LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106873.D
Aca On : 27 Jun 2018 15:50 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J3570-03 20180373-AMENDED-COMPOSITE-
ALS Vial : 12 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-BF061918 .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 4.872 429 431 440 rBV 14044 17109 1.04% 0.175%
2 5.213 479 489 492 rBV 834456 1652231 100.00% 16.918%
3 5.601 552 555 562 rBB 67186 61897 3.75% 0.634%
4 6.595 720 724 737 rBV 320592 329445 19.94% 3.373%
5 6.731 744 747 750 rBV 172579 143591 8.69% 1.470%
6 6.954 781 785 788 rVB 302571 265810 16.09% 2.722%
7 7.001 788 793 796 rBV 27117 23076 1.40% 0.236%
8 7.107 808 811 815 rVB 748898 667669 40.41% 6.837%
9 7.372 852 856 861 rVB5 10642 17161 1.04% 0.176%
10 7.472 867 873 876 rBV6 11314 22126 1.34% 0.227%
11 7.519 876 881 884 rBV 585511 546873 33.10% 5.600%
12 7.636 896 901 904 rVB3 11361 16665 1.01% 0.171%
13 7.678 904 908 912 rBV 44576 51352 3.11% 0.526%
14 7.754 919 921 926 rVB2 16018 19120 1.16% 0.196%
15 7.825 927 933 938 rBV4 11813 24570 1.49% 0.252%
16 8.236 999 1003 1006 rBV 403928 335959 20.33% 3.440%
17 8.277 1008 1010 1013 rVvB2 50918 39641 2.40% 0.406%
18 8.313 1013 1016 1018 rBvV2 20282 19893 1.20% 0.204%
19 8.430 1034 1036 1039 rVvB 22126 17341 1.05% 0.178%
20 8.519 1045 1051 1055 rVB8 27874 51958 3.14% 0.532%
21 8.572 1055 1060 1063 rBV5 18122 31576 1.91% 0.323%
22 8.636 1069 1071 1074 rBV 49360 45471 2.75% 0.466%
23 8.666 1074 1076 1079 rVB3 22709 19707 1.19% 0.202%
24 8.766 1090 1093 1095 rBV 37655 34599 2.09% 0.354%
25 8.848 1104 1107 1110 rBV3 20089 25864 1.57% 0.265%
26 8.883 1110 1113 1114 rVvVv3 22030 23805 1.44% 0.244%
27 8.907 1114 1117 1122 rVvVv3 23343 33974 2.06% 0.348%
28 8.972 1126 1128 1131 rVB2 28781 24641 1.49% 0.252%
29 9.001 1131 1133 1139 rBV5 26627 36715 2.22% 0.376%
30 9.107 1146 1151 1153 rBv4 33601 44340 2.68% 0.454%
31 9.236 1171 1173 1176 rVB 61200 50129 3.03% 0.513%

32 9.313 1180 1186 1189 rBV 975447 986376 59.70% 10.100%
33 9.383 1194 1198 1202 rBV3 82947 100342 6.07% 1.027%
34 9.695 1247 1251 1254 rBV2 277628 267612 16.20% 2.740%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106873.D
Aca On : 27 Jun 2018 15:50 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J3570-03 20180373-AMENDED-COMPOSITE-
ALS Vial : 12 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-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.754 1258 1261 1264 rBV3 32582 28883 1.75% 0.296%
36 9.854 1275 1278 1280 rBV2 77351 69305 4._.19% 0.710%
37 9.901 1283 1286 1288 rVB2 87584 82505 4_.99% 0.845%
38 9.942 1291 1293 1295 rBV2 21208 20069 1.21% 0.205%
39 9.971 1295 1298 1299 rBV2 53731 43656 2.64% 0.447%
40 9.995 1299 1302 1305 rVB2 426965 353493 21.39% 3.620%
41 10.307 1353 1355 1357 rBV2 26710 29098 1.76% 0.298%
42 10.395 1368 1370 1373 rVB2 79710 78054 4.72% 0.799%
43 10.624 1405 1409 1411 rBV 88999 92702 5.61% 0.949%
44 10.789 1434 1437 1440 rBV2 71387 71153 4_.31% 0.729%

