LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.201 483 487 494 rBV 212347 232047 9.49% 0.878%
2 5.607 553 556 571 rVB 2154122 2391034 97.79% 9.050%
3 6.607 722 726 737 rBVY 2554636 2335881 95.54% 8.842%
4 6.742 745 749 753 rBVY 2532229 2330432 95.31% 8.821%
5 6.966 783 787 790 rBV 861152 703753 28.78% 2.664%
6 7.119 809 813 817 rVB 1998977 1880106 76.89% 7.117%
7 7.525 877 882 885 rBVY 1595842 1582174 64.71% 5.989%
8 7.601 892 895 902 rVB2 18732 24688 1.01% 0.093%
9 8.248 1001 1005 1008 rBvY 1016687 854991 34.97% 3.236%
10 9.319 1181 1187 1191 rBV 2591300 2445032 100.00% 9.255%
11 9.713 1248 1254 1258 rBV 264833 248088 10.15% 0.939%
12 9.919 1284 1289 1293 rBvV2 49866 54615 2.23% 0.207%
13 10.007 1299 1304 1308 rBvV 973850 902335 36.90% 3.415%
14 10.419 1372 1374 1377 rVB 65426 46953 1.92% 0.178%
15 10.795 1434 1438 1442 rBV 1452140 1346773 55.08% 5.098%
16 10.895 1452 1455 1461 rBvV 57289 62969 2.58% 0.238%
17 11.342 1528 1531 1533 rBvV 42987 32471 1.33% 0.123%
18 11.495 1553 1557 1560 rBvV 897306 778191 31.83% 2.946%
19 11.518 1560 1561 1567 rVB 131837 97342 3.98% 0.368%
20 12.007 1640 1644 1645 rBV2 19979 24975 1.02% 0.095%
21 12.024 1645 1647 1652 rVB2 26860 26475 1.08% 0.100%
22 12.113 1658 1662 1664 rBV2 33827 36798 1.51% 0.139%
23 12.177 1670 1673 1676 rBV2 29809 29001 1.19% 0.110%
24 12.565 1737 1739 1747 rVB6 28268 40875 1.67% 0.155%

25 12.713 1761 1764 1767 rBV 267207 223919 9.16% 0.848%

26 12.748 1767 1770 1773 rVB 207101 168874 6.91% 0.639%
27 12.942 1797 1803 1805 rBV 258314 258595 10.58% 0.979%

28 12.960 1805 1806 1809 rVB 49328 39745 1.63% 0.150%
29 13.083 1822 1827 1830 rBV 2021538 1831741 74.92% 6.933%
30 13.218 1847 1850 1852 rBV 36084 26899 1.10% 0.102%
31 13.271 1856 1859 1862 rVVv2 42695 47345 1.94% 0.179%
32 13.336 1867 1870 1872 rVV 30056 25715 1.05% 0.097%
33 13.448 1886 1889 1891 rBV 61918 52606 2.15% 0.199%
34 13.501 1895 1898 1899 rBV2 24640 25540 1.04% 0.097%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.542 1903 1905 1909 rVB5 26454 34689 1.42% 0.131%
36 13.607 1914 1916 1918 rBV 79257 60709 2.48% 0.230%

37 13.971 1974 1978 1985 rVB2 317935 368209 15.06% 1.394%
38 14.112 1998 2002 2004 rBV 342607 293472 12.00% 1.111%
39 14.148 2004 2008 2011 rVV2 884215 954791 39.05% 3.614%
40 14.177 2011 2013 2018 rVB 135191 122418 5.01% 0.463%

41 14.295 2031 2033 2037 rVB2 43725 42750 1.75% 0.162%
42 14.624 2084 2089 2095 rBV2 256060 423834 17.33% 1.604%
43 15.089 2166 2168 2173 rVB 97760 109221 4_.47% 0.413%
44 15.236 2189 2193 2196 rBVY 142250 212466 8.69% 0.804%
45 15.295 2200 2203 2206 rVV 298772 349235 14.28% 1.322%

46 15.324 2206 2208 2215 rVB3 93623 134155 5.49% 0.508%
47 15.624 2256 2259 2266 rBVY 98796 143557 5.87% 0.543%
48 15.695 2266 2271 2280 rVB 609952 799138 32.68% 3.025%
49 15.918 2306 2309 2315 rVB3 91844 130923 5.35% 0.496%
50 16.165 2347 2351 2356 rVB 156054 228911 9.36% 0.866%

