LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 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-BF091418 .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 4.907 434 437 444 rVB 78312 86440 1.27% 0.214%
2 5.331 505 509 518 rBY 1310690 1360104 19.94% 3.362%
3 6.354 679 683 690 rBVY2 981790 947811 13.89% 2.343%
4 6.490 702 706 710 rBVY 2493697 2332492 34.19% 5.765%
5 6.725 742 746 749 rBVY 1016716 918082 13.46% 2.269%
6 6.878 768 772 776 rVB 2396690 2220308 32.55% 5.488%
7 7.119 806 813 821 rBV2 333538 736133 10.79% 1.820%
8 7.284 835 841 844 rBVY 1901753 1803713 26.44% 4 .458%
9 7.748 916 920 924 rBV4 72967 90392 1.33% 0.223%
10 8.001 959 963 966 rBY 1279135 1073716 15.74% 2.654%

11 8.278 1007 1010 1012 rVvVv 555077 467271 6.85% 1.155%
12 8.295 1012 1013 1018 rVB 160105 141926 2.08% 0.351%
13 8.342 1018 1021 1023 rBv4 81359 75775 1.11% 0.187%
14 8.419 1031 1034 1036 rBvV 229850 185335 2.72% 0.458%
15 8.584 1055 1062 1065 rBV2 463775 469929 6.89% 1.162%

16 8.931 1119 1121 1123 rBV 79028 73829 1.08% 0.182%
17 9.083 1142 1147 1148 rBV 3341998 3249258 47.63% 8.032%
18 9.095 1148 1149 1152 rVB 2259822 1496383 21.94% 3.699%
19 9.166 1158 1161 1166 rBvV4 173440 197660 2.90% 0.489%
20 9.401 1197 1201 1205 rVvV6 109201 178270 2.61% 0.441%

21 9.448 1206 1209 1211 rVvVv2 122706 130075 1.91% 0.322%
22 9.472 1211 1213 1218 rVB 527152 412545 6.05% 1.020%
23 9.548 1223 1226 1228 rVB2 88552 80159 1.18% 0.198%
24 9.754 1257 1261 1265 rBV 1219945 1045550 15.33% 2.584%
25 9.919 1285 1289 1292 rVB 1153110 995538 14.59% 2.461%

26 9.983 1297 1300 1303 rVB 117078 99879 1.46% 0.247%
27 10.172 1329 1332 1335 rBV2 63659 71295 1.05% 0.176%
28 10.436 1375 1377 1379 rBV 131879 98058 1.44% 0.242%

29 10.483 1379 1385 1387 rVV 6050975 6821284 100.00% 16.861%
30 10.542 1387 1395 1398 rVV 1616620 1475853 21.64% 3.648%

31 10.607 1402 1406 1409 rVB 1325801 1019007 14.94% 2.519%
32 10.642 1410 1412 1415 rBV 101731 95219 1.40% 0.235%
33 10.677 1415 1418 1421 rVB3 85030 101857 1.49% 0.252%
34 10.730 1424 1427 1429 rVvV 239130 258183 3.78% 0.638%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.754 1429 1431 1436 rVB4 425875 376143 5.51% 0.930%

36 10.860 1446 1449 1454 rVB4 83349 119889 1.76% 0.296%
37 10.919 1454 1459 1461 rBvV4 53994 90530 1.33% 0.224%
38 11.230 1509 1512 1515 rBV 1005880 837389 12.28% 2.070%
39 11.407 1540 1542 1547 rVB 203404 161646 2.37% 0.400%
40 11.524 1559 1562 1564 rBVY 417906 323397 4.74% 0.799%

41 11.554 1564 1567 1572 rVB2 184159 177647 2.60% 0.439%
42 11.777 1602 1605 1613 rBVY 470934 539954 7.92% 1.335%
43 11.942 1630 1633 1637 rBVY 195427 174035 2.55% 0.430%
44 12.330 1696 1699 1703 rVB 202234 175215 2.57% 0.433%
45 12.436 1714 1717 1720 rVB 182678 143247 2.10% 0.354%

46 12.536 1730 1734 1736 rBVY 478976 523104 7.67% 1.293%
47 12.560 1736 1738 1742 rVB 193754 185971 2.73% 0.460%

48 12.766 1771 1773 1777 rBV2 59792 69762 1.02% 0.172%
49 12.813 1777 1781 1785 rVB 2454955 2427378 35.59% 6.000%
50 13.383 1876 1878 1886 rVB3 65310 80540 1.18% 0.199%

