LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

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-BF110817.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 5.081 505 509 512 rBV 25553 24395 1.80% 0.195%
2 5.481 573 577 583 rVB 446309 391185 28.79% 3.125%
3 6.487 744 748 755 rVB 458331 410818 30.23% 3.282%
4 6.634 769 773 777 rVB 513323 419168 30.84% 3.349%
5 6.869 809 813 817 rBV 631340 543034 39.96% 4.338%
6 7.022 835 839 843 rBV 359232 325819 23.98% 2.603%
7 7.428 903 908 911 rBV 308479 245230 18.05% 1.959%
8 8.151 1024 1031 1034 rBV 886595 733081 53.94% 5.857%
9 8.439 1074 1080 1085 rVB6 9198 19270 1.42% 0.154%
10 8.569 1099 1102 1104 rBV 24306 19695 1.45% 0.157%
11 9.169 1201 1204 1206 rVB 25080 20341 1.50% 0.163%
12 9.222 1209 1213 1217 rBV 557119 480543 35.36% 3.839%
13 9.304 1224 1227 1230 rBvV2 26321 27405 2.02% 0.219%
14 9.616 1277 1280 1283 rBvV2 78842 78750 5.79% 0.629%
15 9.833 1311 1317 1321 rBV3 31648 49998 3.68% 0.399%
16 9.910 1325 1330 1333 rVB 893042 798420 58.75% 6.379%
17 10.098 1358 1362 1369 rVB5 27507 43148 3.18% 0.345%
18 10.328 1399 1401 1404 rVB 35681 27960 2.06% 0.223%
19 10.522 1427 1434 1435 rBV5 12438 23752 1.75% 0.190%
20 10.551 1435 1439 1451 rVB2 37247 81947 6.03% 0.655%
21 10.692 1460 1463 1466 rBV 221477 182180 13.41% 1.455%
22 10.804 1479 1482 1487 rBV2 32376 50347 3.70% 0.402%
23 11.045 1519 1523 1528 rVB7 19310 26490 1.95% 0.212%
24 11.251 1555 1558 1560 rBV 25330 21320 1.57% 0.170%
25 11.345 1569 1574 1576 rBV6 9634 17069 1.26% 0.136%

26 11.392 1578 1582 1585 rBV 905345 772670 56.86% 6.173%
27 11.675 1628 1630 1633 rBV2 17134 16087 1.18% 0.129%
28 11.780 1644 1648 1651 rBV 590774 485911 35.76% 3.882%
29 11.910 1661 1670 1683 rBV 217978 319885 23.54% 2.556%
30 12.469 1761 1765 1766 rBV 1512760 1358955 100.00% 10.857%

31 12.486 1766 1768 1776 rVB2 1128041 951216 70.00% 7.599%
32 12.569 1779 1782 1785 rBV 253453 204850 15.07% 1.637%
33 12.604 1785 1788 1793 rBv4 36899 63550 4.68% 0.508%
34 12.698 1799 1804 1817 rVB 525656 878455 64.64% 7.018%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.974 1847 1851 1854 rBV 403035 344966 25.38% 2.756%

36 13.163 1878 1883 1886 rBV5 25587 47010 3.46% 0.376%
37 13.198 1887 1889 1897 rVB7 32734 60578 4._.46% 0.484%
38 13.521 1941 1944 1946 rBV 30789 28863 2.12% 0.231%
39 13.674 1965 1970 1975 rVB5 31132 70264 5.17% 0.561%
40 13.863 1999 2002 2006 rBV3 43288 45378 3.34% 0.363%
41 14.027 2027 2030 2034 rVB 501593 467526 34.40% 3.735%
42 14.333 2077 2082 2087 rVB5 40706 78404 5.77% 0.626%
43 14.410 2090 2095 2105 rBV10 52265 136532 10.05% 1.091%
44 14.533 2113 2116 2122 rVB7 43295 65622 4.83% 0.524%
45 14.580 2122 2124 2128 rBV5 11689 17778 1.31% 0.142%
46 14.704 2140 2145 2155 rBV5 70075 167290 12.31% 1.337%
47 14.833 2165 2167 2175 rVB7 20398 37013 2.72% 0.296%
48 14.910 2175 2180 2183 rBV3 23429 39909 2.94% 0.319%

49 15.504 2275 2281 2286 rBVY 444979 580734 42.73% 4.640%
50 15.968 2353 2360 2368 rBVS8 73786 216051 15.90% 1.726%