45 10.889 1450 1454 1457 rBV2 154488 192758 11.67% 1.974%

46 10.918 1457 1459 1462 rVB 76940 67107 4._.06% 0.687%
47 11.360 1530 1534 1537 rBV 94879 109167 6.61% 1.118%
48 11.489 1552 1556 1559 rBV 457659 403517 24.42% 4.132%

49 11.513 1559 1560 1563 rVB 46262 28161 1.70% 0.288%
50 12.542 1733 1735 1739 rBV2 42133 48996 2.97% 0.502%
51 12.707 1761 1763 1766 rBV 68472 53191 3.22% 0.545%
52 12.736 1766 1768 1771 rVB2 57256 48414 2.93% 0.496%

53 12.936 1800 1802 1807 rVB2 88321 112153 6.79% 1.148%
54 13.071 1821 1825 1829 rBV 901970 808066 48.91% 8.274%
55 13.954 1973 1975 1980 rVB2 48272 44374 2.69% 0.454%

56 14.148 2004 2008 2011 rBV 315809 317732 19.23% 3.253%
57 15.624 2257 2259 2265 rVB2 49763 58287 3.53% 0.597%
58 15.695 2265 2271 2277 rBV 266739 368992 22.33% 3.778%
59 16.883 2469 2473 2482 rVB2 53903 110081 6.66% 1.127%
60 17.495 2573 2577 2584 rVB9 39556 77607 4._.70% 0.795%

Sum of corrected areas: 9766159
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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\BF062718\

BF106873.D

27 Jun 2018 15:50

JussJ

J3570-03 20180373 AMENDED-COMPOSITE-
12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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\BF062718\
Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : JU/SJ

Sample : J3570-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1

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

5.21 124.32 ng 1652230 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 488 (5.207 min): BF106873.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 N L .
480 5.00 5.20 5.40 5.60
83.1
Obrrrprrrrprrer e b et e m/z 59.00 64.36%
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 59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 22 .86%
0'”IJ”P'Nﬂ'Wm“'P”W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 16.29%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— LI L L L L L L
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.19%
5000
101.0
71.0
15.0
0 "'I'J"I'?ﬁ.?""f'l"lﬁG{PP"'l""l ﬁq.ﬂ""k""l""I""I""I""I ISR SR S IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 3

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

6.73 10.80 ng 143591 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.731 min): BF106873.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 540 9.0 6.40 6.60 6.80 7.00
01 m/z 68.10 36.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 DRSS SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.08%
0"P'“P'”J”J“J'WL“'P”lP'”I”“I”'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
m/ 66.00 23 .46%
5000 104.0 z 0
39.0 520 gpo 780
0 92.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- i L A ,
132.0 6.40 6.60 6.80 7.00

m/z 69.10 15.31%

5000

0%0 77.0 %01m0

15.0 27.0 39.0 52 117.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown7.68 Concentration Rank 16

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

7.68 3.06 ng 51352 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Thiabicvclol2.2_1Thept-5-ene-2... 182 C8H603S 064566-32-1 28
2 1.2-Benzenediol. 3-methvl- 124 C7H802 000488-17-5 9
3 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 9
4 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 9
5 Salicin 286 C13H1807 000138-52-3 9

Abundance Scan 908 (7.678 min): BF106873.D (-904) (-) m/z 124.00 100.00%
78.0 124.0
45.0
5000
267.0 355.1 SN | AN,
7.40 7.60 7.80 8.00
ob—— o e b m/z 78.00 84.36%
m/z--> 50 100 150 200 250 300 350
Abundance #47646: 7-Thiabicyclo[2.2.1]hept-5-ene-2,3-dicarboxylic an...
78.0
5000 L R R UL L
1100 182.0 740 7.60 7.80 8.00
: m/z 45.00 56.28%
45.0
180 137.0
0.‘.‘.‘.{‘.‘.‘.‘.|‘.‘..‘. ——
m/z--> 50 100 150 200 250 300 350
Abundance
780 1240
740 7.60 7.80 8.00
5000 m/z 73.00 28.55%
51.0
19.0
L L L L S L
m/z--> 50 100 150 200 250 300 350 l
Abundance #10240: 1,2,4-Trithiolane L L L L N LB B
48.0 7.40 7.60 7.80 8.00
m/z 267.00 28.00%
78.0
5000 124.0
0""‘J"l""" L S W e S B R IR L I R
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.52 Concentration Rank 15

