LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 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-BF032217.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 .057 366 369 375 rBV 103390 104283 2.51% 0.338%
2 4.451 432 436 440 rBVY 1393084 1354246 32.59% 4 .394%
3 5.522 613 618 626 rBV 899055 959008 23.08% 3.112%
4 5.669 638 643 647 rBY 2589346 2594543 62.45% 8.418%
5 5.928 682 687 690 rBV 978208 936925 22.55% 3.040%
6 6.104 712 717 721 rBV 2419707 2430995 58.51% 7.888%
7 6.575 790 797 800 rBVY 1840960 2141957 51.55% 6.950%
8 7.128 886 891 895 rBV2 56354 65471 1.58% 0.212%
9 7.428 933 942 945 rBY 1306104 1337889 32.20% 4.341%
10 7.451 945 946 952 rVB2 50536 54635 1.31% 0.177%

11 8.757 1161 1168 1171 rVB 3641788 4154844 100.00% 13.481%
12 9.075 1217 1222 1226 rBV 37861 55793 1.34% 0.181%
13 9.157 1228 1236 1239 rBV 95846 126958 3.06% 0.412%
14 9.245 1246 1251 1255 rBV 321952 336991 8.11% 1.093%
15 9.298 1255 1260 1266 rVB2 43396 84075 2.02% 0.273%

16 9.539 1297 1301 1303 rBV 106180 132243 3.18% 0.429%
17 9.569 1303 1306 1311 rVvB2 1323153 1388695 33.42% 4 _.506%

18 9.710 1326 1330 1334 rBv4 56445 76117 1.83% 0.247%
19 9.827 1345 1350 1354 rBV2 56035 86919 2.09% 0.282%
20 9.880 1354 1359 1361 rvv2 47757 61401 1.48% 0.199%
21 9.980 1372 1376 1378 rBV2 30913 46962 1.13% 0.152%
22 10.080 1386 1393 1395 rBV6 28710 50301 1.21% 0.163%

23 10.163 1402 1407 1410 rBV 214830 215971 5.20% 0.701%
24 10.433 1445 1453 1456 rBV2 74493 134762 3.24% 0.437%
25 10.545 1466 1472 1475 rBV 2089288 2347670 56.50% 7.617%

26 10.745 1502 1506 1508 rBV 268463 262697 6.32% 0.852%
27 10.986 1544 1547 1551 rBV3 35595 47135 1.13% 0.153%
28 11.298 1596 1600 1604 rBV 115366 114441 2.75% 0.371%
29 11.392 1611 1616 1620 rBV 1299016 1391939 33.50% 4_.516%
30 12.127 1736 1741 1748 rBV3 28881 55454 1.33% 0.180%

31 12.433 1788 1793 1796 rBV 173418 166893 4.02% 0.541%
32 13.198 1920 1923 1927 rVB2 53924 52209 1.26% 0.169%
33 13.304 1937 1941 1944 rVB 185997 184704 4._.45% 0.599%
34 13.374 1947 1953 1957 rBV 3222108 3848049 92.62% 12.485%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 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-BF032217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.927 2043 2047 2051 rBV3 59732 76550 1.84% 0.248%
36 13.980 2051 2056 2058 rBV2 121064 125150 3.01% 0.406%
37 14.004 2058 2060 2066 rVB 58299 66233 1.59% 0.215%
38 14.098 2073 2076 2082 rBV 82306 96262 2.32% 0.312%
39 14.162 2085 2087 2093 rVB 69428 73968 1.78% 0.240%

40 14.533 2146 2150 2160 rBVY 257812 319010 7.68% 1.035%

41 14.645 2164 2169 2173 rBVY 973979 1028641 24.76% 3.338%
42 14.692 2174 2177 2180 rVB 69877 71635 1.72% 0.232%
43 15.498 2310 2314 2318 rVB 55578 58653 1.41% 0.190%
44 15.751 2353 2357 2362 rBVY 321217 364810 8.78% 1.184%
45 16.274 2441 2446 2454 rBVY 683928 817821 19.68% 2.653%

46 17.227 2604 2608 2614 rBVY 80120 124112 2.99% 0.403%
47 17.656 2677 2681 2687 rVB5 21777 41562 1.00% 0.135%
48 18.221 2771 2777 2788 rBV7 70384 152988 3.68% 0.496%

Sum of corrected areas: 30820570
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094006.D

3500000

3000000

5.67

2500000 6.10

2000000

1500000 4.45

7.43

1000000 5.52

500000

4.06

4.50 5.00
TIC: BF094006.D

7.13 .45
A

7.50

0k A —r

5.50

6.00

6.50

A
Time--> 7.00

Abundance
3500000

13.37
3000000

2500000

10.55
2000000

1500000 9.57

11.39

1000000

500000

0!