Sum of corrected areas: 12516862
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100726.D
1400000
1200000
1000000

800000

600000
5.48

400000

200000
5.08

6.63

6.49

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

e e

6.50 7.00

Abundance TIC: BF100726.D
1400000
1200000
1000000 9.1 11.39
800000
600000 9.22 e
400000

200000

848,57

12147

12.49

12.70

|
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: BF100726.D

1400000

1200000

1000000

800000

600000 14.03

400000

200000

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

O T T TS

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 4

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

6.63 15.44 ng 419168 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 772 (6.628 min): BF100726.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 540 9.0 620 640 6.60 6.80 7.00
A E e m/z 68.10 41 .58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BRSNS
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 29.07%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.01%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180 \
Abundance #52379: Tranylcypromine-propiony! RS s e s B s
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.69%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A REE S e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 (1-l1sopropylcyclobutyl)meth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

10.55 2.0 ng 81947  Acenaphthene-di0 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (1-1sopropvicvclobutvDmethvlamine 127 C8H17N

1000195-05-7 64

2 1.2-Dimethvlpvrrolidine
3 2-Methvlpiperidine
4 L-Pipecolinic acid

99 C6H13N
99 C6H13N
129 C6H11NO2

1000326-00-9 53
000109-05-7 50
003105-95-1 47

5 2-Piperidinecarboxylic acid 129 C6H11NO2 000535-75-1 43
Abundance Scan 1439 (10.551 min): BF100726.D (-1435) (-) m/z 84.00 100.00%
84.0
57.1
5000

43.1 710
I LT 10120 1040 10,60 1080
..“.”,”.W.HJH!”,HLW.HPi.”,P.w.”ﬂ“.”,%.w.h.“.” m/z 57.10 72 .06%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #11917: (1-1sopropylcyclobutyl)methylamine
84.0
5000 LA L L L L L I
10.20 10.40 10.60 10.80
%60 710 99.0 m/z 43.10 39.16%
42.0
00 ‘ 1120 1270
L 1 | ! |
R R REEE e o ERARRREEES S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
420 84.0
R mE T o R
10.20 10.40 10.60 10.80
5000 m/z 71.05 32.44%
56.0
28.0 710 99.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3536: 2-MethyIpiperidine R mE T o R
84.0 10.20 10.40 10.60 10.80

m/z 41.05 31.59%

5000

56.0
42.0
28.0 70.0 99.0

150 |l il \

m/z--> 10 20 30 40 50 60 70 80

90 100 110 120 130

10 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 12.58 ng 485911 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1648 (11.780 min): BF100726.D (-1644) (-) m/z 74.00 100.00%
74.0
5000 430
| oo 2212 1140 1160 1180 1200
101. 185.1 270.3 . . . .
O Y i O LT O R = 2 o B 2 2
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 LN I BN SUNILE
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 36.21%
‘H\_@0 | ﬂleoﬂm 270.0
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11.40 1160 11.80 1200
5000 43.0 m/z 55.05 27 .51%
9701370 30 1g50 2270 2700
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate B S E
74.0 11.40 11.60 11.80 12.00
m/z 41.05 25.64%
5000
43.0
101012101430 170 1990 2420

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

11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.91 8.28 ng 319885 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1670 (11.910 min): BF100726.D (-1661) (-) m/z 73.00 100.00%
43.0 730
>0 1291 ¢
213.2
97.1 R N SR B B
49. trid 256.2 11.|60 11.|80 12.'00 12.'20 '
i m/z 43.05 92.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 UL DU SUMLILN BN B

11. 60 11. 80 12. OO 12.20

97.0 m/z 60.00 88.52%
L
‘ f 1T
RRERREE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
R B R m s e
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 77.70%
171.0
97.0 214.0
15.0 149.0
R EE L e B e A REEamaa R L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B AL maa
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.05 72 .45%
5000 129.0

%

}99.”,”... T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.47 35.18 ng 1358960 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 1765 (12.469 min): BF100726.D (-1761) (-) m/z 67.05 100.00%
67.0
41.0
5000
1231 1501 12.20 12.40 12,60 12.80
178.1 . 263.2 .
- 229.2 2992 "m/z 81.10 89.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 LA SN SRR SR
12.20 12.40 12.60 12.80
m/z 55.10 71.84%
123.0 149.0 175 262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
41.0 S e e R
95.0 12.20 12.40 12.60 12.80
5000 m/z 95.10 59.62%
123.0 150.0