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

8.52 3.09 ng 51958 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 46
2 cis.trans-2-Ethvlbicvclol4.4.01d... 166 C12H22 066660-38-6 46
3 cis. cis-2-Ethvlbicvclol4.4.01de... 166 C12H22 066660-40-0 43
4 cis.trans-3-Ethvilbicvclol4.4.01d... 166 C12H22 066660-41-1 43
5 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-42-2 43

Abundance Scan 1051 (8.519 min): BF106873.D (-1045) (-) m/z 137.10 100.00%
55.0 81.0 137.1
41.0
67.0 o 177.1
5000 1071 2L '
8.20 8.40 8.60 8.80
o,....',!‘...,.'H.,.J.:!‘...'.'! 1511 m/z 81.00 99.89%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
810 g5 137.0
166.0
5000 67.0 BN RS RS SRR
55.0 8.20 8.40 8.60 8.80
109.0 m/z 83.05 84 .19%
‘ ‘ 124.0
OP'”P'”P”'P”'h”@H“WVHW'”W”'WA”I“”I””I””P'”P'”P”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
137.0
8L0 AR AR RS SRR
95.0 8.20 8.40 8.60 8.80
5000 67.0 m/z 55.00 82.89%
55.0 166.0
) 109.0 .
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35196: cis, cis-2-Ethylbicyclo[4.4.0]decane R R mama
81.0 137.0 8.20 8.40 8.60 8.80
95.0 m/z 41.00 73.20%
: 166.0
5000 67.0
55.0
109.0
MR L
A AR AR B AR AR RO LARAN KARAN AN LARAN ARAN LARAN SRR ARAN BAR BN RS SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octane, 2,6-dimethyl- Concentration Rank 19

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

8.64 2.71 ng 45471 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 86
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 78
3 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 72
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 72
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 1072 (8.642 min): BF106873.D (-1069) (-) m/z 57.00 100.00%
%10 71.1
43.0
5000
97.1 113.1 PRSP R SR R
84.0 149.1 180.1 8.40 8.60 8.80 9.00
o TSI hsz 71.10  78.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19194: Octane, 2,6-dimethyl-
57.0
43.0
5000 1.0 R LU I R R

8.40 8.60 8.80 9.00
m/z 43.00 57.93%

113.0
0 27\.‘0 | Al nn 85\0 98.0 \‘ 127.0 142.0
e e e R R e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
71.0 .
8.40 8.60 8.80 9.00
5000 m/z 41.00 28.78%
43.0
0.0 o 113.0
0 S 99.0 127.0 142.0
e e e e R o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28437: Nonane, 2,6-dimethyl- RS mEEE L
43.0 o 8.40 8.60 8.80 9.00
510 710 m/z 55.00 21.27%
5000
29.0
85.0
0 1 ““ I, ‘ 1 99.0 11?'0 127.0141.0 156.0
e T
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00

8270-BF061918_.M Thu Jun 28 15:28:49 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.11 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
" 9.11  2.64ang 44340  Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Bicvclol4.1.0Theptane. 3-methvi-... 180 C13H24 041977-48-4 38

095530-74-8 38
066660-41-1 35
066660-37-5 35
022738-31-4 35

2 cis.trans-2.9-Dimethvilspirol5.51... 180 C13H24
3 cis.trans-3-Ethvlbicvclol4.4.01d... 166 C12H22
4 Trans. trans-2-ethvlbicvclol4.4.... 166 C12H22
5 2(1H)-Naphthalenone, octahydro-1... 180 C12H200

Abundance Scan 1152 (9.113 min): BF106873.D (-1146) (-) m/z 81.10 100.00%
81.1 951
430 570
000 030 80
> 109.1 1251 180.1
N B E e
8.80 9.00 9.20 9.40
0! m/z 95.10 97.25%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #45747: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81.0
95.0
5000 55.0 67.0 L B e e REmEEma
41.0 109.0 8.80 9.00 9.20 9.40
. 180.0 m/z 57.00 77.94%
123.0
0 | TR L ] 187.0 1510 165.0
A A R L L e ARARA RALaRaasa npay
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
81.0
95.0 R e EEEE SRS E e e
55.0 00 8.80 9.00 9.20 9.40
5000 67.0 Ho0 6 m/z 55.00 76.08%
137.0 180.0
0 151.0 165.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35206: cis,trans-3-Ethylbicyclo[4.4.0]decane N B E e
137.0 8.80 9.00 9.20 9.40
81.0 m/z 137.10 73.79%
95.0
5000
67.0 166.0
55.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Dodecane, 2,7,10-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.24 2.84 ng 50129 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
4 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 72
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72