51 13.724 1933 1936 1944 rVB2 210302 250967 3.68% 0.620%
52 13.860 1955 1959 1962 rBV 1189066 1105493 16.21% 2.733%
53 14.642 2089 2092 2097 rVB 99707 101732 1.49% 0.251%
54 14.707 2101 2103 2108 rVB 225351 214488 3.14% 0.530%
55 14.960 2143 2146 2150 rVB 122137 122236 1.79% 0.302%

56 15.265 2194 2198 2202 rVV 748984 884908 12.97% 2.187%
57 15.312 2203 2206 2212 rVB 166386 200529 2.94% 0.496%

58 15.718 2271 2275 2282 rVB 153078 215437 3.16% 0.533%
59 16.189 2352 2355 2361 rVB 101737 145077 2.13% 0.359%

Sum of corrected areas: 40456043
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\

BF109148.D

19 Sep 2018 17:22

JussJ

J4957-01

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091418 .M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.49 Concentration Rank 2

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

6.49 50.81 ng 2332490 1,4-Dichlorobenzene-d4 6.72
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 706 (6.490 min): BF109148.D (-702) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 RS U R
40.0 54 J 6.20 6.40 6.60 6.80
ol 4820 | Me0 m/z 68.10 44_00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI U R A
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 31.98%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 ok ko ko
5000 980 1160 m/z 66.00 27.63%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.97%
117.0
5000
91.0
Tas, L4
0|'“"f'“M'NH'”M"”'lw"hl'“‘w""l""l"" ISR R R L
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.12 Concentration Rank 6

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

7.12 16.04 ng 736133 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(1.1-Dimethvl-2-propvnvl)-N-te... 139 CO9H17N 001118-17-8 46
2 Ketone. vinvl-pvrrolidinvl- 125 C7H11NO 042104-70-1 38
3 1H-Pvrazole. 1l-ethvl-3.5-dimethvl- 124 C7H12N2 017629-26-4 27
4 4.6-Dimethvl-2-pvrimidone 124 C6H8N20 000108-79-2 27
5 1-Propenylaziridine 83 C5HON 1000192-51-0 25

Abundance Scan 813 (7.119 min): BF109148.D (-806) (-) m/z 58.10 100.00%
58.1
124.1
96.1
41.0 83.0
5000
1101 llllllllllllllllll|
‘ w jl.o || | ] 139.1 6.80 7.00 7.20 7.40
Obrrprrre et sl Ll L Tm/z 124.10 78.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17923: N-(1,1-Dimethyl-2-propynyl)-N-tert.-butylamine
58.0 124.0
5000 IS LI U UL L
6.80 7.00 7.20 7.40
41.0 m/z 55.05 76.87%
.0
0"P"W"”I'”'dh"I“JJP'ﬂh"'ﬁ"”l'”'l”"P""I”I'}ﬁﬁg"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10841: Ketone, vinyl-pyrrolidinyl-
58.0
70.0
125.0 6 80 7.00 7.20 7.40
5000 27.0 m/z 96.10 70.42%
43.0 96.0
|1 H“ | ‘ L 8‘%.0 ‘ 110.0
R AR A A AR LS RRARA REAS RAAAS LRSS AR LRSS SARE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10381: 1H-Pyrazole, 1-ethyl-3,5-dimethyl- I RAREEEE S S
96.0 109.0 6.80 7.00 7.20 7.40
124.0 m/z 83.05 63.95%
5000 42.0
27.0 68.0
15.0 ‘ ‘ 54.0 81.0
OIIIII\IIIIIIIII”ll”” M\H\III \H ||||‘iH|||||| : |||||||||||U||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzothiazole Concentration Rank 11

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

8.28 8.70 ng 467271 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 90
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 83
4 Thienol2.3-clpvridine 135 C7H5NS 000272-12-8 64
5 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5 002380-63-4 64