51 17.883 2638 2643 2653 rVB10 80943 215889 8.83% 0.817%
52 18.389 2723 2729 2737 rVB3 106699 268719 10.99% 1.017%
53 18.759 2786 2792 2799 rBV6 114124 316768 12.96% 1.199%

Sum of corrected areas: 26418832
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\

BF106491.D

15 Jun 2018 15:01

JussJ

J3471-02

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF106491.D

5.61

5.20

65

74

7.12

6.97

7.52

0=
Time-->

T ™
5.00 5.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF106491.D

10.80

8.25 10.01

11.49

9.71

1f.52
111;_34

10.42 @}.\90
A

9.9

12.57

13.08

73:12.94
17.96| 1332284

0 :
Time-->

11.50

10.00 10.50 11.00

12.00

T
12.50

13.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF106491.D

18.39 18.76
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 8

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

5.20 6.59 ng 232047 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 487 (5.201 min): BF106491.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SR SRR RS AR
| 831 | 4.80 5.00 5.20 5.40 5.60
1 1 S S m/z 59.00 58.39%
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 R LS UL I R
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 18.47%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 16.55%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.86%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 66.23 ng 2330430 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.742 min): BF106491.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 o1 o0 680 680 700
o} : B m/z 68.10 43.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 LA S S AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.71%
0 ‘ L1 H | ‘ L 1
LR LR FULL L SR UL UL UL SRS BN UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7o
5000 980 1160 m/z 66.00 27.38%
158.0 189.0
e L S L L WL B WL S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- N R
132.0 6.40 6.60 6.80 7.00
117.0 m/z 69.10 17.87%
5000
39.0 65.0 .0
0'%Qq"";"'w':"l""|”"|"'|"”|""|"" AN SR R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF061118.M Mon Jun 18 11:50:30 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 E-7-Octadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 7.71 ng 368209 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 93
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 1978 (13.971 min): BF106491.D (-1974) (-) m/z 57.05 100.00%
5%.0
97.1
NSRRI SR B
40.0 234.0 13.60 13.80 14.00 14.20
0...-,-” J*..,.1.8.2.1,....,.2.89.2,....,....,....,. m/z 43.00 76.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104185: E-7-Octadecene
43.0
83.0
5000 DU R B SR B
anmmmmm
50 252.0 m/z 55.00 67 .84%
o | M ‘\ \‘ 1680 2100 |
m/z--> 55 100 150 260 2%0 360 3éo 460 4%0
Abundance
57.0
97.0 DDA SUNIUL UL SR
13.60 13.80 14.00 14.20
5000 m/z 83.05 65.33%
0 1310 299 2100 2520 2970 448.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #109268: Ethanol, 2-(tetradecyloxy)- B R
57.0 13.60 13.80 14.00 14.20
m/z 69.05 53.96%
5000 97.0 vaJV%AthNfﬂJ\MVJKHNJVA¢~AM
189 ‘ LLid 1390 | 1900 ass0
o R 0 O - L — I e o O
m/z--> 0 1(')0 1éo 2(')0 251;0 3(')0 350 400 4&1;0 13 60 13. 80 14. oo 14 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.62 8.88 ng 423834 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
3 Cvclooctacosane 392 C28H56 000297-24-5 91
4 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 2088 (14.618 min): BF106491.D (-2084) (-) m/z 57.00 100.00%
57.0
97.1
IR ISR AL B B
127.1 242.1 14.40 14.60 14.80 15.00
ol | J130Y 16912081 24212761 3241 | L77743.00  72.86%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55.0
5000 LI B BRI I I
14,40 14.60 14.80 15.00
m/z 71.05  64.34%
210.0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 IR ISR AL S B
14.40 14.60 14.80 15.00
5000 m/z 55.00 52.62%
125.0
o 155.0 196.0225.0
m/z--> 50 100 150 200 250 300 350
Abundance #208717: Cyclooctacosane R B R e ma
57.0 14.40 14.60 14.80 15.00
m/z 85.05 43.33%