Abundance Scan 1174 (9.242 min): BF106873.D (-1171) (-) m/z 57.00 100.00%

5000

9.00 9.20 9.40 9.60

0 m/z 71.05 93.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 LA B L L L L L LB

9.00 9.20 9.40 9.60
85.0 m/z 43.05 49.69%

29.0
0 \‘ ‘ 1l H‘ \11?0 141.0 183.0
T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
L NN s
9.00 9.20 9.40 9.60
5000 85.0 m/z 85.10 38.05%

113.0
o 141.0  183.0 211.0 239.0 267.0 296.0
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71411: Dodecane, 2,6,11-trimethyl- T T T
57.0 9.00 9.20 9.40 9.60
m/z 56.00 19.40%
5000
20.0 85.0 o
b I ‘ 1130 1410 169.0 197.0
L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.38 Concentration Rank 6

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

9.38 5.68 ng 100342 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-2-(2-oxopropv)furan 138 C8H1002 087773-62-4 30
2 1.7-Dimethvl-4-(1-methvlethvl)cyv... 210 C15H30 000645-10-3 27
3 Methvl 2-hvdroxvdodecanoate 230 C13H2603 051067-85-7 22
4 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 22
5 2-Anthracenamine 193 C14H11IN 000613-13-8 22

Abundance Scan 1197 (9.377 min): BF106873.D (-1194) (-) m/z 57.05 100.00%
) 1
5000
9.00 9.20 9.40 9.60 9.80
0 . m/z 193.20 87.83%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #17353: 3-Methyl-2-(2-oxopropyl)furan
57.0
5000 71.0 95.0
9.00 9.20 9.40 9.60 9.80
109.0 m/z 55.00 73.10%
L || sesorsmo
0I""I"”I""I'"'P"'I“"”I"”I""I""P
mz-> 20 40 100 120 140 160 180 200
Abundance
410 550 69.0 970
83.0 1110 9.00 920 9.40 9.60 9.80
5000 : m/z 69.10 71.41%
710 167.0
: 1250 o,
R L L L L U UL UL UL B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #85976: Methyl 2-hydroxydodecanoate R ma e AR
410 580 69.0 9.00 9.20 9.40 9.60 9.80
| : m/z 41.00 67.72%
5000
83.0 4,
27.0 ‘
111.0
0||‘|U|‘|H‘||“l‘|‘|““|“Hu‘uu|||‘|||1|27|(|)||||||||1|7%I|-|0||||||| R B RRREE
mz-> 20 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : JU/SJ

Sample : J3570-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 10 unknown9.85 Concentration Rank 12

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

9.85 3.92 ng 69305 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 51
2 2-(2-Methvl-propenvl)-cvclohexanone 152 C10H160 065737-44-2 49
3 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 41
4 7-Hexadecene. (2)- 224 C16H32 035507-09-6 35
5 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C10H160 002506-61-8 30

Abundance Scan 1277 (9.848 min): BF106873.D (-1275) (-) m/z 69.10 100.00%
A1
5000
2242 " 9.60 9.80 10.00 10.20
0 m/z 55.00 81.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 690 950 LA L L L L L LB
9.60 9.80 1000 1020
m/z 83.10 67.20%
151.0
0 |....|..5?.0|.‘l“..“l‘l..‘ll.‘.“..l‘l...‘l..‘..l....l...‘. ,2.0..9,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97.0 152.0
0.0 1240 " '9.60 9.80 10.00 10.20
5000 41.0 m/z 57.05 65.08%
57.0
R S S U WL B WL WL LI B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25208: 1-Cyclohexyl-2-methyl-prop-2-en-1-one L L
41.0 69.0 9.60 9.80 10.00 10.20
m/z 41.00 59.99%
152.0
5000 110.0
m/z--> 200 40 60 100 120 140 160 180 200 220 9.60 980 1000 1020

8270-BF061918_.M Thu Jun 28 15:28:54 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.90 4_.67 ng 82505 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 60
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 37
3 S-Phenvl 5-(phenvithio)pentaneth... 302 C17H180S2 1000234-40-7 23
4 Borinic acid. diethvl-., 3.3.5-tr... 208 C13H25BO 057387-76-5 22
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 16
Abundance Scan 1286 (9.901 min): BF106873.D (-1283) (-) m/z 193.20 100.00%
198.2

s T JJMJJLM
- .