Abundance Scan 1010 (8.278 min): BF109148.D (-1007) (-) m/z 135.00 100.00%
135.0
5000
108.0
69.0
45.0 91.0 8.00 820 8.40 8.60
(o} T m/z 107.95 35.49Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15454: Benzothiazole
135.0
5000 U UL S I R
108.0 8.00 820 8.40 8.60
69.0 m/z 69.00 18.77%
) 270 45.0 91.0
m/z--> 20 40 60 80 100 120 1&0 1éo 1§o
Abundance #15459: 1,2-Benzisothiazole
135.0
800 820 840 860
5000 m/z 82.00 10.36%
£9.0 108.0
45.0 ] 9#0 ‘
0"'|'"'H”'““Wh"'ﬁ*"'l'“"l"“hl""l""l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106063: 3-Allylbenzothiazolium bromide L L
135.0 8.00 820 8.40 8.60
m/z 63.00 8.86%
5000 410
108.0
69.0
0 27'0 ‘ . 55'0\ \‘ | 91\0 L H ‘\ 149'0 176'0
m/z--> 25 Jo eb 86 160 150 1&0 1éo 1§o 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Cyclopenten-1-one, 2-pentyl- Concentration Rank 10

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

8.58 8.75 ng 469929 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 2-pentvl- 152 C10H160 025564-22-1 96
2 Hexahvdro-l1-oxa-cvclopropaldlind... 152 C9H1202 037643-23-5 38
3 2.4-Dimethvlfuran 96 C6H80 003710-43-8 38
4 Cvclohexanone. 2-methvl-5-(1-met... 152 C10H160 005948-04-9 38
5 Spiro[4.4]nonane-1,6-dione 152 C9H1202 027723-43-9 25

Abundance Scan 1061 (8.578 min): BF109148.D (-1055) (-) m/z 96.05 100.00%
94.0
5000
8.20 8.40 8.60 8.80 9.00
0! m/z 97.05 86.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25166: 2-Cyclopenten-1-one, 2-pentyl-
94.0
5000
123.0 1500 8.20 8.40 8.60 8.80 9.00
1370 | m/z 135.10 84.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26062: Hexahydro-1-oxa-cyclopropa[d]inden-2-one
97.0
81.0 8.20 8.40 8.60 8.80 9.00
5000 67.0 123.0 m/z 41.05 76.84Y%
27.0 41.0 152.0
54,0
oL— — l‘. A ..‘Tluluuu "‘l“' il | }\']:PIOI i mat
m/z--> 20 40 60 80 100 120 140 160
Abundance #2797: 2,4—Dimethy|furan L B AL BLEL A L A B
96.0 8.20 8.40 8.60 8.80 9.00
m/z 95.05 71.45%
67.0
5000
39.0 93.0 810
e L S S S U DAL PR SN RS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclododecanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.92 19.04 ng 995538 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecanone 182 C12H220 000830-13-7 98
2 Cvcloheptanone. 2-methvl- 126 C8H140 000932-56-9 35
3 3-Heptafluorobutvroxvtridecane 396 C17H27F702 1000245-49-5 30
4 2-Tridecene. (E)- 182 C13H26 041446-58-6 25
5 2-Tridecene, (2)- 182 C13H26 041446-59-7 25

Abundance Scan 1289 (9.919 min): BF109148.D (-1285) (-) m/z 55.05 100.00%

:

5000
125,11391 1822 R e e
. . 9.60 9.80 10.00 10.20
153.1167.1
0 b 220 L Tm/z 41.10  88.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47167: Cyclododecanone
41.0 55.0

71.0

"

5000 LIS L L L L L L L L LB
9.60 980 1000 1020
125.0 182.0 m/z 71.10 63.94%
0 | 154.0
- T T I L I L I L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11379: Cycloheptanone, 2-methyl-
55.0
_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r
41.0 98.0 9.60 9.80 10.00 10.20
5000 69.0 m/z 58.00 57.84%
83.0 126.0
27.0
H ‘\ ulll H \ ‘ 1]12 0
0.,....;....,..u.y.... e
m/z--> 40 60 80 100 120 140 160 180
Abundance #209981: 3-Heptafluorobutyroxytridecane ST
41.0 55.0 9.60 9.80 10.00 10.20
69.0 m/z 43.10 41.71%
97.0
111.0
125.0 169.0 W Lj\w/\w
ol ,” . ‘w,.h...‘,.1?".'9,..‘..1,?'9.. et s
m/z--> 20 40 120 140 160 180 9.60 9. 80 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopentaneacetic acid, 3-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.48 130.48 ng 6821280 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentaneacetic acid. 3-o0xo0-2... 226 C13H2203 024851-98-7 90
2 Isocitronellol 156 C10H200 018479-52-2 53
3 Cvclohexane. 1.1"-methvlenebis- 180 C13H24 003178-23-2 43
4 Oxalic acid. cvclohexvl tetradec... 368 C22H4004 1000309-31-5 43
5 2-Nonen-4-one, 2-methyl- 154 C10H180 002903-23-3 38
Abundance Scan 1384 (10.477 min): BF109148.D (-1379) (-) m/z 83.05 100.00%
83.0
5000
55.1 153.1 N I W | W
109.1 10.20 10.40 10.60 10.80
Ol 2 ol 2351 || 1091 192 2262 | Tnyz 82.10 24.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82612: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, methyl este
83.

