LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 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-BF071618 .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 5.213 485 489 494 rVB 328717 392920 10.26% 1.053%
2 5.596 549 554 557 rBY 3367321 3144021 82.10% 8.423%
3 6.595 718 724 728 rBVY 3143118 3379326 88.24% 9.053%
4 6.743 745 749 753 rVB 3451467 3365429 87.88% 9.016%
5 6.795 755 758 761 rVB 46234 42672 1.11% 0.114%
6 6.978 785 789 792 rBVY 1453030 1138958 29.74% 3.051%
7 7.131 811 815 819 rBVY 2708240 2534453 66.18% 6.790%
8 7.537 879 884 887 rBVY 2350176 2095661 54.72% 5.614%
9 8.260 1003 1007 1010 rBV 1639616 1430053 37.34% 3.831%
10 9.336 1185 1190 1193 rVB 4185647 3829528 100.00% 10.259%

11 9.725 1251 1256 1259 rBV 734272 572606 14.95% 1.534%
12 10.019 1302 1306 1310 rBV2 1950896 1671770 43.65% 4._479%
13 10.807 1434 1440 1443 rBV 2679414 2491630 65.06% 6.675%
14 10.919 1456 1459 1462 rVB5 36015 43033 1.12% 0.115%
15 11.507 1556 1559 1563 rBV 1815347 1757610 45.90% 4_.709%

16 12.025 1642 1647 1655 rBVv3 287375 383221 10.01% 1.027%

17 12.760 1769 1772 1776 rVB5 63468 68765 1.80% 0.184%
18 12.807 1777 1780 1787 rBV8 68559 97462 2.55% 0.261%
19 13.095 1825 1829 1833 rBV 3598808 3576987 93.41% 9.583%
20 13.524 1899 1902 1905 rBvV4 95907 96932 2.53% 0.260%
21 13.783 1944 1946 1950 rBV5 35886 42419 1.11% 0.114%

22 13.977 1976 1979 1987 rBV2 264132 287988 7.52% 0.772%
23 14.154 2005 2009 2014 rVB 1415157 1342954 35.07% 3.598%
24 14.301 2032 2034 2037 rBv4 57596 64278 1.68% 0.172%
25 14.613 2084 2087 2092 rVB3 158717 216397 5.65% 0.580%

26 14.936 2140 2142 2146 rVB5 69413 64289 1.68% 0.172%
27 15.018 2153 2156 2160 rVB2 188099 192153 5.02% 0.515%
28 15.295 2200 2203 2208 rVB3 154016 172140 4_50% 0.461%
29 15.689 2265 2270 2279 rVB 985343 1347505 35.19% 3.610%
30 16.165 2348 2351 2356 rBV7 67020 103586 2.70% 0.278%

31 16.218 2356 2360 2366 rBV9 97839 164430 4._.29% 0.440%
32 17.430 2563 2566 2568 rBv4 37296 48569 1.27% 0.130%
33 17.877 2635 2642 2649 rBV4 244949 534145 13.95% 1.431%
34 17.971 2655 2658 2665 rVB9 60266 144548 3.77% 0.387%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 18.242 2697 2704 2711 rBV9 93007 240253 6.27% 0.644%

36 18.389 2723 2729 2735 rBV9 75259 157937 4.12% 0.423%

37 18.759 2790 2792 2795 rBv4 36376 46318 1.21% 0.124%
38 18.912 2815 2818 2819 rBV3 49584 45122 1.18% 0.121%
Sum of corrected areas: 37328068
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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\BF071618\