9.60 9.80 10.00 10.20

0 m/z 57.10 50.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0 hmﬁvaNvAJA/u
5000 69.0 95.0 L e e e EEman ]

9.60 9.80 10.00 10.20
m/z 109.10 44 _46%

151.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
193.0
s Ry Ea
9.60 9.80 10.00 10.20
5000 55.0 m/z 97.10 40.91%
109.0
81.0
29.0
o 137.0 1530 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146306: S-Phenyl 5-(phenylthio)pentanethioate A REEEEEas
193.0 9.60 9.80 10.00 10.20
m/z 95.10 39.85%
5000 165.0
123.0
55.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.60 980 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : JU/SJ

Sample : J3570-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 12 unknownl10.40 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.40 4.42 ng 78054 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 49
2 Bicvclol4.1.0Theptane-7-carboxam... 222 C11H14N20S 329912-72-3 47
3 1.3-Benzenediamine. 4-methoxy- 138 C7H10N20 000615-05-4 47
4 photocitral A 152 C10H160 055253-28-6 47
5 Benzene, 2-fluoro-1,3,5-trimethyl- 138 C9H11F 000392-69-8 46
Abundance Scan 1371 (10.401 min): BF106873.D (-1368) (-) m/z 123.10 100.00%
128.1
57.0
5000
95.1 207.2
30 8 1491 1701 10.00 10.20 10.40 10.60 10.80
0 m/z 57.05 73.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95.0 128.0 207.0
69.0
5000 AU DR SRR BN
10 00 10. 20 10 40 10. 60 10. 80
151.0 m/z 41.00 46.20%
0 R L R B e o .‘... ||||||||||“l||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 123.0
10.00 10.'20 10.'40 10.60 10.|80
5000 95.0 m/z 55.00 45 .12%
140.0 222.0
o 37.0 mp 161.0179.0196.0
m/z--> 25 45 éo 85 160 120 150 160 180 200 250
Abundance #17204: 1,3-Benzenediamine, 4-methoxy- T
128.0 10.00 10.20 10.40 10.60 10.80
m/z 43.00 42 .03%
5000
95.0
150 410 1 67\\0 L] | 1 po
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 160 180 2(')0 22'0 10 00 10. 20 10 40 10. 60 10. 80

8270-BF061918_.M Thu Jun 28 15:28:58 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecane, 7-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.62 5.24 ng 92702 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 80
2 Tridecane 184 C13H28 000629-50-5 74
3 Heptacosane 380 C27H56 000593-49-7 74
4 Dodecane 170 C12H26 000112-40-3 64
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 62
Abundance Scan 1408 (10.618 min): BF106873.D (-1405) (-) m/z 57.10 100.00%
57.1
5000
a1 185.0 2162 1040 10560 1030 1100
0 m/z 71.10 54 _54%
m/z--> 50 100 150 200 250 300 350
Abundance #105892: Heptadecane, 7-methyl-
57.0
5000 LU IR B SN B
10,40 10.60 10.80 11.00
112. m/z 43.05 44 _84%
168.0
oL 20 L h‘ | h o aoromeo
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10,40 10,60 10.80 11.00
5000 m/z 85.10 32.40%
27.0
99.0 141.0 184.0
O e e L e M A A m e S
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R B A ma
57.0 10.40 10.60 10.80 11.00
m/z 41.00 24 .21%
5000
0 27,0 || | \9%0‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 1&'30 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 3-Methyl-4-(methoxycarbonyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.89 9.55 ng 192758 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 96
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
3 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 86
4 Decane. 2-methvl- 156 C11H24 006975-98-0 80
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
Abundance Scan 1454 (10.889 min): BF106873.D (-1450) (-) m/z 57.05 100.00%
51.0