5000 LN [ L I B
10.20 10.40 10.60 10.80
55.0 m/z 153.10 24 _57%
o 109.0 1350 1700 1950  226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28240: Isocitronellol
83.0
e
10.20 10.40 10.60 10.80
5000 55.0 m/z 156.10 21.33%
27.0
156.0
o T O N e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #45733: Cyclohexane, 1,1'-methylenebis- e A
550 830 10.20 10.40 10.60 10.80
m/z 55.10 21.17%
5000
180.0
. ‘H 10901560 1520 L Y | W S
Trrr[rrirrprrrr{rrri[rrrr[rrrr[rrrr[rrrr[rrrr[rrrr[rrror _'_'_'—I_'_'_'_'—I_'_'_’_'—I_'_'_'_'—I_'_'_'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Isocitronellol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.61 24 .34 ng 1019010 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentaneacetic acid. 3-o0xo0-2... 226 C13H2203 024851-98-7 86
2 Isocitronellol 156 C10H200 018479-52-2 50
3 Oxalic acid. cvclohexvl tetradec... 368 C22H4004 1000309-31-5 43
4 Cvclopentane. 1l-ethvl-1-methvl- 112 C8H16 016747-50-5 43
5 Cyclohexane, 1,1"-(1,2-ethanediy... 194 C14H26 003321-50-4 43
Abundance Scan 1407 (10.613 min): BF109148.D (-1402) (-) m/z 83.05 100.00%
83.0
5000
153.1
. ‘ 10.20 10.40 10.60 10.80 11.00
109.1 1351 226.2 : : : : :
0 ,....,...'-|.',.':'.h.' -..'!,....,....,....|,.1.7.4.,1.1.9.4.1....,....,.. m/z 153.10 28.85%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #82612: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, methyl este
83.0

10.20 10.40 10.60 10.80 11.00
m/z 82.00 25.08%

5000

55.0

109.0 1350 195.0  226.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28240: Isocitronellol
83.0
N B b
10.20 10.40 10.60 10.80 11.00
5000 55.0 m/z 156.05 21.92%
27.0
156.0
O T B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #195554: Oxalic acid, cyclohexy! tetradecy! ester A REaE B
83.0 10.20 10.40 10.60 10.80 11.00
m/z 55.10 18.91%
5000 55.0
0 290 ‘ J L, 11101290 241.0
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl10.73 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.73 6.17 ng 258183 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Benzocvclooctenone. decahy... 194 C13H220 055103-68-9 27
2 Adamantan-1-vlaminoacetic acid 209 C12H19NO02 1000316-74-7 25
3 Ethvladamantane-1-carboxvlate 208 C13H2002 002094-73-7 25
4 3-(p-Methoxvbenzovl)-propionic acid 208 C11H1204 003153-44-4 25
5 Tricyclo[3.3.1.1(3,7)]decane, 1-... 181 C10H15NO2 007575-82-8 22

Abundance Scan 1427 (10.730 min): BF109148.D (-1424) (-) m/z 135.10 100.00%

135.1

5000
3 161.1179.1 208.2 10.40 10.60 10.80 11.00
0 m/z 84.05 61.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56425: 2(1H)-Benzocyclooctenone, decahydro-10a-methyl-, t...
55.0
82.0

5000
10.40 10.60 10.80 11.00

m/z 55.05 54 .94%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68596: Adamantan-1-ylaminoacetic acid
135.0
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—r

10.40 10.60 10.80 11.00

5000 m/z 41.05  54.70%
79.0
41.0
| ‘ ‘ 107.0 164.0

Ol @Rl AL | 19102090

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67692: Ethyladamantane-1-carboxylate L e e e