BF107412.D

16 Jul 2018 19:45

JussJ

J3976-01

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.21 6.90 ng 392920 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 4-Ethvl-3-octanol 158 C10H220 019781-26-1 25
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 23
4 Silane. dimethvl- 60 C2H8Si 001111-74-6 16
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 488 (5.207 min): BF107412.D (-485) (-) m/z 43.00 100.00%
43.0
5000
101.1 IS A W
480 500 520 5.40 5.60
O Hpth 1352 1808 2674 3169 48301 "hn/z 59.00 65.97%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS LS R S
480 500 520 5.40 5.60
m/z 101.05 23.17%
101.0
0|"'“H|“'""|‘""|' LR UARLELEL UL UL SR SR
m'z-> 0 50 100 150 200 250 300 350 400
Abundance
59.0
480 500 520 540 560
5000 m/z 58.05 18.85%
98.0
140.0
L s O L UL L WL UL B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0 480 500 520 5.40 5.60
m/z 39.00 10.62%
5000
Tzo
0|""|'H"J"|""|"' N U DALY UL SRR SR ISANRAE SRS RS
mz-> 0 50 100 150 200 250 300 350 400 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 59.10 ng 3365430 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 749 (6.743 min): BF107412.D (-745) (-) m/z 132.00 100.00%
13R.0
68.0
5000
rrrrrrTyTTT T T T T T T T T
6.40 6.60 6.80 7.00
o! Ao f 183092260 2764 S713 4275 4998 /7 68.05  55.95%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 RS A AR AR o
6.40 6.60 6.80 7.00
33.0 m/z 66.00 40.00%
S L L UL UL B L UL LIRS B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
9.0 o0 ok 6B 700
5000 m/z 134.00 31.78%
31.0
S L L UL UL UL L UL UL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14396: 1,2,4-Trifluorobenzene B B R
132.0 6.40 6.60 6.80 7.00

m/z 69.10 27 .91%

5000

L\J J1l

L T N T

m/z--> 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl12.02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 4_.36 ng 383221 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 49
2 Undecanoic acid 186 C11H2202 000112-37-8 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 27
5 n-Decanoic acid 172 C10H2002 000334-48-5 27

Abundance Scan 1646 (12.019 min): BF107412.D (-1642) (-) m/z 59.95 100.00%

5000
114.9
157.1 213.1
2563 3272 3803 4722 543.6 11.80 12.00 12.20 12.40
0! m/z 72.90 93.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61122: Dodecanoic acid
73.0
5000
129.0 11.80 12.00 12.20 12.40
m/z 43.00 93.26%
[y | o
Ol.n.WM'WWﬁ.HHul” L o o I I L i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
T T
11.80 12.00 12.20 12.40
5000 m/z 55.00 90.56%
129.0
186.0
18.0
B i P
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84455; Tetradecanoic acid  RREREEEE B
73.0 11.80 12.00 12.20 12.40
m/z 41.05 90.52%
5000 129.0
185.0
‘ 228.0
N MMJ.”,nL. e — M S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 13-Tetradecen-1-ol acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.98 4.29 ng 287988 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 93
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 Cvcloeicosane 280 C20H40 000296-56-0 92
4 Cvclotetradecane 196 C14H28 000295-17-0 91
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance ) Scan 1979 (13.977 min): BF107412.D (-1976) (-) m/z 57.05 100.00%
540 o, 4
5000
208.1  280.5 3306 2461 13.60 13.80 14.00 14.20
ok 4035 297 "m/z 69.05 97.71%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
5000 RS DAL U R B
Bmmmmmmm
250 m/z 83.10 93.00%
. \H | h\ g zmo
m/z--> 5 200 250 360 3%0 460 4%0 560
Abundance
83.0
43.0 SRR BN BN SN
13.60 13.80 14.00 14.20
5000 336.0 m/z 55.00 88.23%
125.0
o 167.0210.0 279.0
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #127768: Cycloeicosane AR RERE S L
55.0 13.60 13.80 14.00 14.20
m/z 97.10 80.20%
7.0
5000
o HQ%&MMO%M
m/z--> 5'0 1(')0 150 200 250 3(')0 3&1;0 4(')0 4&1;0 5(')0 13.60 13 80 14.00 14.20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.22 ng 216397 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 76
3 Nonadecane 268 C19H40 000629-92-5 76
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2087 (14.613 min): BF107412.D (-2084) (-) m/z 57.00 100.00%