5000

10.60 10.80 11.00 11.20

3.1 155.1 183.2

o} m/z 71.10 74 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57.0
81.0
125.0 184.0
5000 LA L L L L L LB
152.0 10 60 10. 80 11. 00 11. 20
H m/z 43.05 48.54Y%
o M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
LA s
10.60 10.80 11.00 11.20
5000 m/z 85.10 27 .97%
880 113.0
29.0 ‘ 183.0
ok 141.0 225.0 253.0
L AR AL e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117657: Hexadecane, 2,6,10-trimethyl- AR EEEEE S
57.0 10.60 10.80 11.00 11.20
m/z 41.00 22 .43%
5000
850 1120 183.0
0 L AL H‘ I i 15?0 1 225.0 253.0
T T T e e e T LA s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 15 1,2,4,6-Tetrathiepane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.92 3.33 ng 67107 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 59
2 1.3-Benzenedithiol 142 C6H6S2 000626-04-0 42
3 EhvIthiophosphonamide. o-methvl ... 139 C3H10NOPS 1000306-03-7 36
4 Lenthionine 188 C2H4S5 000292-46-6 35
5 Hexathiepane 206 CH2S6 017233-71-5 12

Abundance Scan 1459 (10.918 min): BF106873.D (-1457) (-) m/z 141.90 100.00%
78.0 141.9
5000 45.0 124.0
187.9
96.0 . 214.1931 2 10.60 10.80 11.00 11.20
Ol el | wlhe b bl L T2 Tm/z 78.00  85.50%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38408: 1,2,4,6-Tetrathiepane
78.0
45.0
124.0 170.0
5000
10.60 10.80 11.00 11.20
m/z 124.00 47 .35%
105.0
0I"”I'”'IL"P'JW”'”I'”JI”""""'W"”I'”'I
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
142.0
10.60 10.80 11.00 11.20
5000 80 m/z 45.00 44 _.94%
109.0
. 080 45.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17652: Ehylthiophosphonamide, o-methyl ester e
78.0 10.60 10.80 11.00 11.20
m/z 46.00 33.46%
5000 139.0
46.0 111.0
0I"”I'”'I”"P"W"”I'”'I”""""'W"”I'”'I RIS SRR U
m/z-> 20 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.36 5.41 ng 109167 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1534 (11.360 min): BF106873.D (-1530) (-) m/z 57.10 100.00%
57.1
5000 85.1 }lhﬂ.nﬁA\r,_vxﬁﬂ»~A¢\vvdwl\ﬂ4\,
U311351 1601 po5g 11,00 11.20 1140 1160
0...,....-i:-..-| ol d by 1691 2080 2ad2 1 20R0T 10 86.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 Dl

85.0 11,00 11.20 1140 11.60
29.0 150 m/z 43.00 45.43%
o | ‘ ‘ d (1410 1830 2110  253.0 282.0
P T [T T T [ e T T e T e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
e
11.00 11.20 11.40 11.60
5000 m/z 85.10 43.64%
85.0
29.0

113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94344: Heptadecane R ERRAEEEEE R
57.0 11.00 11.20 11.40 11.60
m/z 41.00 21.60%
5000 85.0
29.0
oo L 130 1410 1690 1070 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Sulfurous acid, octadecyl 2... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.79 ng 44374 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 62
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 62
3 Oxalic acid. cvclobutvl octadecv... 396 C24H4404 1000309-70-8 52
4 Tridecane 184 C13H28 000629-50-5 38
5 Pentadecane 212 C15H32 000629-62-9 38
Abundance Scan 1974 (13.948 min): BF106873.D (-1973) (-) m/z 57.10 100.00%
57.1
5000
13.60 13.80 14.00 14.20
O m/z 43.00 69.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000 AU B SN B
Bmmmmmmm
m/z 55.00 69.20%
125.0
ol 155.0 183.0  224.0 253.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
13.60 13.80 14.00 14.20
5000 85.0 m/z 69.10 57.79%
29.0