135.0 10.40 10.60 10.80 11.00

m/z 67.00 43.57%

5000
79.0
o150  40sgo |~ 1070 | 16301800 2050
_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r

| |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Patchouli alcohol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.75 8.98 ng 376143 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Patchouli alcohol 222 C15H260 005986-55-0 91
2 Benzene. 4-fluoro-2-methvl-1-nitro- 155 C7H6FNO2 000446-33-3 35
3 2-Fluoro-6-nitrotoluene 155 C7H6FNO2 000769-10-8 25
4 2H-Pvran. 3.4-dihvdro-4-methvyl- 98 C6H100 002270-61-3 22
5 3-Decen-5-one 154 C10H180 032064-73-6 16

Abundance Scan 1430 (10.748 min): BF109148.D (-1429) (-) m/z 83.10 100.00%
83.1
5000
411 138.1

107.1 161.1 222.2 I RN EEEE S
T1791 o041 10.40 10.60 10.80 11.00

o...,....ll...l:n,.ﬁ.' m/z 41.10 35.89%

m/z--> 20 40 100 120 140 160 180 200 220
Abundance #79404: Patchouli alcohol
41.0 83.0 222.0
138.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rf

5000
10.40 10.60 10.80 11.00
m/z 43.00 33.56%
[
R [ O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27997: Benzene, 4-fluoro-2-methyl-1-nitro-
138.0
83.0 R RS E e e ae
10. 40 10. 60 10 80 11.00
5000 m/z 138.10 31.72%
109.0
57.0 ‘ 155.0
o 200700 4, M it e b
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #27983: 2-Fluoro-6-nitrotoluene
138.0 10.40 10.60 10.80 11.00
83.0 m/z 98.05 28.30%
5000 109.0
570 155.0
390
m/z--> 20 40 80 100 120 140 160 180 200 220 10. 40 10. 60 10 80 11. 00

8270-BF091418_.M Thu Sep 20 11:29:06 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Caffeine Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.41 3.86 ng 161646 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 98
2 3(2H)-Benzofuranone. 4.6-dimethoxv- 194 C10H1004 004225-35-8 53
3 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 50
4 7-(Methvilthio)pvrimidol4.5-dlpvr... 194 C7H6N40S 091996-86-0 43
5 2H-Pyrazol-3-ol, 5-(2,5-dimethyl... 194 C9H10N20S 1000304-22-5 43
Abundance Scan 1543 (11.413 min): BF109148.D (-1540) (-) m/z 194.10 100.00%
194.1
5000 109.1 J
67.0
42.0 | | 8.0 137.1 1651 0111 11.00 11.20 11.40 11.60 11.80
T B m/z 109.10 39.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56738: Caffeine
194.0
109.0
5000 A SRR DAL SRR I
67.0 11,00 11.20 11.40 11.60 11.80
420 m/z 67.00 27 .01%
o 15.0 : 920 136.0  165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55748: 3(2H)-Benzofuranone, 4,6-dimethoxy-
194.0
11.00 11.20 1140 11.60 11.80
5000 m/z 55.05 23.64%
165.0
1060 4359
0'"P"W"”I'”'I”"PM'W"A"N'HL'PI MW"”I'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56754: 1,4-Dimethyl-4,5,7,8-tetrahydroimidazo-[4,5-E]-1,4... L e e e
194.0 11.00 11.20 11.40 11.60 11.80
m/z 82.00 20.51%
5000
138.0 165.0
67.0 109.0 ‘ ‘
0 ...,....,...”a,.‘.‘..,“....,..“..,...a“,.... T ...‘.,....,... B e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11,00 11.20 11.40 11.60 11.80

