LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 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 2.604 119 122 139 rBvY 183163 405498 15.15% 1.647%
2 4.581 454 458 468 rBV 284535 463237 17.31% 1.882%
3 5.051 534 538 556 rBY 2239737 2474556 92.48% 10.052%
4 6.122 716 720 733 rBVY 2481219 2675778 100.00% 10.869%
5 6.222 733 737 755 rVB 2494578 2459408 91.91% 9.990%
6 6.451 772 776 783 rBV 701638 683215 25.53% 2.775%
7 6.604 798 802 811 rBVY 1925697 1712007 63.98% 6.954%
8 7.016 868 872 887 rBVY 1361743 1447403 54.09% 5.879%
9 7.163 894 897 905 rvVv 32808 40071 1.50% 0.163%
10 7.257 909 913 916 rBV 32306 30597 1.14% 0.124%

11 7.663 979 982 990 rBV 85000 110782 4.14% 0.450%
12 7.733 990 994 1003 rvB 1080391 952440 35.59% 3.869%
13 8.810 1172 1177 1180 rBV 2376741 2233822 83.48% 9.074%
14 9.210 1241 1245 1250 rBV 653009 522812 19.54% 2.124%
15 9.474 1286 1290 1294 rBV2 1022503 883880 33.03% 3.590%

16 9.933 1365 1368 1371 rVB 36317 30220 1.13% 0.123%
17 10.021 1381 1383 1388 rVB 33535 28214 1.05% 0.115%
18 10.263 1420 1424 1436 rBV 1450043 1362006 50.90% 5.533%
19 10.398 1444 1447 1454 rBvV 57491 71363 2.67% 0.290%
20 10.845 1518 1523 1526 rBV2 48165 42429 1.59% 0.172%

21 10.951 1537 1541 1543 rBV 907412 890543 33.28% 3.617%
22 10.968 1543 1544 1549 rVB 215273 174251 6.51% 0.708%

23 11.027 1549 1554 1558 rBV 69178 67878 2.54% 0.276%
24 11.504 1633 1635 1642 rVV2 118254 133364 4.98% 0.542%
25 11.557 1642 1644 1647 rBV 51794 44585 1.67% 0.181%

26 12.151 1741 1745 1749 rBV 304553 253910 9.49% 1.031%
27 12.286 1764 1768 1779 rBV2 73289 89206 3.33% 0.362%
28 12.374 1779 1783 1787 rBV 274438 267051 9.98% 1.085%
29 12.533 1805 1810 1813 rVB 1915608 1907066 71.27% 7.747%
30 12.709 1837 1840 1846 rVB 40987 40669 1.52% 0.165%

31 12.774 1848 1851 1854 rBV 46649 41342 1.55% 0.168%
32 13.451 1961 1966 1977 rBV3 73035 130302 4.87% 0.529%
33 13.568 1979 1986 1989 rBV 853217 861383 32.19% 3.499%
34 13.592 1989 1990 1995 rVB 77771 68568 2.56% 0.279%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 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 14.333 2113 2116 2119 rBV 34321 33110 1.24% 0.134%
36 14.562 2151 2155 2158 rBV 60971 80337 3.00% 0.326%
37 14.651 2164 2170 2174 rBV5 26153 39136 1.46% 0.159%
38 14.809 2194 2197 2202 rVB2 34679 36550 1.37% 0.148%
39 14.862 2202 2206 2210 rBV 56521 59063 2.21% 0.240%
40 14.909 2210 2214 2219 rVvVv 441562 492616 18.41% 2.001%
41 14.956 2220 2222 2226 rVB 33131 30657 1.15% 0.125%
42 15.309 2277 2282 2286 rBvV2 33986 49849 1.86% 0.202%
43 15.380 2291 2294 2302 rVB8 11212 27513 1.03% 0.112%
44 15.709 2345 2350 2359 rBvV2 31543 61851 2.31% 0.251%
45 16.127 2416 2421 2425 rBV3 18276 31164 1.16% 0.127%
46 16.180 2425 2430 2436 rVB3 27994 45224 1.69% 0.184%
47 16.727 2519 2523 2528 rVB8 17313 31273 1.17% 0.127%

Sum of corrected areas: 24618199
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