5000
9.1
183.3 R EEEE S S
40.0 2391 5939 3559 416.9 502.9 14.20 14.40 14.60 14.80 15.00
o m/z 71.00 79.70%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane
57.0
5000 | BN L L L L LB B
14.20 14.40 14.60 14.80 15.00
9.0 m/z 85.05 63.61%
0l15:0. |||, 14101830 2400
I I o o 0 BLLIN o o B o
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
D e
14.20 14.40 14.60 14.80 15.00
5000 m/z 43.10 36.08%
99.0
ol14.0 141.0183.0226.0
I o o LN e o o B o
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane B Ea

14.20 14.40 14.60 14.80 15.00
m/z 55.05  31.58%

5000

141.0183.0225.0 268.0
B B e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.02 2.85 ng 192153 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 91
2 Saualene 410 C30H50 000111-02-4 80
3 trans-Farnesol 222 C15H260 000106-28-5 72
4 Butane. 1.2-dibromo-3-methvl- 228 C5H10Br2 010288-13-8 58
5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 58
Abundance Scan 2156 (15.018 min): BF107412.D (-2153) (-) m/z 69.00 100.00%
.0
5000
192.0 14.80 15.00 15.20 15.40
o 236.9 281.3319.8357.1 438.1476.2 m/z 81.05 53 65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000 IR DAL SN S B
14.80 15.00 15.20 15.40
294 m/z 41.00 26.17%
0 ..“.Ulmu‘ M\ﬂ“‘ “‘M?P.l.gfllo....l....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69.0
" 14.80 15.00 15.20 15.40
5000 m/z 67.10 17.06%
137.0
0 175.0 231.0273.0  341.0
m/z--> §o 160 1%0 260 250 360 3%0 460 4%0
Abundance #79392: trans-Farnesol R B R R e
69.0 14.80 15.00 15.20 15.40
m/z 95.05 15.40%
5000
o 290 ‘J 1090 1610 2220
m/z--> §o 160 1%0 260 2%0 360 3%0 460 4%0 14%0 1500 1520 15%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.55 ng 172140 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Nonadecane. 2.3-dimethvl- 296 C21H44 075163-99-4 72
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 72
4 Eicosane 282 C20H42 000112-95-8 62
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 59
Abundance Scan 2202 (15.289 min): BF107412.D (-2200) (-) m/z 70.95 100.00%
71.0
5000
1832 rrryrrrryrrrryrrrrrTrTTT
J 127.0 231.1266.8 . 3382 .., 481.4 1500 15.20 15.40 15.60
oLk, | m/z 57.00 92 .40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane
57.0
5000 L DA SUNIU B B
15.00 15.20 15.40 15.60
99.0 m/z 43.05 72 .20%
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4%0
Abundance
43.0
15.00 15.20 1540 15.60
5000 k5.0 m/z 97.05 50.97%
253.0
o 127.0 169.0 211.0
miz-> 50 100 150 200 250 300 350 400 450
Abundance #227195: Docosane, 11-decyl- RN BEE R o
57.0 15.00 15.20 15.40 15.60
m/z 85.00 49 .38%
5000
99.0
0 ‘ | J | | 1410 183.0 2250 267.0 3°%° 350.0 392.0
m/z--> 55 160 1%0 260 250 360 3%0 460 4%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\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Cyclohexanone, 3-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.22 2.44 ng 164430 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3-ethvl- 126 C8H140 022461-89-8 55
2 Cvclohexanecarboselenoic acid. S... 268 C13H160Se 060718-41-4 47
3 Diethvldivinvisilane 140 C8H16Si 018270-16-1 43
4 Cvclohexanecarboxvlic acid. 4-pe... 292 C18H25F02 079912-83-7 43
5 Cyclohexanehexanoic acid, .epsil... 212 C12H2003 020606-25-1 43