8270-BF091418_.M Thu Sep 20 11:29:07 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownll.52 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.52 7.72 ng 323397 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 27
2 Cvclohexane. 1.1"-methvlenebis- 180 C13H24 003178-23-2 22
3 4-Ethvlbenzoic acid. pent-2-en-4... 214 C14H1402 1000292-54-2 18
4 Butvl alvcolate. bromomethvldime... 282 C9H19BrO03Si 1000375-99-9 16
5 Cyclohexane, 1,1"-(1,3-propanedi... 208 C15H28 003178-24-3 14
Abundance Scan 1561 (11.519 min): BF109148.D (-1559) (-) m/z 133.00 100.00%
138.0
5000
153.1
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
2141 11.20 11.40 11.60 11.80
o B0 28 Th/z 83.00 61.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27051: Cyclohexane, pentyl-
83.0
55.0
5000 U SR IR SR SULLE
11.20 11.40 11.60 11.80
m/z 82.00 49_42%
29.0 154.0
0 "'I""Hl"”yl'UL'l !"JI%%%-pI""I""I SEBU SRS SEBY SERRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45733: Cyclohexane, 1,1'-methylenebis-
550 83.0
11.20 11,40 11.60 11.80
5000 m/z 153.10 32.40%
180.0
0 37\‘ - H 109.01280 1520 |
m/z--> 20 40 60 ab 100 120 140 160 180 200 220
Abundance #72804: 4-Ethyloenzoic acid, pent-2-en-4-ynyl ester B REEar e
133.0 11.20 11.40 11.60 11.80
m/z 132.00 27 .95%
5000
. 390 770 105.0 155.0 1850 2140
|||||||||||||||||||||||||||||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownll.55 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.55 4.24 ng 177647 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methoxv-1.3-cvclohexadiene 110 C7H100 002161-90-2 35
2 _.beta.-HIMACHALENOXIDE 220 C15H240 1000140-21-6 18
3 3.4-Pentadienal. 2.2-dimethvl- 110 C7H100 004058-51-9 16
4 1.3-Cyclopentadiene. 2-bromo-3-(... 182 C8H7Br 1000142-00-7 14
5 2-Cyclohexen-1-one dimethylketal 142 C8H1402 001728-18-3 14
Abundance Scan 1566 (11.548 min): BF109148.D (-1564) (-) m/z 107.00 100.00%
.0
5000 WJJ\NM/
40 1491 1741 2021 11.20 11.40 11.60 11.80
o} m/z 110.05 62.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5838: 1-Methoxy-1,3-cyclohexadiene
110.0
67.0
41.0
5000 L SRR BRI B S B
nmnmnmnm
m/z 119.10 58.39%
o 15.0 93l0
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77543: .beta.-HIMACHALENOXIDE
110.0
220.0 11.20 11.40 11.60 11.80
5000 B0 690 152.0 m/z 55.10  48.89%
93/0
‘ 135.0
1770
o) H— e i\; ; ‘.‘ l‘l .Hl“. .Hih‘.‘ e .“h ‘. 'Wl‘ . \;HM‘I .“IH.‘ - .‘ — Izloj; .0. ; I“" —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5851: 3,4-Pentadienal, 2,2-dimethyl- L B o
41.0 11.20 11.40 11.60 11.80
m/z 109.10 48 .06%
81.0
5000
15.0 109.0
0 ...,.... .“.‘ |jﬁ')"w""'|""'|"" . T e e e
m/z--> 20 60 80 100 120 140 160 180 200 220 11.20 11.40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.78 12.90 ng 539954 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
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 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1605 (11.777 min): BF109148.D (-1602) (-) m/z 73.00 100.00%
431 730
5000 ,_A‘“~_-___vjL\\-MA*-A~_
129.1
97.1 213.2 B
1571 1852 5602563 1140 11'60 11,80 12.00
NN : m/z 43.10 89.53%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 L R DU UL SR B
] 11.40 11.60 11.80 12.00
97.0 13. m/z 60.00 81.84Y%
| 157.0 185.0
Ol rr el
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 1140 11.60 1180 12.00
5000 129.0 m/z 57.10 70.20%
ol Al . Nj‘#g&
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R ma e AR
43.0 | 73.0 11.40 11.60 11.80 12.00
m/z 41.05 69.52%
olzsoll 1l 4 I
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Mercaptobenzothiazole Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.94 4.16 ng 174035 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 5-Fluoro-2-methvl-benzothiazole 167 C8H6FNS 000399-75-7 59
3 Thioauanine 167 C5H5N5S 000154-42-7 59
4 Mandelic acid. 3.4-dimethoxy-. m... 226 C11H1405 002911-73-1 56
5 Benzothiazole, 2-(2-hydroxyethyl... 211 C9HINOS2 004665-63-8 56
Abundance Scan 1633 (11.942 min): BF109148.D (-1630) (-) m/z 167.00 100.00%
16y.0
5000
69.0 109.0 BN SN SRR BN
43.0 135.0 11.60 11.80 12.00 12.20
Obrrrrrrr o bl 99Q L ATEY ) 18512062 24311 o960 00 14.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36046: 2-Mercaptobenzothiazole
167.0
5000 LR DRI SN SR SIS
11,60 11.80 12.00 12.20
69.0 109.0 m/z 108.00 13.42%
260 450 " 9q ;190
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance #36089: 5-Fluoro-2-methyl-benzothiazole
167.0
11.60 11.80 12.00 12.20
5000 126.0 m/z 69.00 13.28%
69.0
260 450 | , 1000 | 1470 ||
m/z--> 20 45 60 80 160 120 1&0 160 180 200 220 240
Abundance #35982: Thioguanine R EEE s
167.0 11.60 11.80 12.00 12.20
m/z 123.00 11.17%
5000
134.0
43.0
68.0 107.0 ‘
0...|....|‘.‘..“.ﬁ ‘H‘”8§0I N\I ----‘|--‘--|-‘l‘-- e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 E,E-10,12-Hexadecadienal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.33 4.18 ng 175215 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E.E-10.12-Hexadecadienal 236 C16H280 1000130-85-8 74
2 8-Cvclohexadecen-1-one 236 C16H280 003100-36-5 43
3 2-(3-Hvdroxvbutvl)cvclooctanone 198 C12H2202 110288-21-6 38
4 4-Cyclohexvlidene-n-butanol 154 C10H180 004441-58-1 25
5 2,2,6,7-Tetramethyl-10-oxatricyc... 208 C13H2002 121747-63-5 25
Abundance Scan 1699 (12.330 min): BF109148.D (-1696) (-) m/z 55.10 100.00%
1
841 109.1
5000 '
vivs | 12001220 1740 1260
0 m/z 41.05 95.33%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90900: E,E-10,12-Hexadecadienal
67.0
41.0 N
5000 236.0 12.'00 12.'20 12.'40 12.|60 '
m/z 109.10 60.29%
) 123.0 1490 193.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90899: 8-Cyclohexadecen-1-one
41.0
67.0 12.00 12.20 12.40 12.60
5000 m/z 112.10 58.19%
236.0
| 123.0 152.0 750 2070
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59547: 2-(3-Hydroxybutyl)cyclooctanone A RE R
558.0 12.00 12.20 12.40 12.60
m/z 67.10 53.76%
98.0
5000
123.0 151.0 180.0
OFrrrr s e o = ARSI
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 1200 1250 1240 1260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