178.0 223.0 263.0 294.0

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

Abundance #139707: 8,11-Octadecadienoic acid, methyl ester N SARRRRE
12.20 12.40 12.60 12.80

m/z 41.05 57.92%

5000

124.0 150.0 294.0

263.0

178.0 220.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.49 24 .62 ng 951216 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 96
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 96
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 93
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93

Abundance Scan 1769 (12.492 min): BF100726.D (-1766) (-) m/z 74.00 100.00%

12.20 12.40 12.60 12.80
m/z 55.00 94 .09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

74.0
41.1 ,
5000 , '
Tas21 [

5000 L B e I R B B
12. 20 12. 40 12. 60 12. 80

264.0 m/z 79.00 89.98%
296.0

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

29.0

111.0

138.0 180.0 222.0

55.0

12.20 12.40 12.60 12.80
5000 87.0 m/z 87.00 82 .44%

. 264.0
A0 111.0 222.0
138.0 180.0 : 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester

.0 12.20 12.40 12.60 12.80
m/z 69.10 78.04%

5000
29.0 264.0
111.0
138.0  180.0 2220 296.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Methyl stearate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.57 5.30ng 204850  Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Methvl stearate 208 C1OH3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 97

007132-64-1 90
006929-04-0 90

3 Pentadecanoic acid. methvl ester 256 C16H3202
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602

5 Methyl 13-methyltetradecanoate 256 C16H3202 1000336-31-4 90
Abundance Scan 1782 (12.569 min): BF100726.D (-1779) (-) m/z 74.00 100.00%
74.0
5000 43.1
|||||||||_|‘{\ﬁ|||||
12.20 12.40 12.60 12.80
m/z 87.00 73.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0
12.20 12.40 12.60 12.80
143.0 m/z 43.10 40.96%
- 298.0
150 ‘ ‘ |90 T 1710 1900 579 2550 2%
T T T e e e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
R EARAREEEE R
12.20 12.40 12.60 12.80
5000 m/z 55.05 29.09%
28.0
143.0 255.0 298.0
51.0 101.0 171.0 199.0 2970
Wﬁmmﬁwwwmﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methyl ester T T T
74.0 12. 20 12. 40 12 60 12. 80
m/z 41.05 26.25%
5000
43.0
L e 180y, o e
IIIIIIIIIIIIIIII‘IIIIIIIIIIIIIII‘IIIIIII IIIIIIII‘IIIIIIII IIIIIIIIIIIIIIII T TT 1T TTTT UL IIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12.80

8270-BF110817.M Tue Nov 21 13:18:09 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.70 22.74 ng 878455 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1804 (12.698 min): BF100726.D (-1799) (-) m/z 43.10 100.00%

43.1 73.0

§

5000 129.1
#Jl 97.1 185.2 241.2 e AL RE REERE TR
284.3 12.40 12.60 12.80 13.00
157.1 213.2
m/z 73.00 84 .68%
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 T T T T

12.I40 12.I60 12.I80 13.IOO
m/z 57.10 83.66%

241.0 284.0

207.0

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

.

73.0

R EEEEEmms s e EE
43.0 12.40 12.60 12.80 13.00

m/ 60.00 77.12%
5000 129.0 z 0

185.0 228.0
157.0

97.0

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

%

Abundance #107549: n-Hexadecanoic acid [ i e
60.0 12.40 12.60 12.80 13.00
m/z 55.10 70.65%
5000
157.0 185.0 213.0 256.0
EEEREEEESSSS L.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF110817.M Tue Nov 21 13:18:09 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl3.16 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.16 2.01 ng 47010 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidin-2-vl-4-amino-6-dime... 208 C9H16N6 1000147-66-4 38
2 Pvrrololl.2-alpvrazine-3-propana... 225 C10H15N303 1000142-42-0 25
3 2-Bicvclol3.3.11nonene. 6-methvl... 151 C10H17N 1000186-05-5 22
4 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 12
5 N,N-Dimethyl-6-[4-methylphenyl]-... 215 C11H13N5 002486-26-2 12
Abundance Scan 1883 (13.163 min): BF100726.D (-1878) (-) m/z 70.05 100.00%
70.0
208.0
5000
43.0 96.0
124.0 R S A
1520 180.0 241.1 1280 13100 13.20 13.40
m/z 208.00 52.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68260: 2-Pyrrolidin-2-yl-4-amino-6-dimethylamino-s-triazine
208.0
153.0
5000 12.80 13.00 13.20 13.40
70.0 124.0 180.0 m/z 84.00 37.22%
N AF'Q" |"t' |"9§ ?"“' I B e BBUBARBN RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
70.0
208.0 12:80 13.00 13.20 1340
5000 m/z 43.00 30.72%
98.0 1300 1670 226.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24640: 2-Bicyclo[3.3.1]nonene, 6-methylamino- L e e I
70.0 12.80 13.00 13.20 13.40
m/z 96.00 29.23%
5000
44.0
270 \H I TR -~ X 1510