Abundance Scan 2360 (16.218 min): BF107412.D (-2356) (-) m/z 83.10 100.00%

83.1
5000

25.1

224.2 L e EEE R
68.4 316.3 367.8 4199 486.3 533.6 16.00 16.20 16.40 16.60

0 m/z 97.10 62.13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #11359: Cyclohexanone, 3-ethyl-
aro 830
5000 LANLINLL B  L  L L LBLL L L
126.0 16.00 16.20 16.40 16.60
H “ m/z 111.20 48.20%
0..JMﬁu.“;..w....,”..,...w....,”..,..”,....“...,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
16.00 16.20 16.40 16.60
5000 m/z 68.95 42 _.85%
41.0 158.0 268.0
Or—r T e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #18589: Diethyldivinylsilane R B R e ma
83.0 16.00 16.20 16.40 16.60

m/z 43.00 41.96%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 _.beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.88 7.93 ng 534145 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 60
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 22
3 Cvclopentanecarboxvlic acid. 1-p... 273 C14H15N30S 1000311-03-5 11
4 N-Acetvl-S-(2-oxocvclohexvl)-L-c... 273 C12H19N04S 077549-11-2 11
5 1-Oxaspiro[4.4]nonane-4-carboxam... 273 C16H19NO3 1000319-97-0 11
Abundance Scan 2642 (17.877 min): BF107412.D (-2635) (-) m/z 43.00 100.00%
430 1m0
1611 2132
5000 2552
3295 4143 LN N B O O
bb1.0 364.2 452.4 17.60 17.80 18.00 18.20
ol f m/z 104.95  78.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol
43.0
5000 '17.60 17.80 18.00 18.20
107.0
‘ Y50 5130 o sos 414.0 m/z 107.10 72.70%
55
[o) hl“' H:‘ e “H\ \HP'TQHQ h \ \‘ . I\‘wl N I\‘ : I%4?'|Ol3l8jll \‘i |‘L| T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
'17.60 17.80 18.00 18.20
5000 81.0 m/z 119.00 69.29%
145.0 414.0
2130 .. 303.0 4610
0 179.0 342.0
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #121687: Cyclopentanecarboxylic acid, 1-phenyl-, [1,3,4]th... B
91.0 17.60 17.80 18.00 18.20
145.0 m/z 79.00 67.46%
5000
273.0
45.0
ol byl ) ae002320 |
m/z--> 50 100 150 200 250 300 350 400 450 17.60 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl7.97 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.97 2.15 ng 144548 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.7-Benzo-phenothiazine-5.5-dioxide 281 C16H11NO2S 001225-11-2 14
2 2-Amino-1.1-dicarboxvlic acid. N... 281 C14H16FNO4 026832-95-1 14
3 5-Benzvlcarbamovl-1H-imidazole-4... 273 C14H15N303 312758-83-1 14
4 Phentolamine 281 C17H19N30 000050-60-2 11
5 Quinoline-2-carboxylic acid (pyr... 263 C16H13N30 1000302-58-7 11

Abundance Scan 2658 (17.971 min): BF107412.D (-2655) (-) m/z 72.90 100.00%
39 217.2
107.2
5000 172.9 2811
327.2 N
37 " 38l.2 471.6 17.60 17.80 18.00 18.20
0 m/z 43.00 82.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128271: 6,7-Benzo-phenothiazine-5,5-dioxide
281.0
5000 RSN SURIURA SN B
17.60 17.80 18.00 18.20
217.0 m/z 66.85 80.55%
4%'0 102.0 \ ‘ “\ \
0:::‘:‘”::‘:‘:::|||!|M||‘||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
281.0
e 1760 17130 1500 1320
5000 179.0 ' m/z 217.20 79 .59%
135.0
95.0
43.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #121679: 5-Benzylcarbamoyl-1H-imidazole-4-carboxylic acid ...
107.0 17.60 17.80 18.00 18.20
m/z 107.20 63.01%
5000
273.0
167.0
67. J 228.0
0::‘:‘:::|||||‘|||‘||J||||‘||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl8.24 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.24 3.57 ng 240253 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hvdroxymethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 30
2 Pvridol3.4-dlpvridazin-1(2H)-one... 205 C9H11N50 1000271-08-5 27
3 Aciphvllene 204 C15H24 087745-31-1 18
4 6.beta.Bicvclol4.3.01lnonane. 5.b... 332 C15H25I 1000195-85-9 16
5 9-Cedranone 220 C15H240 1000156-23-2 16
Abundance Scan 2704 (18.242 min): BF107412.D (-2697) (-) m/z 133.20 100.00%
5000
42. 269.1
325.1
3783 45554937 5493 18.00 18.20 18.40 18.60
0! m/z 95.05 77 .73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90922: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyliricy...
205.0
5000 U NN BN SN B
109.0 18.00 18.20 18.40 18.60
‘ 149.0 m/z 93.05 76.04%
55.0
0"HM“NM“MJW"”'""w"'w"'w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
205.0
133.0 R SR SO B U
18.00 18.20 18.40 18.60
5000 m/z 55.05 71.82%
65.0
S L L L U L UL I WL I WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64263: Aciphyllene LI B L BN B
93.0 18.00 18.20 18.40 18.60
147.01g9.0 m/z 109.20 70.21%
5000
55.
0"'I'3U'IWhJ'IJ"' LN NI DAL WL LI UL I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107412.D