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

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418_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

Peak Number 17

unknownl1l2 .54

Concentration Rank 8

Relative to ISTD R.T.

R.T. EstConc Area
1254 12.49ng 523104  Phenanthrene-d10  11.23
Hit# of 5 Tentative ID MW  MolForm
"1 2-(2-Bromoethvl)cvclohexanone 204 C8H13Br0  1000195-45-

1-T2-(2-Piperidinoethoxv)ethoxvl... 337 C19H31NO4
3 Bicvclol6.2.01decan-9-one.
4 Aziridine,
5 3H-Pyrazol-3-one,

2-methyl-3-(1-methyvle... 139 C9H17N
1,2-dihydro-5-... 98 C4H6N20

10-ch... 186 C10H15CIO

1000195-45-9 49
1000215-99-3 38
1000152-62-7 38
055669-77-7 35
004344-87-0 35

m/z-->

5000

Abundance

0!

Scan 1735 (12.542 min): BF109148.D (-1730) (-)
1

152.1 195.1 236.2 263.1285.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z-->

Abundance

5000

0!

#64751: 2-(2-Bromoethyl)cyclohexanone

55.0
124.0

27.0

163.0 204.0
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z-->

Abundance

5000

0!

#174573: 1-[2-(2-Piperidinoethoxy)ethoxy]-2-(2-hydroxy-1-p...
98.0

45.0

216.0
69. 21.0 156.0 187.0 258.0 283.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z-->

Abundance

5000

#49833: Bicyclo[6.2.0]decan-9-one, 10-chloro-
98.0

55.0

o

27.0
l‘ H\M ‘H\‘\ ,123.0 1510 186.0

m/z 98.10 100.00%

3

12.20 12.40 12.60 12.80

m/z 55.10 80.65%

F

12 20 12. 40 12. 60 12. 80

m/z 41.10 58.30%

%

12.20 12.40 12.60 12.80

m/z 69.10 40.47%

-

12.20 12.40 12.60 12.80

m/z 112.10 35.30%

%

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:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Pentafluoropropionic acid, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.72 4_.54 ng 250967 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
4 Cvclohexadecane 224 C16H32 000295-65-8 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 1935 (13.718 min): BF109148.D (-1933) (-) m/z 43.10 100.00%