97.0
- «A\Anj\s—\)\\ﬁ
o 28‘0 1 ‘ | ‘L 13901680 210.0230.0 2780  335.0 892.0
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Oxirane, heptadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.73 ng 109221 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 1.19-Eicosadiene 278 C20H38 014811-95-1 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Hexadecanal 240 C16H320 000629-80-1 91
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 2168 (15.089 min): BF106491.D (-2166) (-) m/z 43.00 100.00%
43.0
82.1
5000
09.1 R DA SUNLE SR B
161.0189.1 2301 2781 306.0334.2 14.80 15.00 15.20 15.40
okl m/z 57.05 95 .56%
m/z--> 50 100 150 200 250 300
Abundance #129467: Oxirane, heptadecyl-
430 82.0
5000 LI S UL SRR B
14.80 15.00 15.20 15.40
%DD m/z 82.10 76 .69%
138.0
ol b )| PP0es01sa0 zssozer0
m/z--> 50 100 150 200 250 300
Abundance
55.0
14,80 15.00 15.20 15.40
5000 82.0 m/z 55.00 57.41%
29.0
109.0
o 138.0  180.0208.0 250.0278.0
m/z--> 50 100 150 200 250 300
Abundance #117604: Octadecanal AR EREEE RS
43.0 14.80 15.00 15.20 15.40
m/z 83.10 53.95%
82.0
- L\,/N\\A
REAN ‘ “Pmmmwmﬂmﬁm
m/z--> 50 100 150 200 250 300 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.29 8.74 ng 349235 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2202 (15.289 min): BF106491.D (-2200) (-) m/z 57.00 100.00%
57.0 A
5000
991 15100 1520 1540 1560
141.2 : : : :
ol A Lhddy 212 aon1  2setzsenzien sss1 ot 0ot el oy,
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B BULLL UL R
mmmmmmmm
99.0 m/z 43.00 56.24Y%
oL 210 \ || 1410 1830 225.0 266.0296.0
m/z--> 50 160 1%0 200 2%0 360 3%0 '
Abundance
57.0
15.00 15.20 1540 15.60
5000 m/z 85.05 47 .21%
99.0
oL 27.0 1410 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #94346: Heptadecane LI L LB N L B
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.40%
- NJJ’\/\'VM\/\A
99.0
o 27‘.0 e | 141.0 1830 240.0
miz-> 50 100 150 200 250 300 350 15.00 15.20 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 11
R.T. EstConc Area Relative to ISTD R.T.
15.32 3.36 ng 134155 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 91
Abundance Scan 2207 (15.318 min): BF106491.D (-2206) (-) m/z 69.05 100.00%
69.0
43.0
5000
1801 2120 510000 3412 | 1500 1520 1540 1560
oIl m/z 55.00 78.55%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 111.0 L AR SR B SURA
15.00 15.20 15. 40 15.60
29.0 m/z 83.10 72.66%
: 1390
oL A1 \‘ L | 167.0196.0  238.0 266.0294.0
m/z--> 50 Io 260 2éo 360
Abundance
550 83.0
15.00 15.20 15.40 15.60
5000 111.0 m/z 97.10 65.63%
29.0
139.0 167.0 196,0 224.0 252.0
ob—A b b B L b s
m/z--> 55 160 150 200 250 360
Abundance #131391: n-Nonadecanol-1 I R e RERaEEa
55.0 83.0 15.00 15.20 15.40 15.60
m/z 43.00 56.58%
5000 111.0
29.0
m/z--> 50 1(')0 150 200 250 3(')0 ' 15'00 15. 20 15. 40 15|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Heptadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.92 3.28 ng 130923 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 89
2 E-11(13-MethvDtetradecen-1-ol a... 268 C17H3202 1000130-80-4 86
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 78
4 Octadecanal 268 C18H360 000638-66-4 70
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 60
Abundance Scan 2309 (15.918 min): BF106491.D (-2306) (-) m/z 57.05 100.00%
57.0
5000
1231 3021 |||llll|llll|llll|llll|
165.1 196.1223.1  267.1 320.2 3653 15.60 15.80 16.00 16.20
0 m/z 82.00 87 .14%
m/z--> 50 100 150 200 250 300 350
Abundance #105849: Heptadecanal
430 o,
5000 R R SRR BN SURR
15.60 15.80 16.00 16.20
09.0 m/z 43.00 82 .58%
L 1970 180020802360
0! R T T B T o
m/z--> 50 100 150 200 250 300 350
Abundance
82.0
43.0 R R SRR BN IURR
15.60 15.80 16.00 16.20
5000 m/z 55.00 62.62%
109.0 208.0
0 137.0166.0 239.0 268.0
m/z--> " s0 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- I R e RERaEEa
430 82.0 15.60 15.80 16.00 16.20
m/z 83.05 56.68%
5000
09.0
. LI | %8060 2080 2500
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 9