m/z--> 20 60 80 100 120 140 160 180 200 220 240 12. 80 13. 00 13. 20 13. 40

8270-BF110817.M Tue Nov 21 13:18:10 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl13.20 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.20 2.59 ng 60578 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2-methvl- 170 C12H26 007045-71-8 22
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 14
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 14
4 Pentadecane 212 C15H32 000629-62-9 10
5 Tetradecane 198 C14H30 000629-59-4 10
Abundance Scan 1889 (13.198 min): BF100726.D (-1887) (-) m/z 43.05 100.00%
43.0

711

5000
97.0

155.1 177.1  208.1 247.2 T T
12.80 13.00 13.20 13.40 13.60

m/z 55.10 95.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38329: Undecane, 2-methyl-

N

w

o
(

12. 80 13 00 13 20 13. 40 13 60
m/z 57.00 85.12%
‘\ “ ‘ I I

RS AR UL R LR SRR R B SRR RRRRN RN R

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

5000: 71.0 LB e
‘990 127.0 1550

f

Abundance
57.0
12.80 13.00 13.20 13.40 13.60
5000 m/z 71.10 68.70%
290 85.0
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105898: Heptadecane, 8-methyl- B o B Rt
57.0 12.80 13.00 13.20 13.40 13.60
m/z 85.10 46.75%
85.0
5000
154.0
39‘ Lod 4 d ‘\ | 1830 2110 2390

m/z--> 20 40

60 80 100 120 140 160 180 200 220 240

12. 80 13 00 13 20 13. 40 13 60

8270-BF110817.

M Tue Nov 21 13:18:11 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl3.67 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.67 3.01 ng 70264 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 49
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 47
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 47
4 Undecane. 2.9-dimethvyl- 184 C13H28 017301-26-7 47
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 46
Abundance Scan 1969 (13.669 min): BF100726.D (-1965) (-) m/z 57.05 100.00%
57.0
5000
13.40 13.60 13.80 14.00
m/z 71.10 57 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140552: Dodecane, 1-iodo-
57.0
5000 850 LA L L L L L LB
13. 40 13. 60 13. 80 14. 00
90,0 1550 m/z 85.10 48 .35%
113.0
|||‘|‘||‘|‘|||‘l|||“l||||||‘||||‘|||‘|||||||‘||||‘|:!-83||0|| EEEmmaE
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
113.40 13.60 13.80 14.00
m/z 43.10 47 .62Y%
5000 10 0
9.0 1570 1550 4830
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48853: Dodecane, 3-methyl- AR EEEEEEEEE
57.0 13.40 13.60 13.80 14.00
m/z 133.00 22.07%
5000
85.0
29.0
Ll ‘ (1130 PO 4ggp
m/z--> ' ' 65 éo 160 150 1&0 1éo 180 200 220 240 13.40 13.60 1380 14.00

8270-BF110817.M Tue Nov 21 13:18:12 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.33 3.35 ng 78404 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 72
2 Octacosane 394 C28H58 000630-02-4 72
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 72
4 Tetracosane 338 C24H50 000646-31-1 64
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
Abundance Scan 2081 (14.327 min): BF100726.D (-2077) (-) m/z 57.10 100.00%
51.1
5000
| }m 1410 2132 14.00 14.20 14.40 14.60
b by m/Z 71.10 54.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 L SR SR B SRS
mmmmmmmm
m/z 43.00 42 .06%
ey A M d }4}9 183.0 225.0 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R RREAR RS EE
14.00 14.20 14.40 14.60
5000 m/z 85.10 40.89%
99.0
25.0 141.0 183.0 225.0 281.0 337.0  394.0
T T e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #125656: Sulfurous acid, butyl decyl ester R a R mamEE L
57.0 14.00 14.20 14.40 14.60
m/z 55.00 18.62%
5000