431, 83.1

%

5000
25.1 i T80 1960 140
168.0 212.2 254.1288.1 : : : :
o 4Jh4,.v..,....,.... 1| | m/z 83.10 93.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0
5000 LA L L L L L L L L LB

13.40 13.60 13.80 14.00
m/z 57.10 93.05%

39.0 17702100 2550

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 55.05 82.41%
169.0
oL28i0f | || ‘ki #3$0 210.0 55 406.0 WMMthvaVn”AMNm#U\/\M,m
,, , — T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)- B R o
55.0 13.40 13.60 13.80 14.00
m/z 69.10 78.79%
0 2000 | | || | 1390 1810 2520
m/z--> 50 100 150 200 250 300 350 400 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.71 4.85 ng 214488 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 1,3,5-Tris(cyanomethyl)-S-hexahy... 204 C9H12N6 004560-87-6 50
Abundance Scan 2104 (14.713 min): BF109148.D (-2101) (-) m/z 69.10 100.00%
69.1
5000 M,_,\MNMwmwvxJ{N,__ka,*y,vﬂ
UL N SUNRE SRR
I 14.40 14.60 14.80 15.00
o,....l,i. ..Jl"...l.l,...???.l.. 2 s | M/Z 81.10 51.64%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69.0
5000 L AL B UL SRR
14.40 14.60 14.80 15.00
0 m/z 41.00 19.94%
0 191.0 273.0 3410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
14.40 14.60 14.80 1500
5000 m/z 137.10 12.48%
137.0
Ozﬂ\\“uhlmo 273.0 341.0 410.0 WwwwwkNwMWW
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... e  EammEEmETT
69.0 14.40 14.60 14.80 15.00
m/z 95.10 12.36%
2000 W\A’\MM
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
mz-> 0 55 160 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109148.D

Aca On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Eicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.72 4.87 ng 215437 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2275 (15.718 min): BF109148.D (-2271) (-) m/z 57.10 100.00%
57.1
5000
%0 15.40 15.60 15.80 16.00
411 - - - -
ol L 'I JAAT st 2242 2661 3851 ngr 71.10  72.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 R AR R SRR SULLE
15.40 15.60 15.80 16.00
99.0 m/z 43.10 61.54%
o 270 b i 1| | 410 1830 2250 2820
m/z--> 50 100 1éo " 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 55.80%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane B R o
57.0 15.40 15.60 15.80 16.00
m/z 55.05 25.00%
5000
99.0
oL 20 J ;\ | }41 -0 1830 2250 2810  337.0  394.0
m/z--> 50 100 1éo 260 250 300 350 ' 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091918\
Data File : BF109148.D

Acq On : 19 Sep 2018 17:22

Operator : JU/SJ

Sample : J4957-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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 .49 6.49 50.8 ng 2332490 1 6.72 918082 20.0
unknown7 .12 7.12 16.0 ng 736133 1 6.72 918082 20.0
Benzothiazole 8.28 8.7 ng 467271 2 8.00 1073720 20.0
2-Cyclopenten-1-o0... 8.58 8.8 ng 469929 2 8.00 1073720 20.0
Cyclododecanone 9.92 19.0 ng 995538 3 9.75 1045550 20.0
Cyclopentaneaceti... 10.48 130.5 ng 6821280 3 9.75 1045550 20.0
Isocitronellol 10.61 24 .3 ng 1019010 4 11.23 837389 20.0
unknown10.73 10.73 6.2 ng 258183 4 11.23 837389 20.0
Patchouli alcohol 10.75 9.0 ng 376143 4 11.23 837389 20.0
Caffeine 11.41 3.9 ng 161646 4 11.23 837389 20.0
unknownll .52 11.52 7.7 ng 323397 4 11.23 837389 20.0
unknownl1l .55 11.55 4.2 ng 177647 4 11.23 837389 20.0
n-Hexadecanoic acid 11.78 12.9 ng 539954 4 11.23 837389 20.0
2-Mercaptobenzoth... 11.94 4.2 ng 174035 4 11.23 837389 20.0
E,E-10,12-Hexadec... 12.33 4.2 ng 175215 4 11.23 837389 20.0
unknownl12 .54 12.54 12.5 ng 523104 4 11.23 837389 20.0
Pentafluoropropio... 13.72 4.5 ng 250967 5 13.86 1105490 20.0
Squalene 14.71 4.8 ng 214488 6 15.27 884908 20.0
Eicosane 15.72 4.9 ng 215437 6 15.27 884908 20.0
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