BF097276.D

LSC Report - Integrated Chromatogram

2 Aug 2017 16:34

- 373U
- 14497-05

7 Sample Multiplier: 1

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

Z:\HPCHEMI\BNA F\DATA\BF080217\

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance TIC: BF097276.D
6| B122
5.05
2000000 6.60
1500000 7.02
7
1000000
6.45
500000
4.58
2.60
Lk | 7.mw26 7
o7 e
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: BF097276.D
8.81
2000000 12.53
1500000 10.26
9.47
1000000 10.95 135
9.21
500000
1897 12.1512.37
L ol O, L O L N e R
ol e e e Dt A e A e e B L
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: BF097276.D
2000000
1500000
1000000
500000 14.91
o 14.3314906EA 0006 15888 1571 14638 16.73
e L B i e e e B e e e e e e e B L B LA B e e e B e e S B B B 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\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Propylene Glycol Concentration Rank 4

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

2.60 11.87 ng 405498 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 74
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 121 (2.598 mm) BF097276.D (-119) (-) m/z 45.00 100.00%

45.0
5000

220 240 2.60 2.80 3.00
39.0 55.061.0 85.9
.q””w”““ququupm“”qahh”“”qmqhnpm“”q””w”p”q”” m/z 43.00 18.10%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45.0

5000 T T R
220 2.40 2.60 2.80 3.00

m/z 44.00 5.35%

29.0
190 7 woh 55,0610 76.0
T T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45.0

220 2.40 2.60 2.80 3.00

5000 m/z 61.00 5.07%
190 310 399 55.0 61.0 75.0
Wmmmmmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol e
45.0 220 240 260 280 300

m/z 46.10 2.66%

5000
9.0 29.0
130290 | 00| 550610 750

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 2.40 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.58 13.56 ng 463237 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 458 (4.581 min): BF097276.D (-454) (-) m/z 42.95 100.00%
43.0
5000 590
101.1 SARDEASRDESERSE SEARARA
420 4.40 4.60 4.80 5.00
e S0 80 | m/z 59.00 51.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 420 440 460 4.80 5.00
m/z 101.10 13.55%
w0 !0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 4.40 460 4.80 500
5000 m/z 58.00 12.86%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e B e o]
59.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.64%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 8 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\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.22 Concentration Rank 1

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

6.22 72.00 ng 2459410 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 737 (6.222 min): BF097276.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 o1 5k 650 620 6k 0o
: e B m/z 68.10 42.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA UL L AR I
5.80 6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 32.37%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
580 6.00 6.20 6.40 6.60
5000 m/z 65.95 27 .67%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 \
Abundance #52379: Tranylcypromine-propionyl e EREEs Ea
57.0 132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.10 16.57%
74.0
5000 98.0 116.0
LR e I\I\I\I : "Ml : Iw‘l : |H“||‘|“| I‘MI = |:!-5|8|q| — |]:8|9|()|
m/z--> 20 40 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60

8270-BF072517.M Thu Aug 03 15:56:38 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 8

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

7.66 2.33 ng 110782 Naphthalene-d8 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 86
2 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 78
3 Ethanol. 2-T2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 64
4 Tetraethvlene alvcol 194 C8H1805 000112-60-7 59
5 Pentaethylene glycol 238 C10H2206 004792-15-8 50

Abundance Scan 982 (7.663 min): BF097276.D (-979) (-) m/z 45.00 100.00%
44.0
5000 §
0.0 750 gg1 7.40 7.60 7.80 8.00
...,....-,~|!..flhl;..-:~|.,.~'.'..i'....,.1.3.2-.1,....,...., m/z 57.00 98.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
41.0 7.40 7.60 7.80 8.00
75.0 £9.0 m/z 41.00 38.05%
27/0 -
— ,d i ,‘mu, ! ‘-‘. Jl 1020 110018201450 1630
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
7.40 7.60 7.80 8.00
5000 m/z 56.00 15.41%
41.0
75.0
27.0
14.0 89'0102.0 119.0132.0
miz--> 20 40 60 80 100 120 140 160
Abundance #65552: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- S et
45.0 7.40 7.60 7.80 8.00
m/z 43.10 13.06%
5000
29.0 50.0 75.0 89.0
A A
m/z--> 2'0 60 80 100 120 140 160 ' 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.50 3.00 ng 133364 Phenanthrene-d10 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1634 (11.498 min): BF097276.D (-1633) (-) m/z 43.00 100.00%
43.0
73.0
5000
g70 1290 A S s
| |“| 2131 1120 11,40 1160 11.80
S S M MBS m/z 59.95 93.65%
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 A B B DU SR