Aca On 16 Jul 2018 19:45

Operator : JU/SJ

Sample : J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3a-Methyl-3,3a-dihydropyrro... Concentration Rank 12

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

18.39 2.34 ng 157937 Perylene-di12 15.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 52
2 4.4.9.9-Tetramethyvl-4_.9-disilatr... 218 C12H18Si2 1000280-67-7 52
3 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 50
4 Quinolin-8-amine. 5.6-dimethoxv-... 218 C12H14N202 064992-95-6 50
5 BH-Oxazolo[3,2-a]pyridine-8-carb... 218 C12H14N202 1000337-58-3 50

Abundance Scan 2729 (18.389 min): BF107412.D (-2723) (-) m/z 218.15 100.00%
218.2
5000
67.0 121.2
187.2
.0 316.5
37 6 250.7282.0 3595 oo | 18.00 18.20 18.40 18.60 18.80
0 m/z 203.10 98.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia...
203.0
160.0
5000
69.0 18.00 18.20 18.40 18.60 18.80
0
‘ ‘ 116.0 m/z 67.00 36.53%
o \H H‘“\\\\\\‘\\H\HM\‘ H ‘ ﬂ Hu 1“ NIl \“\ ‘; |“.‘l — ——r ——r—t
m/z--> 150 200 250 300 350 400
Abundance
203.0
s N ma i e
18.00 18.20 18.40 18.60 18.80
5000 m/z 121.15 35.71%
430 830 1190 159.0
O e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218.0 18.00 18.20 18.40 18.60 18.80
m/z 41.00 33.05%
5000
175.0
6e0 109.0 l
39 O .
) PO B . L ] — N
m/z--> 50 100 150 200 250 300 350 400 18 00 18. 20 18 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
Data File : BF107412.D

Acq On 16 Jul 2018 19:45

Operator : JU/SJ

Sample - J3976-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.21 6.9 ng 392920 1 6.98 1138960 20.0
unknown6.74 6.74 59.1 ng 3365430 1 6.98 1138960 20.0
unknown12 .02 12.02 4.4 ng 383221 4 11.51 1757610 20.0
13-Tetradecen-1-o0... 13.98 4.3 ng 287988 5 14.15 1342950 20.0
Heptadecane 14.61 3.2 ng 216397 5 14.15 1342950 20.0
2,6,10-Dodecatrie... 15.02 2.9 ng 192153 6 15.69 1347510 20.0
Hentriacontane 15.29 2.5 ng 172140 6 15.69 1347510 20.0
Cyclohexanone, 3-... 16.22 2.4 ng 164430 6 15.69 1347510 20.0
-beta.-Sitosterol 17.88 7.9 ng 534145 6 15.69 1347510 20.0
unknownl17 .97 17.97 2.1 ng 144548 6 15.69 1347510 20.0
unknownl18.24 18.24 3.6 ng 240253 6 15.69 1347510 20.0
3a-Methyl-3,3a-di... 18.39 2.3 ng 157937 6 15.69 1347510 20.0
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