m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14.60

8270-BF110817.M Tue Nov 21 13:18:13 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 14 unknownl4.41 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.41 5.84 ng 136532 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perhvdrophenanthrene. (4a.alpha.... 192 C14H24 002108-89-6 20
2 Urea. N-(3-methoxvbenzovl)-N"-(5... 275 C13H13N304 1000320-00-0 18
3 2"-Hvdroxv-5"-methvlacetoacetoph... 192 C11H1203 016636-64-9 18
4 Benzamide. 3-methoxv-N-I4-(1-met... 281 C18H19NO2 1000351-11-1 14
5 Tricyclo[3.2.1.0(2.4)]octane-3-c... 277 C19H19NO 1000266-98-8 14
Abundance Scan 2095 (14.410 min): BF100726.D (-2090) (-) m/z 143.10 100.00%

5000

14.00 14.20 14.40 14.60 14.80
m/z 135.05  79.04%

m/z--> 50 100 150 200 250 300 350

Abundance #54720: Perhydrophenanthrene, (4a.alpha., 4b.beta., 8a.alp...
135.0
81.0
192.0
5000 [rTrrrjrrriqprrrrrrrorprTs
14.00 14.20 14.40 14.60 14.80
‘ m/z 41.10 77 .75%
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
R o A
14.00 14.20 14.40 14.60 14.80
5000 08.0 m/z 43.10 73.62%
43.0 275.0
177.0
217.0
T L e e o e o L o o N B e o i |
m/z--> 50 100 150 200 250 300 350
Abundance #54232: 2'-Hydroxy-5'-methylacetoacetophenone A EEE TS
135.0 14.00 14.20 14.40 14.60 14.80
m/z 55.00 60.67%
192.0
5000
43.0 770
.n.JﬁuuL:,W.:.n‘.u.ﬂ,.... ] e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60 14.80

8270-BF110817.M Tue Nov 21 13:18:13 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 15 unknownl14.53 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .53 2.81 ng 65622 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodimer 1.3-dichloroallene 216 C6H4Cl4 1000222-23-8 14
2 2.6-Dichloronitrosobenzene 175 C6H3CI2NO 001194-66-7 14
3 Benzene. 2.2.2-trifluoro-1-(tri... 228 C9H6F6 003142-78-7 11
4 Quinoline. 5.6.7.8-tetrahvdro-3-... 147 C10H13N 028712-62-1 11
5 6-Methyl-1,2,3,4-tetrahydroquino... 147 C10H13N 000091-61-2 11
Abundance Scan 2115 (14.527 min): BF100726.D (-2113) (-) m/z 81.00 100.00%
81.0
1470 18912181
5000
14.20 14.40 14.60 14.80
m/z 218.10 69.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74459: Cyclodimer 1,3-dichloroallene
146.0
181.0
5000 30 1110 218.0 14.20 14.40 14.60 14.80
28.0 ‘ m/z 147.00 64.13%
!Hmnwm A T N
m/z--> 150 200 250 300 350 400
Abundance
145.0
109.0 /N N S
175.0 14.'20 14.'40 14.|60 14.|80 '
5000 74.0 m/z 189.10 63.50%
30.0
m/z--> - '55' B 160" "150" ' éoo" "250" ' éoo" ' 550" ' Zoo
Abundance #84872: Benzene, [2,2,2-trifluoro-1-(trifluoromethyl)ethy!]-
109.0  159.0 14.20 14.40 14.60 14.80
m/z 93.00 58.88%
5000 2280
451\101\1 o 4 | 1890 |
mz> s 100 150 o0 20 a0 o 4o 14.20 14.40 14.60 14.80