10.50 11.00 11.50 12.00 12.50 13.50

TIC: BF094006.D

Time--> 8.00 8.50

Abundance
3500000

3000000
2500000
2000000

1500000

1000000 14.64
16.27

15.75
15, 50

16.00 16.50 17.00

500000 145

.69 18.22

15.00 15.50

,\G'G

14.00 14.50

1

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12

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

4._.06 2.23 ng 104283 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Guanidine 59 CH5N3 000113-00-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 369 (4.057 min): BF094006.D (-366) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ....|....|....|....|."..
| 83.0 3.80 4.00 4.20 4.40
R e o o o B R S m/z 59.10 59.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R LN I R
59.0 380 400 4.20 4.40
0
150 a0 1010 m/z 101.10 19.58%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
380 4.00 420 4.40
5000 m/z 58.00 15.66%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #249: Guanidine
43.0 59.0 3.80 4.00 4.20 4.40
m/z 41.00 7.65%
5000
28.0
0"'w"'w'“yﬂ"'ﬁ"'w"'V"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.67 Concentration Rank 1

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

5.67 55.38 ng 2594540 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 643 (5.669 min): BF094006.D (-638) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 URERE RN S LRSS S
40.1 540 5.40 5.60 5.80 6.00
o vy a1 PN <X 1A B | m/z 68.10 39.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 M
10 550 %0 70 m/z 134.00 32.67%
‘ 79.0 '
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 "5l 5ho 550 6bo
5000 ' m/z 66.10 23.48%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132.0 5.40 5.60 5.80 6.00
m/z 69.05 15.38%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.16 3.11 ng 215971 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1407 (10.163 min): BF094006.D (-1402) (-) m/z 57.05 100.00%

5%.0

5000

9.80 10.00 10.20 10.40

1131 1411 169.2

0 m/z 43.10 70.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LA L L N L L B
85.0 9.80 10.00 10.20 10.40
29.0 m/z 71.05 62.12%
0 \‘ ‘\ h | Y 1130 141.0 169.0 282.0
T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R EE R AR R R
9.80 10.00 10.20 10.40
5000 m/z 85.05 41.72%
85.0
29.0
o 113.0 141.0 169.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 L\/MM\V_
Abundance #45605: Decane, 2,3,5-trimethyl-
57.0 9.80 10.00 10.20 10.40
m/z 41.05 32.56%
5000 85.0
0 e JNAJNWJULmNJL\VNUVANUVL«
0 d | 41130 | 169.0
e e e e e e e e e R E e EREREEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.75 3.77 ng 262697 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1507 (10.751 min): BF094006.D (-1502) (-) m/z 57.05 100.00%
571.0
151 0, 10140 10/60 1080 1100
0 : m/z 71.10 70.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0
85.0
5000 ABARARUAARAR RN RARER
10,40 10,60 10.80 11.00
29.0 m/z 43.10 68.71%
0 L (MO 1410 1690 197.0 240.0
m/z--> 20 Jo 60 éo 160 150 150 1éo 180 200 220 250
Abundance
57.0
10.40 10.60 10.80 11.00
0
5000 85.0 m/z 85.05 42 .50%
29.0
0 113.0 1410 1690 212.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane S T T
57.0 10.40 10.60 10.80 11.00
m/z 41.05 27 . 79%
N J\A/\A—//\h/\‘/\/w\
85.0
29.0
0 J M I, 4 J 1130 1410 169.0 197.0 226.0
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Isopropyl Palmitate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.40 ng 166893 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Palmitate 298 C19H3802 000142-91-6 87
2 Dodecanoic acid. 1-methvlethvl e... 242 C15H3002 010233-13-3 46
3 Isopropvl Mvristate 270 C17H3402 000110-27-0 46
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 42
5 Nonanoic acid, l-methylethyl ester 200 C12H2402 028267-32-5 32
Abundance Scan 1792 (12.427 min): BF094006.D (-1788) (-) m/z 43.05 100.00%
43.0
5000 102.0
73.1
129.1 256.3 LA BN BUNIRA SN B
157.1 1851 213.2 12.20 12.40 12.60 12.80
Ol m/z 60.10 59.62%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116647: |sopropyl Palmitate
43.0 102.0
5000 73.0 129.0 12,20 12.40 12.60 12.80
1570 m/z 57.05 54 .66%
) : 185.0 213.0 237.0 257.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
' 12.20 12:40 12.60 12,80
5000 30 102.0 m/z 41.05 45_70%
129.0 200.0
157.0
O el il L1 I8RO | 22202420
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100684: Isopropyl Myrlstate LI L L L LA B
60.0 102.0 12.20 12.40 12.60 12.80
m/z 102.00 41.42%
5000 228.0
129.0
185.0
L TR0 | ame 0ade |
miz-> 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\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.30 3.59 ng 184704 Chrysene-di12 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 94
3 1-Hexadecene 224 C16H32 000629-73-2 90
4 1-Octadecanol 270 C18H380 000112-92-5 81
5 Chloroacetic acid, pentadecyl ester 304 C17H33CI02 070301-47-2 76
Abundance Scan 1940 (13.298 min): BF094006.D (-1937) (-) m/z 43.00 100.00%
43.0
83.0
5000
139.1 13.00 13.20 13.40 13.60
o e S A m/z 83.05 62.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72491: Cyclohexadecane
55.0 830
5000
29.0 13.00 13.20 13.40 13.60
m/z 55.10 56.29%
. | “ | 139.0 1670 1960 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
13.00 13.20 13.40 13.60
5000 m/z 97.05 51.64%
69.0 97.0
o 15.0 1250 4530 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72489: 1-Hexadecene
43.0 13.00 13.20 13.40 13.60
83.0 m/z 69.10 50.37%
5000
. L1l Jes. 140.0 1680 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.43 ng 125150 Chrysene-di12 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienal 264 C18H320 026537-70-2 53
2 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 50
3 Bicvclol7.7.0Thexadec-1(9)-ene 220 C16H28 1000159-39-6 49
4 5-Dodecvne 166 C12H22 019780-12-2 43
5 6-Dodecyne 166 C12H22 006975-99-1 43
Abundance Scan 2056 (13.980 min): BF094006.D (-2051) (-) m/z 67.00 100.00%
411
5000 95.0