11. 20 11. 40 11.60 11. 80
60 | M/z 41.05 75.88%

157.0 1850 213.0 .
4 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0

11.20 11. 40 11. 60 11.80

5000 129.0 m/z 72.95 66.34%
97.0 199.0
157.0 242.0
15.0 177.0
R R B o o e e e o R EaRa s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid AR mman m
43.0 73.0 11.20 11.40 11.60 11.80
' m/z 55.00 64.07%
5000
‘ - 129.0 1710 214.0
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\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.07 ng 89206 Chrysene-di12 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1769 (12.292 min): BF097276.D (-1764) (-) m/z 43.05 100.00%
43.0
73.1
5000 129.1

241.3
185.1208.0 12.00 12.20 12.40 12.60
m/z 57.10 90.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 L o R e e e
12.00 12.20 12.40 12.60
0
241.0 284.0 m/z 73.10 75.59%
207.0
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
12.00 12.20 12.40 12.60
5000 129.0 m/z 55.00 73.40%
83.0
157.0 185.0 213.0 256.0
107.0
mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e
73.0 12.00 12.20 12.40 12.60
43.0 m/z 60.00 71.96%
5000 129.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.45 3.03 ng 130302 Chrysene-di12 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
3 1-Docosene 308 C22H44 001599-67-3 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 1966 (13.451 min): BF097276.D (-1961) (-) m/z 57.10 100.00%
57.1
83.1
5000
" 1320 13.40 13.60 13.80
S N . 2071 m/z 43.00 87.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
550 83.0
5000 111.0 LI SUURELE BN BULLILE U
13.20 13.40 13.60 13.80
29.0 m/z 55.00 77 .88%
' 139.0
I 167.0 196.0  238.0 266.0 294.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 U NN BN SRR B
97.0 13.20 13.40 13.60 13.80
5000 m/z 69.10 67.81%
125.0
153.0 196.0 224.0
wﬁmmmﬂwmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
13.20 13.40 13.60 13.80
m/z 83.10 67 .29%
5000
125.0
153.0 181.0 308.0

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097276.D

Aca On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample = 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.31 2.02 ng 49849 Perylene-d12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Docosane 310 C22H46 000629-97-0 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Pentacosane 352 C25H52 000629-99-2 72

Abundance Scan 2282 (15.309 min): BF097276.D (-2277) (-) m/z 57.05 100.00%

57.0
5000

15.00 15.20 15.40 15.60
m/z 71.10 50.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000
15.00 15.20 15.40 15.60
m/z 43.05 49 _.70%
29 0 1130 1419
b b MA0.169.0 1070 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R RRRRE R R RS SRRy
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 45.02%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 310.0
wmmmm‘wwwmwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #140552: Dodecane, 1-iodo-
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.94%
5000 85.0
29.0 ‘ 113.0 155.0
SN S O S R .. N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 00 15. 20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080217\
Data File : BF097276.D

Acq On : 2 Aug 2017 16:34

Operator : SJ/JU

Sample - 14497-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
Propylene Glycol 2.60 11.9 ng 405498 1 6.45 683215 20.0
2-Pentanone, 4-hy... 4 .58 13.6 ng 463237 1 6.45 683215 20.0
unknown6 .22 6.22 72.0 ng 2459410 1 6.45 683215 20.0
Ethanol, 1-(2-but... 7.66 2.3 ng 110782 2 7.73 952440 20.0
n-Hexadecanoic acid 11.50 3.0 ng 133364 4 10.95 890543 20.0
Octadecanoic acid 12.29 2.1 ng 89206 5 13.57 861383 20.0
1-Heneicosanol 13.45 3.0 ng 130302 5 13.57 861383 20.0
Heneicosane 15.31 2.0 ng 49849 6 14.91 492616 20.0
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