.0
5000 43.1
69.1
126.1 151.1 190.1 218.0 273.3 302.1 13.40 13.60 13.80 14.00

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

Abundance
99.0

s000{ 430

69.0
‘ M \‘M uJl \“

#164514: 4,8,12,16-Tetramethylheptadecan-4-olide

126.0
151. 0 184 0 221 0 254. o 291 o 324 0

m/z 43.10 40.83%

13. 40 13 60 13. 80 14. OO

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

Abundance
99.0

5000 43.0

69.0 1240  168.0

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

m/z 55.10 32.74%

13.40 13.60 13.80 14.00

Abundance
99.0

5000

55.0

290‘| ‘

| J H\ [ 1260

#80494: Phosphonofluoridic acid, methyl-, nonyl ester

m/z 57.10 26 .46%

13.40 13.60 13.80 14.00

m/z 69.10 23 .84%

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

13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094754.D

Aca On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.36 3.76 ng 131557 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 Cvclotetradecane 196 C14H28 000295-17-0 93
3 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2112 (14.360 min): BF094754.D (-2108) (-) m/z 57.10 100.00%

1

5000

234.1 R e e R
260.1 313.2 14.00 14.20 14.40 14.60

m/z 83.10 97 .59%

154.1 190.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane
55.0

5000

14.00 14.20 14.40 14.60
m/z 55.00 90.53%

29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R e e R
83.0 14.00 14.20 14.40 14.60
5000 m/z 69.00 88.67%
20.0 111.0
139.0 168.0 196.0

wﬁmﬁwﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181284: Acetic acid, chloro-, octadecy! ester R BE T
14.00 14.20 14.40 14.60

m/z 43.05 85.87%

5000

140.0 169.0 207.0 250.0 297.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 00 14. 20 14. 40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF050117\
Data File : BF094754.D

Acq On : 1 May 2017 16:33

Operator : SJ/MA

Sample : 12927-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.93 13.1 ng 391963 1 5.76 598302 20.0
Ethanol, 2-butoxy- 4.64 6.1 ng 182064 1 5.76 598302 20.0
unknown5 .52 5.52 84.4 ng 2524060 1 5.76 598302 20.0
Cyclotetradecane 11.56 4.9 ng 172022 4 11.21 703901 20.0
n-Hexadecanoic acid 11.95 3.4 ng 119374 4 11.21 703901 20.0
n-Heptadecanol-1 12.57 15.4 ng 543670 4 11.21 703901 20.0
4,8,12,16-Tetrame... 13.78 3.6 ng 126222 5 14.47 700064 20.0
Cyclopentadecane 14 .36 3.8 ng 131557 5 14.47 700064 20.0
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