121.1 149.1 T LA R e B S
177.0 220.1 262.2 13.60 13.80 14.00 14.20

01 m/z 41.10 68.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96958: 9,12-Octadecadienal
41.0
67.0
5000 [TTrr[rrrr[rrrryrrrr|m
13.60 13.80 14.00 14.20
95.0 m/z 55.05 67.93%
ol 12401470
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 6.0
R o R o R
13.60 13.80 14.00 14.20
5000 95.0 m/z 59.10 67.86%
124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69652: Bicyclo[7.7.0]hexadec-1(9)-ene e AR T
41.0 67.0 108.0 13.60 13.80 14.00 14.20

m/z 81.05 61.86%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Octadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .53 6.20 ng 319010 Chrysene-di12 14 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 2149 (14.527 min): BF094006.D (-2146) (-) m/z 57.05 100.00%

57.0 83.1

5000

-

14.20 14.40 14.60 14.80
m/z 55.05 95.81%

139.0 168.1 190.9

o

IIIIIII .II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100814: 1-Octadecanol

55/0 83.0

:

5000 R A BN DN AR
290 14.20 14.40 14.60 14.80
' m/z 43.05 94 .89%
m/z--> 2|O 4|0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 R A BN DN R
14.20 14.40 14.60 14.80
5000 m/z 83.10 94 .13%

111.0

o 139.0 182.0 210.0

mwmﬁmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecyl ester

-

14.20 14.40 14.60 14.80
m/z 97.05  83.03%

5000

139.0 167.0 210.0 238.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.75 8.92 ng 364810 Perylene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 Cl14H24 230646-72-7 80
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2357 (15.751 min): BF094006.D (-2353) (-) m/z 69.05 100.00%
69.0
5000 Jk
R
137.1 15.40 15.60 15.80 16.00
07.
ol du b B0 0y 1751 2172 2s22 3413 Tn.o7 g1 10 53.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 DN N R IR
15.40 15.60 15.80 16.00
1370 m/z 41.05 24 _.23%
0 29.0" _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
15.40 1560 15.80 16.00
5000 m/z 95.05 13.20%
121.0
ol200 161.0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #50582: 1,5,9-Decatriene, 2,3,5,8-tetramethy!- T T T T
69.0 15.40 15.60 15.80 16.00
m/z 68.05 11.42%
5000
29.0 137.0
IR Sl
0..l‘l“.“‘.l.dlua.“‘.‘.|..‘..|........l....l....l..
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl7.23 Concentration Rank 9