8270-BF110817.M Tue Nov 21 13:18:14 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 16 unknownl14.70 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.70 7.16 ng 167290 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-en-3-0l (3.beta.)-. pr... 442 C30H5002 000633-31-8 25
2 Cholestervl benzoate 490 C34H5002 000604-32-0 25
3 5-Cholene. 3.24-dihvdroxv- 360 C24H4002 1000251-69-2 17
4 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 17
5 1-Naphthalenemethanol, decahydro... 306 C20H3402 001857-24-5 12
Abundance Scan 2144 (14.698 min): BF100726.D (-2140) (-) m/z 55.00 100.00%
.0
1050 1451 213.2
275.3
5000
353.2 386.4 —
|‘ " | | 14.40 14.60 14.80 15.00
L R m/z 43.10 83.14%
m/z--> 50 100 150 200 250 300 350
Abundance #225503: Cholest-5-en-3-ol (3.beta.)-, propanoate
57.0
368.0
5000 L AR SRR S SULRA
1050 147.0 1440 14.60 14.80 15.00
‘ 213.0 247.0 m/z 145.05 74.91%
: ZIZ‘IOI‘\ |M|‘w “‘l“‘ 1 H‘IH |7“”6|‘Q| L nl‘nl " IH‘\ H\ |28|3|0| |3|2‘6|0| IL : M :
m/z--> 50 100 150 200 250 300 350
Abundance
105.0
368.0
147.0 14.40 14.60 14.80 15.00
5000 43.0 247.0 m/z 213.20 74 _.05%
213.0
76.0 177.0 283.0314.0
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #190889: 5-Cholene, 3,24-dihydroxy-
55.0 14.40 14.60 14.80 15.00
m/z 41.00 73.95%
95.0
5000 255.0
147.0 342.0
201.0 ‘
IIIIIIII“IlI\I\ULI“I”JIIiILII \I\\I\hl IIMIIII\ §8|.O|||l| I‘\Illll o
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF110817.M Tue Nov 21 13:18:15 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112017\
Data File : BF100726.D

Aca On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 17 Cholest-5-ene, 3-ethoxy-, (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.97 7.44 ng 216051 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 60
2 Ledene oxide-(ID) 220 C15H240 1000159-36-7 14
3 5-(1-BenzoxazolvD)-2(1H)-pvrimid... 213 C11H7N302 349488-95-5 11
4 Stiagmastan-3-en-6-ol 414 C29H500 1000214-19-7 10
5 _beta.-D-Glucopyranoside, methyl... 334 C17H3406 1000157-24-8 10
Abundance Scan 2360 (15.968 min): BF100726.D (-2353) (-) m/z 43.05 100.00%
43.0
107.1 1451
5000
303.3
255.1 381.4414.4 L SN PR BRI UL
|| | ‘ | | 15.60 15.80 16.00 16.20
| L SN I m/z 57.05 66.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 L SN AU BRI UL
810 368.0 15.60 15.80 16.00 16.20
Ll 130200 0 7|0
T2 k< T N N I
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
15,60 15.80 16.00 16,20
5000 m/z 145.10 57.21%
91.0 159.0
123.0 202.0
mz-> 50 100 150 200 250 300 350 400
Abundance #71828: 5-(1-Benzoxazolyl)-2(1H)-pyrimidinone
159.0 213.0 15.60 15.80 16.00 16.20
m/z 41.10 56.84%
63.0
5000
103.0 ‘
: |Jll‘{“f"|hu Illihlll ! ; Il —lr | I‘II T s A
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF110817.M Tue Nov 21 13:18:16 2017 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112017\
Data File : BF100726.D

Acq On : 20 Nov 2017 13:23

Operator : SJ/JU

Sample : 16309-01 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
unknown6.63 6.63 15.4 ng 419168 1 6.87 543034 20.0
(1-I1sopropylcyclo... 10.55 2.0 ng 81947 3 9.91 798420 20.0
Hexadecanoic acid... 11.78 12.6 ng 485911 4 11.39 772670 20.0
n-Hexadecanoic acid 11.91 8.3 ng 319885 4 11.39 772670 20.0
9,12-Octadecadien... 12.47 35.2 ng 1358960 4 11.39 772670 20.0
16-Octadecenoic a... 12.49 24.6 ng 951216 4 11.39 772670 20.0
Methyl stearate 12.57 5.3 ng 204850 4 11.39 772670 20.0
Octadecanoic acid 12.70 22.7 ng 878455 4 11.39 772670 20.0
unknown13.16 13.16 2.0 ng 47010 5 14.03 467526 20.0
unknown13.20 13.20 2.6 ng 60578 5 14.03 467526 20.0
unknownl13.67 13.67 3.0 ng 70264 5 14.03 467526 20.0
Hentriacontane 14 .33 3.4 ng 78404 5 14.03 467526 20.0
unknownl4 .41 14 .41 5.8 ng 136532 5 14.03 467526 20.0
unknownl14 .53 14.53 2.8 ng 65622 5 14.03 467526 20.0
unknownl14 .70 14.70 7.2 ng 167290 5 14.03 467526 20.0
Cholest-5-ene, 3-... 15.97 7.4 ng 216051 6 15.50 580734 20.0
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