111.0
141.0 169.0 197.0 224.0 252.0 283.0 314 ¢

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

Abundance #210293: Oxalic acid, cyclobutyl octadecy! ester L B o

55.0 13.60 13.80 14.00 14.20
m/z 71.10 49.43%

5000
29.0 83.0

S —— /S [ O —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 19 unknownl16.88 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.88 5.97 ng 110081 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 41
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 40
3 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 38
4 4H-Benzoldeflcarbazole 191 C14HOSN 000203-65-6 38
5 3-Methyl-2-thioxo-1,2-dihydro-3H... 191 C9HIN3S 121361-81-7 38
Abundance Scan 2473 (16.883 min): BF106873.D (-2469) (-) m/z 191.15 100.00%
19.2
5000
95.1
137.1 B e A
41.0 2472 397.4 16.60 16.80 17.00 17.20
0! m/z 95.10 34.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LN B SIS SULR AU
57.0 1660 16,80 17.00 17.20
93.0 149.0 m/z 81.05 25.61%
0 I\}I\‘\\\H\H\H\\‘\\‘\\h‘\ ”‘\”” S
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16,60 16.80 17.00 17.20
5000/ 28.0 m/z 69.10 25.11%
950 1350
OIIIII""I""""""""""IIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #66152: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohexen... L  RRRR Bam L
191.0 16.60 16.80 17.00 17.20
m/z 163.10 21.75%
5000
41.0
} 701070 1490 |
0....‘l‘.‘.‘..Hl‘“..“.l'.tl.‘.‘. — ——r— T R
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106873.D

Aca On : 27 Jun 2018 15:50

Operator : Ju/SJ

ﬁ?ggle : J3570-03 20180373 AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 20 unknownl7.49 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.49 4.21 ng 77607 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-bis(1l.1-dimethvlethvl)- 206 C14H220 001138-52-9 18
2 1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 18
3 Benzeneacetic acid. 4-(1l.1-dimet... 206 C13H1802 003549-23-3 14
4 Oxirane. IT4-(1.1-dimethvlethvl)... 206 C13H1802 003101-60-8 14
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 14
Abundance Scan 2576 (17.489 min): BF106873.D (-2573) (-) m/z 411.40 100.00%
191.2 411.4
57.1 95.1
5000 150.1 245.2
1.0 17.20 17.40 17.60 17.80
0! - m/z 191.15 90.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66113: Phenol, 3,5-bis(1,1-dimethylethyl)-
191.0
5000 L L BULELLE BRI UL
57.0 17,20 17.40 17.60 17.80
m/z 57.10 66 .35%
91.0 135.0 |
0 ....puﬂuﬂﬂﬂwﬂﬂ,ﬂ.. T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
17.20 17,40 17.60 17.80
5000 43.0 149.0 m/z 95.10 66.27%
91.0
L L A L LA WL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #66041: Benzeneacetic acid, 4-(1,1-dimethylethyl)-, methyl... AR EREEE RS
191.0 17.20 17.40 17.60 17.80
m/z 81.10 60.70%
5000 131.0
91.0
0 ”'ﬁ%?ﬂ'“jl'LJ'“”"‘ RN SN DA DAL WU L DU UM B B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF062718\
Data File : BF106873.D
Acq On : 27 Jun 2018 15:50 Instrument :
Operator : JU/SJ gﬁA{s el
- _ lentosampleld :
3?22'6 : J3570-03 20180373-AMENDED-COMPOSITE-
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.21 124.3 ng 1652230 1 6.95 265810 20.0
unknown6.73 6.73 10.8 ng 143591 1 6.95 265810 20.0
unknown7 .68 7.68 3.1 ng 51352 2 8.24 335959 20.0
unknown8 .52 8.52 3.1 ng 51958 2 8.24 335959 20.0
Octane, 2,6-dimet. .. 8.64 2.7 ng 45471 2 8.24 335959 20.0
unknown9.11 9.11 2.6 ng 44340 2 8.24 335959 20.0
Dodecane, 2,7,10-... 9.24 2.8 ng 50129 3 10.00 353493 20.0
unknown9 .38 9.38 5.7 ng 100342 3 10.00 353493 20.0
unknown9 .85 9.85 3.9 ng 69305 3 10.00 353493 20.0
Decahydro-4,4,8,9... 9.90 4.7 ng 82505 3 10.00 353493 20.0
unknown10.40 10.40 4.4 ng 78054 3 10.00 353493 20.0
Heptadecane, 7-me... 10.62 5.2 ng 92702 3 10.00 353493 20.0
3-Methyl-4-(metho... 10.89 9.6 ng 192758 4 11.49 403517 20.0
1,2,4,6-Tetrathie... 10.92 3.3 ng 67107 4 11.49 403517 20.0
Hexadecane, 2,6,1... 11.36 5.4 ng 109167 4 11.49 403517 20.0
Sulfurous acid, o... 13.95 2.8 ng 44374 5 14.15 317732 20.0
unknownl16.88 16.88 6.0 ng 110081 6 15.69 368992 20.0
unknownl17 .49 17.49 4.2 ng 77607 6 15.69 368992 20.0
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