Peak Number 10 2-Bromo dodecane

R.T. EstConc Area Relative to ISTD R.T.
16.17 5.73 ng 228911 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2352 (16.171 min): BF106491.D (-2347) (-) m/z 57.00 100.00%
57.0
i LJ\,\L
5000
PN SUNLA SR B
41 1 1841 15.80 16.00 16.20 16.40
ol 111 W Foles0 2911 3281 m/z 71.10 73.93%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
5000 S AR DR
85.0 1580 16.00 16.20 16.40
29.0 m/z 85.10 54 _35%
: ‘ 3130 169.0
o..“.w,“. Lo T 280
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 43.00 53.00%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0 MJ\«J\/\MW
m/z--> éo 160 1%0 260 250 300 3éo
Abundance #48854: Dodecane, 2-methyl- T
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22.32%
85.0
5000
29.0 141.0
g ] o
0 "Mul T e A v ey PN SUNLA SRR B
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF061118.M Mon Jun 18 11:50:35 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 _beta.-Amyrin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.39 6.73 ng 268719 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 91
2 6.7.8.9-Tetrahvdrodibenzolb.d1fu... 260 C15H1604 1000196-34-3 64
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 46
4 2H-1-Benzopvran-2-one. 7-acetvl-... 260 C14H1205 129812-32-4 43
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 41

Abundance Scan 2729 (18.389 min): BF106491.D (-2723) (-) m/z 218.20 100.00%

218.2

5000
2572 308.1340.9 4263 | 18.00 18.20 18.40 18.60 18.80
0 m/z 203.15 75.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218.0
5000 LA B L L L L L L L LB
18 00 18. 20 18 40 18. 60 18. 80
69.0 m/z 95.00 26.28%
o229 L L, ﬁ T Lﬁ 1749 L2570 297.0 357.0 39304200
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
R B RN M
18.00 18.20 18.40 18.60 18.80
5000 m/z 81.05 23.05%
260.0
ol i o i b
m/z--> 50 100 150 200 250 300 350 400
Abundance #75966: Pyrene, hexadecahydro- B EEE e e
218.0 18.00 18.20 18.40 18.60 18.80
0
410 m/z 55.00 22.95%
5000 175.0
Ji 135.0
oL {Nﬂ 1 T ———— SN
m/z--> 150 200 250 300 350 400 18 00 18. 20 18 40 18. 60 18. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106491.D

Aca On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample : J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.76 7.93 ng 316768 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 90
2 1.3.3-Trimethvl-2-hvdroxymethvl-__._. 222 C15H260 1000144-10-7 84
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 78
4 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 78
5 Cyclopropa[d]naphthalen-2(4aH)-o... 204 C14H200 004677-90-1 62

Abundance Scan 2792 (18.759 min): BF106491.D (-2786) (-) m/z 95.10 100.00%
5000
276.2 316.2 4113 18140 1860 18.80
0 m/z 107 .05 83.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189.0
107.0
5000 L AL BN S
41.0 147. 18140 1860 18.80
‘ T m/z 189.10 83.16%
o 0 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
18140 1860 18.80
5000 107.0 m/z 81.05 81.18%
161.0 207.0
O B i o e e o o R HL o B Bt M e ot O
m/z--> 50 100 150 200 250 300 350 400
Abundance #64524: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... T
41.0 930 18.40 18.60 18.80
m/z 93.00 78 .05%
5000 161.0
0 :kl""l"" UL UURLELELSN BURLELEL WU SR DA FLALELUN B
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061518\
Data File : BF106491.D

Acq On : 15 Jun 2018 15:01

Operator : JU/SJ

Sample - J3471-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.20 6.6 ng 232047 1 6.97 703753 20.0
unknown6.74 6.74 66.2 ng 2330430 1 6.97 703753 20.0
E-7-Octadecene 13.97 7.7 ng 368209 5 14.15 954791 20.0
Cyclopentadecane 14.62 8.9 ng 423834 5 14.15 954791 20.0
Oxirane, heptadecyl- 15.09 2.7 ng 109221 6 15.69 799138 20.0
Heneicosane 15.29 8.7 ng 349235 6 15.69 799138 20.0
1-Heneicosanol 15.32 3.4 ng 134155 6 15.69 799138 20.0
Heptadecanal 15.92 3.3 ng 130923 6 15.69 799138 20.0
2-Bromo dodecane 16.17 5.7 ng 228911 6 15.69 799138 20.0
-beta.-Amyrin 18.39 6.7 ng 268719 6 15.69 799138 20.0
2-1sopropenyl-4a, ... 18.76 7.9 ng 316768 6 15.69 799138 20.0
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