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

17.23 3.04 ng 124112 Perylene-di12 16.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-methoxv-. oxime 151 C8H9NO2 003235-04-9 49
2 3-Amino-4-methvlbenzoic acid 151 C8H9NO2 002458-12-0 47
3 Pvridine. 3-butvl-. 1-oxide 151 C9H13NO 031396-33-5 47
4 Ethanone. 2-(1H-imidazol4.5-blpv... 278 C12H14N402S 1000272-55-7 47
5 1,4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 47

Abundance Scan 2609 (17.233 min): BF094006.D (-2604) (-) m/z 151.05 100.00%
1
5000 ﬂ
191.1 e R S ERREan
231.2 267 1 410.3 17.00 17.20 17.40 17.60
o . m/z 69.10 52 .55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #23766: Benzaldehyde, 4-methoxy-, oxime
151.0
5000 LA B L L L L LB
108.0 17.00 17.20 17.40 17.60
m/z 152.10 21.78%
77.0
o Y
m/z--> 50 100 150 200 250 300 350 400
Abundance
151.0
106.0 17.00 17.20 17.40 17.60
5000 m/z 191.10 19.01%
015.0 51.0
N B B B o e ML B e s o O L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #23844: Pyridine, 3-butyl-, 1-oxide R R B
109.0 151.0 17.00 17.20 17.40 17.60
m/z 81.05 18.78%
5000
0 54.0 J |
AL e B o o e o B N B e o B O ML A o R R N EEERE RS
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032817\
Data File : BF094006.D

Aca On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl18.22 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.22 3.74 ng 152988 Perylene-di12 16.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 37
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 16
3 Azulenol5.6-clfuran-3(1H)-one. 8... 310 C17H2605 071305-64-1 16
4 1.2.3-Butanetriol. 1-(2-phenvl-2... 375 C18H21N306 034297-77-3 9
5 Ethinyl Estradiol 296 C20H2402 000057-63-6 9
Abundance Scan 2777 (18.221 min): BF094006.D (-2771) (-) m/z 43.05 100.00%
43.0
5000 1050 1450 2132
255.1 329.3 ) R e
18.00 18.20 18.40 18.60
oLl m/z 55.00 62.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164216: Methyl 12-acetyl-7-desoxycholate
43.0
5000 UL SULRILE UL RO R
mmmmmmmm
81.0 2550 m/z 213.20 51.32%
154.0 :
ol \h Ll \M Hl? L Ae0 || seo SO0
m/z--> 150 200 250 300 350 400 450
Abundance
43.0
18.00 18.20 18.40 18.60
5000 m/z 105.00 50.58%
810 147.0 396.0
o 179,0215:0 255.0288.0 3540 456.0
m/z--> §0 160 1%0 260 250 360 3%0 460 4éo
Abundance #122810: Azuleno[5,6-c]furan-3(1H)-one, 8-ethoxy-4,4a,5,6,... N B B !
43.0 213.0 18.00 18.20 18.40 18.60
m/z 145.00 46 .23%
5000
95.0 167.0 246.0
oL ‘ HH\ | \\\ ‘M .----3.19'9--.----.----.-
m/z--> 250 300 350 400 450 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032817\
Data File : BF094006.D

Acq On : 28 Mar 2017 21:31

Operator : SJ/MA

Sample : 12421-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.06 2.2 ng 104283 1 5.93 936925 20.0
unknown5.67 5.67 55.4 ng 2594540 1 5.93 936925 20.0
Eicosane 10.16 3.1 ng 215971 3 9.57 1388700 20.0
Heptadecane 10.75 3.8 ng 262697 4 11.39 1391940 20.0
Isopropyl Palmitate 12.43 2.4 ng 166893 4 11.39 1391940 20.0
Cyclohexadecane 13.30 3.6 ng 184704 5 14.64 1028640 20.0
9,12-0Octadecadienal 13.98 2.4 ng 125150 5 14.64 1028640 20.0
1-Octadecanol 14.53 6.2 ng 319010 5 14.64 1028640 20.0
Squalene 15.75 8.9 ng 364810 6 16.27 817821 20.0
unknownl17.23 17.23 3.0 ng 124112 6 16.27 817821 20.0
unknown18.22 18.22 3.7 ng 152988 6 16.27 817821 20.0
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